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Abstract  

Several recent studies show that inhibition of the hepatic transport proteins organic-anion 

transporting polypeptide 1B1 (OATP1B1) and 1B3 (OATP1B3) can result in clinically 

relevant drug-drug interactions (DDI). To avoid late-stage development drug failures due 

to OATP1B-mediated DDI, predictive in vitro and in silico methods should be 

implemented at an early stage of the drug candidate evaluation process.  

In the present study, we first developed a high-throughput in vitro transporter inhibition 

assay for the OATP1B subfamily. A total of 2000 compounds were tested as potential 

modulators of the uptake of the OATP1B substrate sodium fluorescein, in OATP1B1 or 

1B3-transfected CHO cells. At an equimolar substrate-inhibitor concentration of 10 µM, 

212 and 139 molecules were identified as OATP1B1 and OATP1B3 inhibitors, 

respectively (min 50 % inhibition). For 69 compounds, previously not identified as 

OATP1B inhibitors, concentration dependent inhibition was also determined, yielding Ki 

values ranging from 0.06 to 6.5 µM. Based on these in vitro data, we subsequently 

developed a proteochemometrics-based in silico model, which predicted OATP1B 

inhibitors in the test group (20 % of the dataset) with high specificity (86 %) and 

sensitivity (78 %). Moreover, several physicochemical compound properties and 

substructures related to OATP1B1/1B3 inhibition or inactivity were identified. Finally, 

model performance was prospectively verified with a set of 54 compounds not included 

in the original dataset. This validation indicated that 80 % and 74 % of the compounds 

were correctly classified for OATP1B1 and OATP1B3 inhibition, respectively. 

This article has not been copyedited and formatted. The final version may differ from this version.
Molecular Pharmacology Fast Forward. Published on April 9, 2013 as DOI: 10.1124/mol.112.084152

 at A
SPE

T
 Journals on A

pril 17, 2024
m

olpharm
.aspetjournals.org

D
ow

nloaded from
 

http://molpharm.aspetjournals.org/


MOL #84152 

4 

 

Introduction 

Over the past decade, increasing evidence has established the role of transport proteins in 

pharmacokinetic processes and drug-drug interactions. The organic anion transporting 

polypeptides 1B1 and 1B3, OATP1B1 (SLCO1B1) and OATP1B3 (SLCO1B3), are 

uptake transporters predominantly expressed at the basolateral membrane of human 

hepatocytes. OATP1B1 and OATP1B3 exhibit broad and overlapping substrate 

specificities for endogenous and exogenous compounds including thyroid hormones, bile 

acids, repaglinide, and several statins (Hagenbuch and Gui, 2008). The importance of 

these hepatic transporters has been illustrated by recent studies showing that OATP1B-

mediated transport can be the rate-determining step of hepatobiliary drug clearance 

(Fenner et al., 2012). Moreover, OATP1B inhibition or induction may be the underlying 

mechanism of clinically relevant drug-drug interactions (Müller and Fromm, 2011; 

Shitara, 2011). Therefore, the assessment of OATP1B-mediated drug-drug interactions 

(DDI) has become a critical aspect of early drug development, as recognized by the 

International Transporter Consortium (Giacomini et al., 2010). This review 

acknowledged OATP1B1 and OATP1B3 as two of the seven clinically most relevant 

transporters and provides recommendations regarding the preferred in vitro methods to be 

used for evaluating drug interactions mediated by these transporters. In addition to their 

role in hepatic drug disposition and DDI, recent findings have suggested that OATPs (in 

particular OATP1B3) may have an important pathophysiological role in certain 

pancreatic (Kounnis et al., 2011) and ovarian cancers (Svoboda et al., 2011). Therefore, 

OATP1B modulators could form a new class of potential therapeutic agents. 
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Identification (and kinetic characterization) of OATP ligands early on in the drug 

evaluation process has thus become a prerequisite for successful drug development. In 

vitro methods for assessing OATP1B-mediated hepatic drug uptake based on primary 

human hepatocytes are generally predictive of the in vivo situation but remain resource-

intensive. Hence, several studies have successfully relied on the use of higher throughput 

assays with transfected HEK293 or CHO cells in order to investigate OATP1B inhibition 

and transporter kinetics (Baldes et al., 2006; Annaert et al., 2010; Bednarczyk, 2010; Gui 

et al., 2010). These studies led to the identification of new OATP1B inhibitors and/or the 

characterization of the inhibition potential of existing drugs (e.g. HIV protease inhibitors) 

(Annaert et al., 2010). By supporting the evaluation of a relative large number of 

compounds, these in vitro approaches also enable gaining valuable information regarding 

the molecular structural properties of OATP ligands. Statistical Quantitative Structure 

Activity Relationship (QSAR) modeling is commonly applied to computationally derive 

chemical features shared by compounds which are active as opposed to chemical features 

shared by compounds which are inactive. Similarly, as reviewed by van Westen et al., 

(2011b), proteochemometric modeling additionally takes into account structural protein 

features (this can be either the full protein, or a selection of residues usually the binding 

pocket) (Lapinsh et al., 2001; Prusis et al., 2006; van Westen et al., 2013).  

Previously, we characterized the in vitro hepatic uptake mechanisms of sodium 

fluorescein and demonstrated that sodium fluorescein can be used as a probe substrate to 

evaluate OATP1B1/3-mediated transport (De Bruyn et al., 2011). Based on this 

information, we presently report the development of a high throughput in vitro assay and 

applied it to evaluate the OATP1B1 and OATP1B3 inhibitory potential of a library of 
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2000 compounds. Next, we established an in silico proteochemometric model to predict 

OATP1B interaction potential of compounds and to identify chemical properties and 

substructures related to OATP1B1 and/or OATP1B3 inhibition. Our results demonstrate 

that this integrated in vitro and in silico approach leads to a particularly useful in silico 

algorithm for direct structure-based identification of (drug) compounds modulating 

OATP1B activity. 
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Materials and Methods 

Reagents: The Spectrum Collection (2000 compounds, supplied as 10 mM Me2SO 

solution) was purchased from MicroSource Discovery Systems Inc. (Gaylordsville, CT, 

USA). Dulbecco’s modified eagle’s medium (DMEM) and geneticin G418 were 

purchased from Invitrogen (Paisley, UK). L-glutamine, penicillin-streptomycin mixture 

(contains 10.000 IU potassium penicillin and 10.000 IU streptomycin sulfate per ml in 

0.85% saline), fetal bovine serum (FBS), Trypsin EDTA, Hank’s balanced salt solution 

(HBSS) and phosphate buffered saline 1x (PBS) were purchased from Lonza SPRL 

(Verviers, Belgium). Sodium fluorescein was obtained from UCB (Leuven, Belgium) and 

HEPES was purchased from MP Biochemical (Illkirch, France). Triton X-100 and sodium 

butyrate were purchased from Sigma-Aldrich (Schnelldorf, Germany). 

 

In vitro assessment of OATP1B inhibitory potential. 

Cell culture. Wild-type, OATP1B1- and 1B3-transfected CHO cells were cultured at 

passage 45 to 60, as described previously (Treiber et al., 2007). The culture medium 

consisted of DMEM containing 1 g/1 D-glucose, 1 mM L-glutamine, 25 mM HEPES and 

110 mg/l sodium pyruvate, supplemented with 10 % FBS, 50 μg/ml L-proline, 100 IU/ml 

penicillin and 100 IU/ml streptomycin. The culture medium of the transfected cell lines 

additionally contained 500 μg/ml geneticin to maintain selection. CHO cells were grown 

in 75 cm2 T-Flasks at 37°C in an atmosphere of 5% CO2 and 90 % relative humidity and 

were sub-cultured every 3 days. For high-throughput uptake experiments, wild-type CHO 

cells were seeded in black 96-well cell culture plates with a transparent bottom (Greiner-

Bio-One, Wemmel, Belgium) at a density of 8,000 cells/well. Culture medium was 
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replaced every other day and uptake experiments were performed on day 4 after seeding. 

One day before the experiment, cells were additionally treated with 5 mM sodium 

butyrate to induce gene expression.  

Transport studies. Cells were washed twice with 0.2 ml/well of pre-warmed uptake 

buffer (HBSS with 10 mM HEPES, pH 7.4) and pre-incubated for 10 min at 37°C with 

100 µL of uptake buffer. In experiments in which inhibitors were investigated, cells were 

pre-incubated with 100 µL of a double-concentrated inhibitor solution. Uptake assays 

were initiated by adding 100 µL of a double-concentrated sodium fluorescein solution. To 

determine the uptake kinetics in OATP1B1 or OATP1B3-transfected cells, sodium 

fluorescein was incubated at 8 concentrations ranging from 1 to 80 µM. The inhibitory 

potential of all 2000 compounds from The Spectrum Collection library was evaluated at 

an equimolar substrate-inhibitor concentration of 10 µM. Uptake experiments were 

stopped after 3 min by removing the uptake solution and rinsing the cells three times with 

ice-cold uptake buffer. Subsequently, cells were lysed with 100 µl of 0.5 % Triton X 

solution (in PBS) and placed on a plate shaker for 30 min at room temperature. Cell 

lysates were analyzed by fluorescence spectroscopy (ex 490 nm; em 524 nm) in a Tecan 

Infinite 200 plate reader (Tecan Benelux, Mechelen, Belgium). Uptake rates were 

normalized for protein content, which was measured using a BCA Protein assay kit 

(Pierce Chemical, Rockford, IL).  

In vitro data analysis. Net uptake values were obtained by subtracting uptake in wild-

type CHO cells from total uptake at 37°C in transfected cells. Cellular fluorescein uptake 

kinetics were determined by fitting the Michaelis-Menten equation to net uptake values: 

This article has not been copyedited and formatted. The final version may differ from this version.
Molecular Pharmacology Fast Forward. Published on April 9, 2013 as DOI: 10.1124/mol.112.084152

 at A
SPE

T
 Journals on A

pril 17, 2024
m

olpharm
.aspetjournals.org

D
ow

nloaded from
 

http://molpharm.aspetjournals.org/


MOL #84152 

9 

 

                                               � �
����.�

��� �
                   

For inhibition experiments, data were expressed as uptake of sodium fluorescein in 

presence of the inhibitor compared to the control cellular uptake (no inhibition). 

The Inhibitory Effect Emax-model was used to describe the concentration-dependent 

inhibitory effect by various inhibitors in transfected CHO cells: 

� � ���� � ������ � ��� .  	 �
	 � 
 �	�� �� 

with E representing the cellular substrate uptake,  Emax the substrate uptake without 

inhibitor (≤ 100 %), E₀ the substrate uptake at the maximum inhibitory effect of inhibitor 

(≥ 0 %) and (Emax – E0) the maximum inhibitory effect. The best fits of the above 

equations to the individual uptake and inhibition data sets were obtained by non-linear 

regression analysis using the Solver tool in Microsoft Excel 2007.  

For the estimation of Ki from IC50, assuming competitive inhibition, the Cheng-Prusoff 

equation was used: 

�  �  �	50
1 
 �




 

with IC50 representing the concentration of the inhibitor producing a 50 % inhibition, S 

the substrate concentration and Km the Michaelis constant of the substrate.  

The data analysis tool in Microsoft Excel 2007 (p < 0.001) was used to evaluate statistical 

differences of the correlation between remaining sodium fluorescein uptake and the 

computationally predicted inactivity correlation value for all compounds in the 

prospective validation set. 
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In silico modeling for the prediction of OATP1B inhibition.  

Dataset. The dataset consisted of in vitro OATP modulation data for 2000 compounds 

(The Spectrum Collection, MicroSource Discovery Systems, Inc.). For all test 

compounds, the assay activity value was expressed as a percent of the control sodium 

fluorescein uptake (after correction for uptake in wild-type CHO cells). When the 

residual activity was lower than 50 %, compounds were deemed ‘Active’ (able to inhibit 

the uptake of sodium fluorescein) and vice versa. 

The predictivity of the in silico model was prospectively verified with an external test set 

of 54 compounds that were not included in The Spectrum Collection.  

Molecular and Protein Descriptors. The compounds were standardized and their 

ionization state was determined at pH 7.4 (identical to assay conditions). Furthermore, 

hydrogens were added and 2-dimensional coordinates were calculated. Subsequently, 

compounds were converted to circular fingerprints (FCFP_6) and a number of numeric 

descriptors were calculated. These included molecular weight, number of hydrogen bond 

donors/acceptors, and polar surface area (Supplemental Table 1). Standardization and 

descriptor calculation steps were performed in Pipeline Pilot 8.5 (Accelrys Software Inc, 

San Diego, CA).  

Proteins were described based on their sequence (Supplemental Table 2). Sequences of 

OATP1B1, OATP1B3, OATP1A2, and OATP2B1 were aligned with ClustalW (Slow 

alignment, Gap Open 4, Gap Extend 4, Supplemental Information Alignment 1). The 

latter two OATP isoforms were included to increase the quality of the alignment. From 

this alignment, amino acids previously shown to be important for OATP activity (Meier-

Abt et al., 2005; Mandery et al., 2011) were selected and translated to a descriptor based 
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on Z-scales or a feature-based ProtFP descriptor (Lapinsh et al., 2002; van Westen et al., 

2011a). Supplemental Figure 1 shows the similarity of the proteins as described by the Z-

scales  descriptors in a two dimensional plot.  

Proteochemometric Modeling (PCM). Pipeline Pilot 8.5 (Accelrys Software Inc, San 

Diego, CA) was used for PCM modeling. Random forest models were trained using the R 

package randomForest as described previously (Liaw and Wiener, 2002). The optimal 

number of trees was determined to be 25 and for each tree, the optimal number of 

allowed descriptors per split was set at a fraction of 0.5 from the total number of 

descriptors. Model performance was estimated with the out-of-bag (oob) data, external 

validation, and prospective validation.  

For all trained classification models, performance was estimated using the sensitivity, 

specificity, the Matthews correlation coefficient (Matthews, 1975), and the fraction 

correctly predicted compounds (Supplemental Table 3).  

Two final models were selected, i.e. a 2-class model (distinguishing between compounds 

either ‘Active’ or ‘Inactive’; model 8 in Supplemental Table 3) and a 4-class model 

(distinguishing between ‘Active_1B1’, ‘Active_1B3’, ‘Inactive_1B1’, or ‘Inactive_1B3’; 

model 17 in Supplemental Table 3). 

Descriptor interpretation. In order to interpret the random forest models, descriptors 

used in the model training were converted. The numerical compound descriptors were 

binned into 4 classes based on their distribution in the dataset. The ‘low’ bin contained 

the lower 20 % of the frequency histogram for each descriptor, the ‘high’ bin contained 

the higher 20 % of the frequency histogram, and the remaining 60 % was equally 
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distributed between ‘medium_low’ and ‘medium_high’. For further details per descriptor 

see Supplemental Table 4.  

For the circular fingerprints, the ‘Fingerprints to properties’ component from Pipeline 

Pilot 8.5 was used to make a selection; from a total of 16,341 chemical features present, 

1,308 relevant features were encoded for presence or absence. We selected the features 

that were most equally/unequally distributed between actives and inactives (512/512 

features), supplemented with a random selection of 2 % of all features (297). Thirteen 

features overlapped and were removed.  

For the protein descriptors, each Z-scale (representing a physicochemical property) was 

binned similar to the molecular descriptors. As a consequence, every amino acid obtained 

a score for Hydrophobicity (Z1), Size/Polarizability (Z2), Polarity (Z3), Electronegativity 

(Z4), and Electrophilicity (Z5). Presence or absence of each of those scores was encoded 

(Supplemental Table 5). The bins were selected such that each amino acid was uniquely 

identifiable via these binned values.  

To estimate the significance of each descriptor, the model provided 2 importance values: 

Accuracy and Gini. The accuracy value was calculated by omitting one descriptor and 

calculating the deterioration of the model’s ability to correctly classify compounds. The 

Gini measure for a descriptor estimates the ability to differentiate between activity classes 

when the data set is split using this descriptor. Finally, the correlation of each descriptor 

with each activity class allowed interpretation to see whether a descriptor is positively or 

negatively correlated with OATP1B activity. 
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Prospective validation. A total of 54 compounds (not present in the original compound 

library) were selected based on in-house availability and solubility, and computationally 

evaluated for OATP1B1 and OATP1B3 inhibition with the final random forest model 

(model 8). Using the 2 class in silico model, a total of 30 and 23 compounds were 

predicted to be inhibitors of OATP1B1 and OATP1B3, respectively. Activity/inactivity 

correlation values, reflecting the potency of the prediction, were directly obtained from 

the Pipeline Pilot software output. Next, we experimentally determined the OATP1B1 

and OATP1B3 inhibitory potential of all 54 compounds, following the described in vitro 

OATP1B inhibition assay and assessed the relationship between residual sodium 

fluorescein uptake and the inactivity correlation value.  
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Results 

Uptake kinetics of sodium fluorescein in OATP1B1- and OATP1B3-transfected 

CHO cells  

Concentration-dependent uptake of sodium fluorescein showed Michaelis-Menten type 

kinetics in both OATP1B1- and OATP1B3-transfected CHO cells (Figure 1). Kinetic 

parameters for net active uptake were 12.2 ± 4.9 μM and 33.2 ± 3.4 μM for Km and 30.1 

± 3.8 and 195.6 ± 16.6 pmol/mg protein/min for Vmax, respectively (n = 4). This 

corresponds to uptake clearance values of 2.5 and 5.9 µl/mg protein/min for OATP1B1- 

and OATP1B3- transfected CHO cells, respectively.  

 

Inhibition of sodium fluorescein uptake by established OATP1B inhibitors in 

transfected CHO cells 

The high-throughput in vitro screening method was validated by assessing the inhibitory 

potential of two established OATP1B inhibitors, rifampicin and darunavir (Annaert et al., 

2010). Both inhibitors decreased the uptake of sodium fluorescein in a concentration-

dependent manner with Ki values of 0.30 ± 0.05 µM and 0.22 ± 0.06 µM for rifampicin 

and 3.6 ± 1.3 µM and 6.7 ± 2.8 µM for darunavir in OATP1B1- and OATP1B3-

transfected CHO cells, respectively (Figure 2). 

 

High-throughput in vitro screening assay 

A total of 2000 compounds were evaluated as potential inhibitors of the uptake of sodium 

fluorescein in OATP1B1 and OATP1B3-transfected CHO cells (Figure 3). At an 

equimolar substrate-inhibitor concentration of 10 µM, 212 and 139 compounds inhibited 
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the uptake of sodium fluorescein by at least 50 % in OATP1B1 and OATP1B-transfected 

CHO cells, respectively (Table 1 and Supplemental data). Some of these compounds (e.g. 

cyclosporin, rosuvastatin, sildenafil, and paclitaxel) had been previously reported to 

inhibit the transport of OATP substrates, while others were demonstrated to be OATP1B1 

and/or OATP1B3 inhibitors for the first time (e.g. utilin). Secondly, we measured the 

inhibition of sodium fluorescein uptake by 69 of the most potent inhibitors at 

concentrations ranging from 0.1 to 10 µM. All selected compounds inhibited the uptake 

of sodium fluorescein (10 µM) in a concentration-dependent manner. The corresponding 

Ki values are listed in Table 1.  

 

Proteochemometric modeling 

Proteochemometric Models. The final 2-class model had an out-of-bag ROC (receiver 

operating characteristic) score of 0.86, a sensitivity of 0.78, a specificity of 0.86, and a 

percentage correctly classified compounds of 89.2 % (Supplemental Figure 2A and 

Supplemental Table 3). Identical models were trained per OATP leaving out the protein 

descriptor (and hence creating a QSAR model) to compare the performance to the state of 

the art as was done previously. The QSAR model reached a percentage correctly 

classified of 84.6 % on the same set. In an external validation experiment, leaving out 30 

% of the compounds rather than a percentage of the bioactivity data points, similar results 

were seen with the PCM model reaching 84.2 % and the QSAR models reaching 85.2%. 

Due to the increased interpretability of the PCM models we preferred PCM over QSAR.  

The final 4-class model had an ROC score of 0.94 (Supplemental Figure 2B), a 

sensitivity of 0.75, a specificity of 0.85 and a percentage correctly classified compounds 
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of 88.5 % (Supplemental Figure 2B and Supplemental Table 3). Sensitivity and 

specificity were calculated using the classification active or inactive (regardless of the 

protein isoform).   

 

Important chemical properties of the 2-class model. The interpretation of the 2-class 

model revealed several physicochemical properties and substructures that correlate with 

OATP inhibition (Figure 4 and 5 and Supplemental Table 6). Based on descriptor 

importance ‘gini’, the most important compound property was a LogD between 3.4 and 

7.5, followed by the absence of positively charged atoms and a number of ringbonds 

between 18 and 32. Furthermore, the presence of an anionic group (e.g. carboxylate 

group), a large molecular volume (> 200 Å3) and a high number of hydrogen bond 

acceptors (> 5) are correlated with increased likelihood of OATP inhibition.  

Several physiochemical properties and substructures are highly correlated with OATP1B 

inactivity (Figure 4 and 5 and Supplemental Table 6). The strongest negative correlations 

were found with substructures that are or can be positively charged at pH 7.4. 

Furthermore, small hydrophilic compounds with positively charged atoms and without 

negatively charged atoms are favored as inactives. More specifically, a total number of 

heavy atoms lower than 20, a molecular volume less than 200 Å3, a molecular weight 

under 300, a calculated aqueous solubility > 0.1mmol/L, and number of rings < 4 were 

correlated with inactivity.  

 

Important chemical properties of the 4-class model. In general, the 4-class model 

provides similar results to the 2-class model when considering the importance of 
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chemical features for activity or inactivity on both proteins. The most important feature 

for activity also included a group that could be negatively charged (based on descriptor 

importance ‘gini’). Important features for inactivity were substructures that are or can be 

positively charged (at pH 7.4). 

In addition, the 4-class model provides information regarding the selectivity for 

either OATP1B1 or OATP1B3. A low number of aromatic bonds (< 7) was found to be 

positively correlated with OATP1B1 activity and negatively with OATP1B3 inhibition. 

Conversely, a high LogD value (> 7.5) and a medium low number of hydrogen bond 

donors (3-4) were positively correlated with OATP1B3 activity.  

Finally, we did identify some substructures favoring inhibition of OATP1B1 over 

OATP1B3 and vice versa (Figure 5C and D). A complete list of the important chemical 

properties is available electronically as Supplemental Table 6. 

 

Important protein properties. As we constructed a PCM model on only two targets, 

only limited interpretation of the model with respect to the target can be performed 

(Supplemental Table 7). However, a follow-up of the current work should include a 

larger group of protein targets. Previously, we have shown that incorporating a larger 

number of proteins (8, 14 or even > 10.000 proteins) leads to improved performance and 

model interpretability, hence a similar approach could be followed here (van Westen et 

al., 2011a, 2012, 2013). A good starting point would be the ChEMBL database that lists 

bioactivity data for 22 OATP isoforms. Nine of these are human isoforms and include the 

four isoforms we used to construct our multiple sequence alignment (Gaulton et al., 

2012). 
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Prospective validation 

The results of the prospective validation are depicted in Table 2 and Figure 6 and are 

uploaded as supplemental data. For OATP1B1, 22 out of 30 computationally predicted 

active compounds inhibited OATP1B1-mediated sodium fluorescein uptake by more than 

50 %; 21 out of 24 compounds predicted negative, i.e. did not inhibit OATP1B1 by more 

than 50 % (Figure 6, panel A). For OATP1B3, 13 out of 23 computationally predicted 

active compounds inhibited OATP1B3-mediated sodium fluorescein by more than 50 % 

and 27 out of 31 negatives did not inhibit OATP1B3 (Figure 6, panel B). This 

corresponds to a sensitivity of 0.88 and 0.77 and a specificity of 0.72 and 0.73 for 

OATP1B1 and OATP1B3, respectively. 

The correlations between the residual OATP1B1- and OATP1B3-mediated uptake of 

sodium fluorescein and the computationally generated inactivity correlation values for all 

54 compounds of the prospective validation are represented in Figure 7A (R2 = 0.45) and 

Figure 7B (R2 = 0.51), respectively. 

This article has not been copyedited and formatted. The final version may differ from this version.
Molecular Pharmacology Fast Forward. Published on April 9, 2013 as DOI: 10.1124/mol.112.084152

 at A
SPE

T
 Journals on A

pril 17, 2024
m

olpharm
.aspetjournals.org

D
ow

nloaded from
 

http://molpharm.aspetjournals.org/


MOL #84152 

19 

 

Discussion 

We previously demonstrated that sodium fluorescein can be used as a probe substrate to 

identify xenobiotics modulating OATP1B-mediated transport in fluorescence-based in 

vitro transporter assays (De Bruyn et al., 2011). In the present study, we optimized this 

concept into a high-throughput in vitro assay that can be implemented in an early drug 

development setting to assess the risk for OATP1B-mediated DDI of new drug 

candidates. In addition, the extensive size and structural diversity of our in vitro data set 

allowed us to develop an accurate in silico proteochemometric model. In a final 

prospective validation, we confirmed the utility of this model to computationally predict 

OATP1B-mediated inhibition and to identify molecular characteristics important for 

OATP1B inhibition.  

Fluorescence-based in vitro screening assays provide rapid and sensitive approaches for 

studying drug-transporter interactions (Bednarczyk, 2010; De Waart et al, 2010; Gui et 

al., 2010). The developed high-throughput assay here was used to assess the inhibitory 

potential of a very extensive and chemically diverse compound dataset. All 2000 test 

compounds were evaluated at an equimolar inhibitor-substrate concentration of 10 µM. 

In addition, compounds were only classified as inhibitors when the uptake of sodium 

fluorescein decreased by more than 50 % of the control value. Following this approach, 

only relatively potent (and more likely clinically relevant) OATP1B inhibitors are 

identified. In this respect, the experimental conditions used in our in vitro model differ 

from previously reported methodologies using an excess of inhibitor. Applying a high 

inhibitor/substrate concentration ratio might indeed lead to the selection of also those 

compounds with a relatively lower OATP inhibition potency (Badolo et al., 2010; 
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Karlgren et al., 2012a). In the present study, rifampicin and darunavir inhibited sodium 

fluorescein uptake by more than 80 and 60 % of the control value (Figure 2), confirming 

that established OATP inhibitors are indeed detected with our in vitro assay.  

Different computational approaches are possible given the available data. Structure-based 

approaches (docking) rely on a crystal structure, but this information is not available 

(Rognan, 2013). Hence, we opted for a proteochemometric approach that relies on (2D) 

structural sequence information for a given protein. Based on in vitro OATP inhibition 

data, we optimized a 2-class computational model to predict OATP1B inhibition. 

Although Ki values were determined for 69 potent OATP1B inhibitors (Table 1), lack of 

accurate parameter values (such as Ki) for non-inhibitors, precluded the use of these data 

for in silico model development. Therefore, classification data (active versus inactive) of 

all 2000 compounds were used for model building. In contrast to a regression model 

(based on Ki values), this classification approach allowed to include both active and 

inactive compounds and therefore to determine the characteristics of compounds either 

inhibiting or not inhibiting OATP1B.  

The predictivity of the model was first estimated based on the out-of-bag error for which 

the original data set was divided in a training set (80 % of the dataset) and a 20 % test set. 

Using this approach, 89 % of the compounds in the test set were correctly classified (with 

QSAR models reaching 84 %). In an external validation experiment the PCM model 

classified 84% of the compounds correctly (85 % for QSAR models). Arguably, the only 

unbiased assessment of the reliability of any in silico model is a prospective validation, 

i.e. on application of the in silico model on a selection of compounds unknown to the 

model. Therefore, we composed a validation set of 54 compounds which were not present 
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in the original dataset. After computationally predicting the OATP1B inhibition potential, 

experimentally obtained in vitro results revealed that 80 % and 74 % of the compounds 

were correctly classified for OATP1B1 and OATP1B3, respectively (Table 2 and Figure 

6). This prospective validation confirms the reliability and applicability of the 

computational model. Further, there appears to be a reasonable correlation (R2 = 0.45-

0.51) between the residual values for OATP1B-mediated uptake of sodium fluorescein 

and the computationally generated correlation values with inactivity for all 54 

compounds. This suggests that this correlation value could be reliably used for in silico 

estimation of the residual sodium fluorescein uptake in the presence of a given putative 

inhibitor with known structure and physicochemical properties.  

The in silico model was further applied to 51 compounds that were not present in the 

original data set and for which an OATP1B1 inhibition value was published by Karlgren 

et al. (2012a). Our model correctly classified 26 of the 35 OATP1B1 inhibitors (74 %) 

and 14 of the 16 non-inhibitors (88 %). The relative lower prediction for inhibitors 

confirmed the hypothesis that an excess of inhibitor compared to the substrate 

concentration is reflected in a higher number of compounds classified as (weakly) active 

which are not detected by our in silico model. The moderate sensitivity but high 

specificity of our in silico model towards published inhibition data results in a limited 

number of false positive results and thus, the model favors compounds with a potent 

OATP1B inhibitory potency. This could be an important advantage when searching for 

the most potent OATP1B inhibitors among a (very) large set of test compounds. 

However, to further improve the predictive value of our model, the data set supporting 

this model can further be expanded. The ChEMBL database, a large public database of 
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bioactivity data, also contains OATP bioactivity data for 9 human OATP proteins 

(including the 4 isoforms we used to generate our multiple sequence alignment). Because 

inclusion of more protein targets has previously been shown to lead to better prospective 

qualities (van Westen et al., 2012), we encourage a follow-up study to create a second 

generation OATP PCM model (Gaulton et al., 2012; Kramer et al., 2012). 

The 2-class model was further expanded to a 4-class model for the descriptor 

interpretation. However, predictive information regarding compound properties extracted 

from both models was essentially comparable. The 4-class model additionally offered the 

advantage of pinpointing compound and protein properties important for inhibition of 

only one of the OATP1B isoforms. 

The key descriptors important for an increase in OATP1B inhibition potency were the 

increase in lipophilicity and polar surface, the presence of anionic atoms or several 

hydrogen bond acceptors and the absence of cationic atoms. These findings are consistent 

with previous results from Chang et al. (2005) who constructed a pharmacophore model 

for OATP1B1 and concluded that lipophilicity and hydrogen bond-acceptor strength are 

important properties for OATP1B1 inhibition. Our results also confirm the conclusions 

drawn by Badolo et al. (2010) who determined that lipophilicity and the number of 

hydrogen bond acceptors (next to polarity and pKa) are the key properties for inhibiting 

the OATP1B1 probe substrate estradiol-17β-glucuronide in human hepatocytes. The key 

descriptors identified with our computational model are consistent with the data 

published by Karlgren et al. (2012b), who concluded that lipophilicity and polar surface 

area are key molecular features for inhibition of several OATP1B isoforms. More 

recently, Soars et al. (2012) developed an OATP1B1-HEK inhibition assay and also 
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concluded that the prime molecular descriptors for the prediction of OATP1B1 inhibition 

are maximal hydrogen bonding strength followed by lipophilicity. 

Besides these previously reported key descriptors, we identified several new compound 

properties (e.g. high number of ring bonds) and substructures important for OATP1B 

inhibition (Figure 5 and Supplemental Table 6). Moreover, defined ranges for these 

physicochemical compound properties were specified rather than just a qualitative 

interpretation. To our knowledge, physicochemical compound properties along with 

compound substructures important for the OATP1B isoform selectivity are reported here 

for the first time (Figure 5). Finally, due to the nature of our proteochemometric models, 

we were also able to identify residues in both OATP1B1 and OATP1B3 that are 

important for OATP1B1 inhibition.  

In conclusion, we developed an in vitro OATP1B inhibition assay that can immediately 

be implemented in drug discovery settings for enhanced throughput evaluation of the 

OATP1B inhibition potency of large numbers of drug candidates. For a total of 69 

compounds we generated for the first time Ki values regarding their inhibition potential 

towards OATP1B1 and or OATP1B3. Based on our extensive amount of in vitro data we 

developed a proteochemometric model that accurately predicts OATP1B1 and OATP1B3 

inhibition for a given new chemical entity based on its structure. We conclude that a high 

lipophilicity and polar surface, the presence of anionic atoms or several hydrogen bond 

acceptors and the absence of cationic atoms are key features for OATP1B inhibition. In 

addition, our proteochemometric approach allowed identifying residues in both 

OATP1B1 and OATP1B3 that are important for OATP1B1 inhibition. 
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The in silico models developed in the present study are included in the Supplemental 

Methods and Supplemental Figure 3 and can be used within pipeline pilot 8.5 (Accelrys 

Software Inc, San Diego, CA) to predict the ability of any compound to inhibit 

OATP1B1 or OATP1B3.  
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Legends for figures: 

Figure 1 

Concentration-dependent uptake of sodium fluorescein in OATP1B1- (squares) and 

OATP1B3- (triangles) transfected CHO cells (n = 4). CHO cells were incubated with 1 to 

80 μM sodium fluorescein. OATP-mediated sodium fluorescein uptake was obtained by 

subtracting uptake in wild-type CHO cells from total uptake in OATP-transfected cells. 

Points represent mean (± SD) of triplicate determinations and lines represent best fit to 

experimental data according to the Michaelis-Menten equation.  

 

Figure 2 

Concentration-dependent inhibition of sodium fluorescein (10 µM) uptake by the known 

OATP1B inhibitors rifampicin (Panel A) and darunavir (Panel B) in CHO cells. 

Diamonds represent OATP1B1-expressing CHO cells while squares represent 

OATP1B3-expressing CHO cells. Net uptake values were obtained by subtracting uptake 

in wild-type CHO cells from total uptake in transfected cells. Lines represent best fit to 

data as described in the method section. 

 

Figure 3 

The inhibitory effect of 2000 compounds (10 µM) on the uptake of sodium fluorescein 

(10 µM) in OATP1B1- (Panel A) and OATP1B3-transfected CHO cells. Relative sodium 

fluorescein uptake was obtained by dividing net sodium fluorescein uptake in presence of 

the potential inhibitor by the net uptake of sodium fluorescein in the control condition for 

each isoform. Compounds are ranked from potent inhibitor to potent activator of sodium 

fluorescein uptake. 
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Figure 4 

The most important compound properties that positively or negatively correlate with 

OATP1B inhibition.  

 

Figure 5  

Selection of substructures that correlate with an activity class based on the 4-class model. 

(A) Substructures that lead to activity on both OATP1B1 and OATP1B3. (B) 

Substructures that lead to inactivity on both OATP1B1 and OATP1B3. (C) Substructures 

specific for activity on OATP1B1. (D) Substructures specific for activity on OATP1B3. 

 

Figure 6 

Prospective validation of the in silico model. A total number of 54 compounds were 

computationally evaluated for OATP1B1 (Panel A) and OATP1B3 (Panel B) inhibition 

with the final random forest model. Compounds that are computationally predicted to be 

inhibitors and non-inhibitors are represented with 1 and -1, respectively. The OATP1B1 

and OATP1B3 inhibitory potential of all 54 compounds was determined following the 

described in vitro OATP1B inhibition assay with sodium fluorescein as a substrate.  

 

Figure 7  

Relationship between the experimentally determined inhibitory potential (remaining 

sodium fluorescein uptake) and the computationally predicted inactivity correlation value 

for all 54 compounds evaluated in the prospective validation. Panel A and panel B 

represent data for OATP1B1- and OATP1B3-mediated inhibition, respectively.  
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Table 1. OATP1B Inhibition data for all test compounds that inhibited sodium fluorescein uptake by at least 50 %. 

Compound 
Sodium Fluorescein 

(% of control) 
Ki Value 

(µM) 
Compound 

Sodium Fluorescein 
(% of control) 

Ki Value 
(µM) 

 OATP1B1 OATP1B3 OATP1B1 OATP1B3  OATP1B1 OATP1B3 OATP1B1 OATP1B3

Utilin -3.8 2.7 0.38 0.60 
3β-hydroxydeoxydesacetoxy-7-

oxogedunin 
10.8 22.2 1.33 3.81 

Entandrophragmin -0.4 0.6   Norstictic acid 10.9 1.8 0.63 0.42 
Erythromycin ethylsuccinate 3.6 30.5 1.67 1.61 β-Escin 11.0 11.7 0.78 2.61 

Rosolic Acid 4.1 20.4 1.43 3.15 Oligomycin A 11.3 3.0 0.25 0.44 
Gangaleoidin 4.1 15.0 0.06 2.02 Dicloxacillin Sodium 11.4 9.8 0.37 1.55 

Cyclosporin 4.6 4.2   
6-Acetoxyangolensic acid methyl 

ester 
12.0 35.0 0.80 2.92 

3α-hydroxygedinin 6.1 23.2 1.21 2.89 Hydroxyzine pamoate 12.2 13.6 0.45 0.94 
Lithocholic acid 6.6 60.2   Tetrahydrogambogic acid 12.5 4.4 1.10 2.16 

Chukrasin, methyl ether 6.8 3.8 0.42 0.56 1,2α-epoxydeacetoxydihyrogedunin 12.7 21.3   
Erythromycin estolate 6.9 7.4 2.41 2.35 Decahydrogambogic acid 12.8 18.2 0.62 1.77 

Bussein 7.3 5.4 0.38 0.53 Theaflavin digallate 13.1 9.4 1.51 3.42 
Abietic acid 7.4 33.8 1.47 4.08 Ethinyl estradiol 13.1 61.2   

Hexachlorophene 7.6 3.1   Scandenin 13.8 9.0 0.59 0.56 
Leoidin 7.8 14.6 0.08 1.84 3β-acetoxydeoxyangolensic acid 14.0 21.9 0.51 3.47 

Rhodomyrtoxin B 8.1 37.5   Swietenine 14.0 69.9   
Deoxygedunin 8.7 22.7 0.83 2.89 Cephaloridine 14.2 32.0   

Chlormadinone acetate 9.7 24.4   Dihydrogambogic acid 14.2 17.3 1.23 2.24 
β-Carotene 10.0 13.4 0.34 2.26 7-Deacetylkhivorin 14.3 9.5 0.54 2.27 

Lasalocid sodium 10.3 6.7 0.26 0.59 Bergenin 14.6 94.5   

Acetyl isogambogic acid 10.4 30.3 2.24 4.17 
3-deoxo-3β-

acetoxydeoxydihydrogedunin 
15.0 20.7 0.41 2.67 

Candesartan cilextil 10.6 6.0 0.40 1.90 Bilirubin 15.3 32.1 0.72 2.63 

Olmesartan medoxomil 15.4 9.7 0.54 0.75 Diffratic acid 22.7 12.7   
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Carbenoxolone sodium 15.4 14.5 1.07 1.48 Prieurianin 22.8 25.5 1.28 2.63 
19-hydroxytotarol 15.9 20.5   Dihydrodeoxygedunin 22.8 54.7 1.94 5.99 

3α-hydroxy-3-deoxyangolensic 
acid 

16.0 17.5 0.68 3.06 Baeomycesic acid 23.0 46.8   

Paclitaxel 16.4 52.9   Dimethyl Gambogate 23.2 62.1 1.26 3.94 
Lorglumide sodium 16.5 32.8 2.01 2.71 Losartan 23.2 3.8 0.16 0.89 

Lobaric acid 18.3 7.6 0.40 1.25 Rotenone 23.2 43.9   
α-dihydrogedunol 18.3 32.2   Deoxygedunol acetate 23.3 49.2   

Isogedunin 18.6 46.9   Arachidonic acid 23.4 5.4 0.33 0.82 
Tannic acid 18.7 10.6 1.46 3.23 6-hydroxyangolensic acid 23.7 61.1   

3α-Acetoxydihydrodeoxygedunin 18.9 8.0 0.44 1.08 Lithocholenic acid 23.7 112.0   
Retinol 19.0 32.0   Morin 24.2 45.4   

Retinyl acetate 19.4 23.5 1.22 3.89 Dihydrocaryophyllenone 24.2 39.1   
11-oxoursolic acid 19.8 5.2   Gossypol 24.5 15.8 1.78 3.47 
Pentachlorophenol 20.0 40.7   Chrysanthellin A 25.1 17.4 1.82 4.02 

Clobetasol propionate 20.2 21.3   Teniposide 25.4 32.6   
Angolensic acid 20.3 33.7   Betulinic acid 25.9 38.6   

Anthothecol 20.4 12.4 1.65 2.64 Khayanthone 26.0 57.6   
β-Dihydrogedunol 20.5 23.8 0.93 2.5 Cholic acid, methyl ester 26.0 40.9 4.58 2.89 

11α-Acetoxykhivorin 20.6 46.1 0.48 3.05 Carnosine 26.4 98.9   
Phenolphthalein 20.6 38.0   Lonchocarpic acid 26.5 36.3   

Suramin 20.8 30.8   Umbelliferone 26.7 76.5   
Carapin 20.9 66.5   Diltiazem Hydrochloride 26.7 80.8   

Carminic acid 21.6 121.9   Tretinon 26.8 55.5   

Salinomycin sodium 21.7 17.0 2.03 3.31 
Bromo-3-hydroxy-4-

succinylcaryolane 
26.8 50.1   

Humilin A 22.3 34.4   Dihydroergotamine mesylate 27.1 10.1   

Xylocarpus A 22.5 9.8   
3-deoxy-3β-hydroxymexicanolide 

16-enol ether 27.2 106.5   

Fissinolide 27.4 51.8   Isotretinon 32.2 51.5   

Violastyrene 27.5 47.9   
N-(9-Fluorenylmethoxycarbonyl)-

L-Leucine 
32.5 48.3   
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Deoxyandirobin 27.7 42.8   
Dihydrogeduninic acid, methyl 

ester 
32.7 97.1   

Androsterone sodium sulfate 27.8 40.8   Nonoxynol 32.7 28.0 1.92 2.87 
Prieuranin acetate 28.2 54.4   Dicumarol 33.1 19.3   
8β-hydroxycarapin 28.5 49.6   Tetrac 33.4 71.4   

Euphol acetate 29.2 40.2   
1,7-Dideacetoxy-1,7-dioxo-3-

deacetylkhivorin 
33.5 61.5   

Deoxyandirobin lactone 29.5 53.1   Rifampicin 33.6 22.0   
2-methylene-5-

dioxotetrahydrofuranyl-6-
oxodimethylbicycloundecane 

29.8 47.6   Mometasone furoate 34.0 25.6 1.62 0.87 

Dihydromunduletone 30.3 58.7   Citrinin 34.4 67.3   
Cyproterone 30.6 112.2   6,4’-Dimethoxyflavone 34.4 110.4   

Garcinolic acid 30.6 3.6 0.65 1.73 Ajmaline 34.6 91.5   
1,2α-epoxydeoxydihydrogedunin 30.8 38.6 0.86 2.28 Gangleoidin acetate 34.6 54.6   

Usnic acid 31.1 69.1   Dihydrogedunin 35.5 62.4   
2,2-bisepigallocatechin 

monogallate 
31.1 18.8 2.05 6.50 Enoxolone 35.6 4.3 0.29 0.42 

1,3-dideacetyldeoxykhivorin 31.1 50.8 2.96 6.49 Amcinonide 25.8 56.6   
Iopanic acid 31.1 59.6   Atorvastatin Calcium 36.1 32.1 0.45 2.58 

Rhodomyrtoxin 31.1 66.2   Bithionol 36.1 37.2   
Mundulone 31.2 45.1   Isoginkgetin 36.2 63.5   

Pyrantel pamoate 31.4 34.8   Proadifen HCl 36.2 53.5   
3β-

Hydroxydeoxodihydrodeoxygedu
nin 

31.5 25.9 1.49 2.39 Fludrocortisone acetate 36.3 71.2   

Ergosterol  31.7 52.3   Oleanolic acid acetate 37.0 24.7   

Antimycin A 31.9 28.6 2.20 3.82 Chenodiol 37.9 71.6   
Canrenone 32.0 78.7   α-hyodeoxycholic acid 38.2 89.1   

Isoxsuprine HCl 38.4 77.5   Clomipramine HCl 43.6 78.8   
Isoreserpine 38.5 42.2   Budesonide 43.8 73.0   

6-oxoprogesterone 38.5 75.5   Mexicanolide 44.1 122.7   
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Betamethasone valerate 38.6 10.2   Simvastatin 44.7 60.2   
3,5-Dinitrocatechol 38.6 75.4   Cedrelone 44.7 60.7   

N-Formylmethionylphenylalanine 28.8 104.4   Haematoporphyrin dihydrochloride 45.0 40.1   
Pectolinarin 39.1 155.8   Cephalothin sodium 45.1 66.3   

2-Methyl gramine 39.2 80.1   Thyroxine 45.2 67.3   
Sildenafil 39.3 107.1   Epicatechin monogallate 46.4 25.3 2.07 3.46 

Fusidic acid 39.5 58.3   Ginkgetin  46.4 46.7   
3β-acetoxydeoxodihydrogedunin 39.6 104.7   Bacampicillin HCl 46.4 80.6   

5-Nitro-2-
phenylpropylaminobenzoic acid 

40.1 33.4   Hexestrol 46.6 43.2   

Hederagenin 40.2 18.6 2.11 0.68 18α-Glycyrrhetinic acid 47.1 59.1   
Deacetoxy-7-oxogedunin 40.3 85.1   Quercetin 47.1 122.7   

Chol-11-enic acid 40.4 203.4   Cloxacillin sodium 47.3 63.2   

Troleandomycin 40.5 42.0   
12-hydroxy-4,4’-bisnor-

podocarpatetraen-one 
47.5 82.2   

Hydroxyprogesterone caproate 40.6 55.8   Dihydrocelastryl diacetate 47.6 13.7   
Allopregnanolone 41.5 89.7   Glycyrrhizic acid 47.6 39.9   

Beclomethasone dipropionate 41.5 14.8   Carprofen 47.7 77.8   
Hecogenin 41.8 105.1   Boldine 47.9 100.1   

Oxyphenbutazone 42.0 83.2   Tridesacetoxykhivorin 48.0 84.2   

Verapamil HCl 42.1 89.2   
Methyl-7-deshydroxypyrogallin-4-

carboxylate 
48.2 80.2   

4’-Demethylepipodophyllotoxin 42.5 69.6   
1,3-dideacetyl-7-deacetoxy-7-

oxokhivorin 
48.2 93.9   

Emetine 42.6 65.6   Solidagenone 48.3 78.8   
Pyrvinium pamoate 42.6 32.7   Epiafzelechin 48.3 26.7   

Azelastine HCl 43.4 134.9   Alverine citrate 48.3 74.4   

Chloroxine 43.5 62.2   Aloin 48.5 66.8   

Larixol 48.6 78.3   
2,3-diacetoxy-7,8-epoxy-24,29-
dinor-1,3,5-friedelatriene-20-

carboxylic acid 
63.6 37.7   

Nicolsamide 48.7 47.1   Nimodipine 64.8 37.8   
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Dienestrol 48.7 61.9   Genistein 95.6 39.1 5.00 2.96 
Asarylaldehyde 48.7 59.2   Dihydrocelasterol 70.5 40.4   

Acetylglucosamine 49.0 83.0   Telmisartan 77.6 41.9 1.03 0.96 
Epigallocatechin-3-monogallate 49.0 45.9   Sulfinpyrazone 55.2 43.9   

Guaiazulene 49.1 50.3   Diethylstilbestrol 63.7 45.6   
Loganic acid 49.2 99.5   Silibinin 54.8 46.9 3.37 3.27 

Nystatin 49.2 76.2   Novobiocin sodium 56.2 47.2   
Protoporphynyrinix 49.6 94.6   Irbesartan 76.0 47.2   

Suxibuzone 49.6 84.7   Dihydro-7-desacetyldeoxygedunin 54.8 48.3 3.44 2.55 
Digydrogedunic acid, methyl ester 49.7 99.1   Cosmosiin hexaacetate 95.2 48.4   

Coniferyl alcohol 49.7 66.1   Troxerutin 61.9 49.5   
Dextromethorphan HBr 49.8 78.2        

Rosuvastatin 52.1 5.7 2.43 3.61      
Glucosaminic acid 63.5 25.6        

Smilagenin 50.8 25.7 0.13 0.08      
Ergocalciferol 81.7 28.8        
Isopimpinellin 84.5 29.0        

Echinocystic acid 69.3 30.5        
Ezetimibe 51.4 30.6        
Stictic acid 94.3 32.3        

Madecassic acid 69.3 33.8        
Irigenin, 7-benzyl ether 60.7 37.0        
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Table 2. Prospective Validation 

Protein 
Isoform 

True 
positives 

False 
 positives 

True 
 negatives 

False 
 negatives 

Sensitivity Specificity Matthews 
Percent 

correctly 
classified 

OATP1B1 22 8 21 3 0.88 0.72 0.60 79.6 % 

OATP1B3 13 10 27 4 0.77 0.73 0.46 74.1 % 
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Structure–based identification of OATP1B1/3 inhibitors

Molecular Pharmacology

Compound	  name percent_of_control_1B3 percent_of_control_1B1 Smiles InChI InChIKey pIC50_1B3 pIC50_1B1
CARMINIC	  ACID 121.8970734 21.61023724 c(c1O[H])(C2=O)c(c(c([O-‐])c1O[C@@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])O[H])C(c(c([H])c(O[H])c4C([O-‐])=O)c2c4C([H])([H])[H])=O InChI=1S/C22H20O14/c1-‐4-‐8-‐5(2-‐6(24)9(4)21(33)34)12(25)10-‐11(14(8)27)16(29)20(18(31)15(10)28)36-‐22-‐19(32)17(30)13(26)7(3-‐23)35-‐22/h2,7,13,17,19,22-‐24,26,28-‐32H,3H2,1H3,(H,33,34)/p-‐2/t7-‐,13-‐,17+,19-‐,22-‐/m1/s1 FTZKEIWUUDUSNG-‐UZYNOIPLSA-‐L
3,7-‐DIMETHOXYFLAVONE 144.5632333 59.2805931 C(OC([H])([H])[H])(C(=O)c(c([H])c([H])c(c1[H])OC([H])([H])[H])c1O2)=C2c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C17H14O4/c1-‐19-‐12-‐8-‐9-‐13-‐14(10-‐12)21-‐16(17(20-‐2)15(13)18)11-‐6-‐4-‐3-‐5-‐7-‐11/h3-‐10H,1-‐2H3 CNDZOPXQZSXGSK-‐UHFFFAOYSA-‐N
CARNOSINE 98.8638076 26.43693974 n1c([H])n([H])c([H])c1C([H])([H])[C@]([H])(N([H])C(=O)C([H])([H])C([H])([H])[N+]([H])([H])[H])C([O-‐])=O InChI=1S/C9H14N4O3/c10-‐2-‐1-‐8(14)13-‐7(9(15)16)3-‐6-‐4-‐11-‐5-‐12-‐6/h4-‐5,7H,1-‐3,10H2,(H,11,12)(H,13,14)(H,15,16)/t7-‐/m0/s1 CQOVPNPJLQNMDC-‐ZETCQYMHSA-‐N
KARANJIN 124.739521 50.38982717 C1([O-‐])=C(c2c([H])c([H])c([H])c([H])c2[H])Oc(c3C1=O)c([H])c([H])c(oc4[H])c3c4[H] InChI=1S/C17H10O4/c18-‐15-‐14-‐11-‐8-‐9-‐20-‐12(11)6-‐7-‐13(14)21-‐17(16(15)19)10-‐4-‐2-‐1-‐3-‐5-‐10/h1-‐9,19H/p-‐1 RFTCASQIXQHXFX-‐UHFFFAOYSA-‐M
6,4'-‐DIMETHOXYFLAVONE 110.4433729 34.4446499 C(c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])(Oc(c([H])c([H])c(c2[H])OC([H])([H])[H])c2C3=O)=C3[H] InChI=1S/C17H14O4/c1-‐19-‐12-‐5-‐3-‐11(4-‐6-‐12)17-‐10-‐15(18)14-‐9-‐13(20-‐2)7-‐8-‐16(14)21-‐17/h3-‐10H,1-‐2H3 ANVFDWBCVDQNEZ-‐UHFFFAOYSA-‐N
BERGENIN 94.52147061 14.58593007 c12c(c([H])c(O[H])c(OC([H])([H])[H])c1O[H])C(=O)O[C@@]([H])([C@]([H])([C@]([H])(O[H])[C@@]([H])(C([H])([H])O[H])O3)O[H])[C@@]23[H] InChI=1S/C14H16O9/c1-‐21-‐11-‐5(16)2-‐4-‐7(9(11)18)12-‐13(23-‐14(4)20)10(19)8(17)6(3-‐15)22-‐12/h2,6,8,10,12-‐13,15-‐19H,3H2,1H3/t6-‐,8-‐,10+,12-‐,13+/m1/s1 YWJXCIXBAKGUKZ-‐BPTACTMOSA-‐N
7,2'-‐DIMETHOXYFLAVONE 110.459106 95.81702508 C1(c2c([H])c([H])c([H])c([H])c2OC([H])([H])[H])=C([H])C(c(c([H])c([H])c(OC([H])([H])[H])c3[H])c3O1)=O InChI=1S/C17H14O4/c1-‐19-‐11-‐7-‐8-‐12-‐14(18)10-‐17(21-‐16(12)9-‐11)13-‐5-‐3-‐4-‐6-‐15(13)20-‐2/h3-‐10H,1-‐2H3 WVWDHKIZBHIGJE-‐UHFFFAOYSA-‐N
CARYLOPHYLLENE	  OXIDE 80.12043514 54.10267524 C1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(O1)C([H])([H])C([C@@]([H])(C([H])([H])C3(C([H])([H])[H])C([H])([H])[H])[C@@]23[H])=C([H])[H] InChI=1S/C14H22O/c1-‐9-‐7-‐12-‐14(4,15-‐12)6-‐5-‐11-‐10(9)8-‐13(11,2)3/h10-‐12H,1,5-‐8H2,2-‐4H3/t10-‐,11-‐,12?,14?/m1/s1 AMTSLHRSERHBCF-‐IBQNZTRDSA-‐N
URSOCHOLANIC	  ACID 102.6659746 98.44612291 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])C([H])([H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H40O2/c1-‐16(7-‐12-‐22(25)26)19-‐10-‐11-‐20-‐18-‐9-‐8-‐17-‐6-‐4-‐5-‐14-‐23(17,2)21(18)13-‐15-‐24(19,20)3/h16-‐21H,4-‐15H2,1-‐3H3,(H,25,26)/p-‐1/t16?,17-‐,18?,19+,20?,21?,23-‐,24+/m0/s1 RPKLZQLYODPWTM-‐UHJJYCRNSA-‐M
CHOLEST-‐5-‐EN-‐3-‐ONE 103.4578743 119.6796 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])=C(C([H])([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C27H44O/c1-‐18(2)7-‐6-‐8-‐19(3)23-‐11-‐12-‐24-‐22-‐10-‐9-‐20-‐17-‐21(28)13-‐15-‐26(20,4)25(22)14-‐16-‐27(23,24)5/h9,18-‐19,22-‐25H,6-‐8,10-‐17H2,1-‐5H3/t19?,22?,23-‐,24?,25?,26+,27-‐/m1/s1 GGCLNOIGPMGLDB-‐IVFFKYSXSA-‐N

BEKANAMYCIN	  SULFATE 118.1211282 101.9281723
[C@@]1([H])(O[C@]([H])([C@@]([H])(N([H])[H])C([H])([H])[C@]([H])([C@]2([H])O[C@@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(N([H])[H])[C@@]3([H])O[H])O[H])N([H])[H])[C@]2([H])O[H])O[C@@]([H])([C@@]([H])(O[H])[C@]([H])(O[H])[C@@]1([H])[N+]([H])([H])[H])C([H])([H])N([H]
)[H] InChI=1S/C18H37N5O10/c19-‐2-‐6-‐11(26)12(27)9(23)17(30-‐6)32-‐15-‐4(20)1-‐5(21)16(14(15)29)33-‐18-‐13(28)8(22)10(25)7(3-‐24)31-‐18/h4-‐18,24-‐29H,1-‐3,19-‐23H2/p+1/t4-‐,5+,6+,7+,8-‐,9+,10+,11+,12+,13+,14-‐,15+,16-‐,17+,18+/m0/s1 SKKLOUVUUNMCJE-‐FQSMHNGLSA-‐O

CITRULLINE 119.6734612 135.0929369 C(N([H])[H])(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O)=O InChI=1S/C6H13N3O3/c7-‐4(5(10)11)2-‐1-‐3-‐9-‐6(8)12/h4H,1-‐3,7H2,(H,10,11)(H3,8,9,12) RHGKLRLOHDJJDR-‐UHFFFAOYSA-‐N
GENKWANIN 107.0397778 116.7093215 c12c(c([H])c(OC([H])([H])[H])c([H])c1[O-‐])OC(=C([H])C2=O)c3c([H])c([H])c(c([H])c3[H])[O-‐] InChI=1S/C16H12O5/c1-‐20-‐11-‐6-‐12(18)16-‐13(19)8-‐14(21-‐15(16)7-‐11)9-‐2-‐4-‐10(17)5-‐3-‐9/h2-‐8,17-‐18H,1H3/p-‐2 JPMYFOBNRRGFNO-‐UHFFFAOYSA-‐L
S-‐ISOCORYDINE	  (+) 102.1415378 115.2241823 c(c(C([H])([H])C([H])([H])N1C([H])([H])[H])c([H])c(c2OC([H])([H])[H])OC([H])([H])[H])([C@]1([H])C([H])([H])c(c34)c([H])c([H])c(OC([H])([H])[H])c3O[H])c24 InChI=1S/C20H23NO4/c1-‐21-‐8-‐7-‐12-‐10-‐15(24-‐3)20(25-‐4)18-‐16(12)13(21)9-‐11-‐5-‐6-‐14(23-‐2)19(22)17(11)18/h5-‐6,10,13,22H,7-‐9H2,1-‐4H3/t13-‐/m0/s1 QELDJEKNFOQJOY-‐ZDUSSCGKSA-‐N
4-‐METHYLESCULETIN 110.1129777 121.7467532 c1(OC(=O)C([H])=C2C([H])([H])[H])c2c([H])c(O[H])c([O-‐])c1[H] InChI=1S/C10H8O4/c1-‐5-‐2-‐10(13)14-‐9-‐4-‐8(12)7(11)3-‐6(5)9/h2-‐4,11-‐12H,1H3/p-‐1 KVOJTUXGYQVLAJ-‐UHFFFAOYSA-‐M

BETULIN 92.42896764 106.3233817
[C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@@](C23[H])(C([H])([H])O[H])C([H])([H])C([H])([H])[C@@]2([H])C(C([H])([H])[H])=C([H])[H])[C@@]3([H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])C([H])([H])C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(O[H])C5(C([H]
)([H])[H])C([H])([H])[H] InChI=1S/C30H50O2/c1-‐19(2)20-‐10-‐15-‐30(18-‐31)17-‐16-‐28(6)21(25(20)30)8-‐9-‐23-‐27(5)13-‐12-‐24(32)26(3,4)22(27)11-‐14-‐29(23,28)7/h20-‐25,31-‐32H,1,8-‐18H2,2-‐7H3/t20-‐,21-‐,22?,23?,24-‐,25?,27+,28-‐,29-‐,30+/m0/s1 FVWJYYTZTCVBKE-‐BGYIOJQESA-‐N

OBTUSAQUINONE 88.38031528 60.32420445 C([H])(C1=O)=C(OC([H])([H])[H])\C(\C([H])=C1O[H])=C([H])\C([H])=C([H])\c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C16H14O3/c1-‐19-‐16-‐11-‐15(18)14(17)10-‐13(16)9-‐5-‐8-‐12-‐6-‐3-‐2-‐4-‐7-‐12/h2-‐11,17H,1H3/b8-‐5+,13-‐9+ LUZUAYAKZLCOCQ-‐BHHNFLQBSA-‐N
HEMATEIN 73.22409077 65.79312931 C1(C2=C([H])C(=O)C(O[H])=C1[H])=C3[C@@](C2([H])[H])(O[H])C([H])([H])Oc4c3c([H])c([H])c(c4[O-‐])O[H] InChI=1S/C16H12O6/c17-‐10-‐2-‐1-‐8-‐13-‐9-‐4-‐12(19)11(18)3-‐7(9)5-‐16(13,21)6-‐22-‐15(8)14(10)20/h1-‐4,17,19-‐21H,5-‐6H2/p-‐1/t16-‐/m0/s1 HLUCICHZHWJHLL-‐INIZCTEOSA-‐M
2-‐ACETYLPYRROLE 98.28692708 111.7120287 c1(c([H])c([H])c([H])n1[H])C(C([H])([H])[H])=O InChI=1S/C6H7NO/c1-‐5(8)6-‐3-‐2-‐4-‐7-‐6/h2-‐4,7H,1H3 IGJQUJNPMOYEJY-‐UHFFFAOYSA-‐N
CONIINE 100.1277004 105.3399787 [N+]1([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[C@@]1([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C8H17N/c1-‐2-‐5-‐8-‐6-‐3-‐4-‐7-‐9-‐8/h8-‐9H,2-‐7H2,1H3/p+1/t8-‐/m1/s1 NDNUANOUGZGEPO-‐MRVPVSSYSA-‐O
ANABASAMINE	  HYDROCHLORIDE 108.2145164 100.0316094 [NH+]1(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])c(c([H])c([H])c(n2)c(c([H])c([H])c([H])n3)c3[H])c2[H])C([H])([H])[H] InChI=1S/C16H19N3/c1-‐19-‐10-‐3-‐2-‐6-‐16(19)14-‐7-‐8-‐15(18-‐12-‐14)13-‐5-‐4-‐9-‐17-‐11-‐13/h4-‐5,7-‐9,11-‐12,16H,2-‐3,6,10H2,1H3/p+1 TZRDBHMKTWECOV-‐UHFFFAOYSA-‐O
DIHYDROROTENONE 63.71080659 53.61097374 c1(O[C@]([H])(C([H])([H])Oc(c23)c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H])[C@]3(C4=O)[H])c4c([H])c([H])c5c1C([H])([H])C([H])(O5)C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C23H24O6/c1-‐11(2)16-‐8-‐14-‐15(28-‐16)6-‐5-‐12-‐22(24)21-‐13-‐7-‐18(25-‐3)19(26-‐4)9-‐17(13)27-‐10-‐20(21)29-‐23(12)14/h5-‐7,9,11,16,20-‐21H,8,10H2,1-‐4H3/t16?,20-‐,21+/m1/s1 DTFARBHXORYQBF-‐XHEPWMPHSA-‐N
SELINIDIN 152.9804445 165.0566243 c1(C([H])([H])[C@@]([H])(OC(=O)\C(\C([H])([H])[H])=C([H])/C([H])([H])[H])C(O2)(C([H])([H])[H])C([H])([H])[H])c2c([H])c([H])c(c13)C([H])=C([H])C(=O)O3 InChI=1S/C19H20O5/c1-‐5-‐11(2)18(21)22-‐15-‐10-‐13-‐14(24-‐19(15,3)4)8-‐6-‐12-‐7-‐9-‐16(20)23-‐17(12)13/h5-‐9,15H,10H2,1-‐4H3/b11-‐5-‐/t15-‐/m1/s1 RRHCDWLSHIIIIT-‐NVWZYQMFSA-‐N
PTERYXIN 114.2927393 84.79889756 c12c(c([H])c([H])c(C([H])=C([H])C(=O)O3)c13)OC([C@]([H])(OC(C([H])([H])[H])=O)[C@]2([H])OC(=O)\C(\C([H])([H])[H])=C([H])\C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C21H22O7/c1-‐6-‐11(2)20(24)27-‐18-‐16-‐14(28-‐21(4,5)19(18)25-‐12(3)22)9-‐7-‐13-‐8-‐10-‐15(23)26-‐17(13)16/h6-‐10,18-‐19H,1-‐5H3/b11-‐6+/t18-‐,19-‐/m1/s1 LYUZYPKZQDYMEE-‐CCGSVPMNSA-‐N
CYTIDINE 114.0252765 99.43956064 N1(C([H])=C([H])C(=NC1=O)N([H])[H])C2([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])C([H])([H])O[H] InChI=1S/C9H13N3O5/c10-‐5-‐1-‐2-‐12(9(16)11-‐5)8-‐7(15)6(14)4(3-‐13)17-‐8/h1-‐2,4,6-‐8,13-‐15H,3H2,(H2,10,11,16)/t4-‐,6-‐,7-‐,8?/m1/s1 UHDGCWIWMRVCDJ-‐ZRTZXPPTSA-‐N
SAPPANONE	  A	  TRIMETHYL	  ETHER 100.720314 112.0231052 C(/C([H])([H])Oc(c12)c([H])c(c([H])c1[H])OC([H])([H])[H])(=C([H])\c(c([H])c([H])c(c3OC([H])([H])[H])OC([H])([H])[H])c3[H])\C2=O InChI=1S/C19H18O5/c1-‐21-‐14-‐5-‐6-‐15-‐17(10-‐14)24-‐11-‐13(19(15)20)8-‐12-‐4-‐7-‐16(22-‐2)18(9-‐12)23-‐3/h4-‐10H,11H2,1-‐3H3/b13-‐8-‐ YKRAQIAZPKGEIC-‐JYRVWZFOSA-‐N

SITOSTERYL	  ACETATE 83.77575987 97.72362274
[C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(C([H])([H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])=C(C([H])([H])[C@]([H])(C([H])([H])C4([H])[H])OC(C([H])([H])[H])=O)[C@@]
34C([H])([H])[H] InChI=1S/C31H52O2/c1-‐8-‐23(20(2)3)10-‐9-‐21(4)27-‐13-‐14-‐28-‐26-‐12-‐11-‐24-‐19-‐25(33-‐22(5)32)15-‐17-‐30(24,6)29(26)16-‐18-‐31(27,28)7/h11,20-‐21,23,25-‐29H,8-‐10,12-‐19H2,1-‐7H3/t21?,23?,25-‐,26?,27+,28?,29?,30-‐,31+/m0/s1 PBWOIPCULUXTNY-‐WDLDYIHASA-‐N

ROBUSTIC	  ACID 74.36736307 96.439178 C(c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])(C(=O)Oc(c23)c([H])c(c4c2OC([H])([H])[H])OC(C([H])=C4[H])(C([H])([H])[H])C([H])([H])[H])=C3[O-‐] InChI=1S/C22H20O6/c1-‐22(2)10-‐9-‐14-‐15(28-‐22)11-‐16-‐18(20(14)26-‐4)19(23)17(21(24)27-‐16)12-‐5-‐7-‐13(25-‐3)8-‐6-‐12/h5-‐11,23H,1-‐4H3/p-‐1 MBZKDBQDALOSRP-‐UHFFFAOYSA-‐M
MENTHONE 100.1591666 96.98105313 C1(=O)C([H])([H])[C@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]1([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C10H18O/c1-‐7(2)9-‐5-‐4-‐8(3)6-‐10(9)11/h7-‐9H,4-‐6H2,1-‐3H3/t8-‐,9+/m1/s1 NFLGAXVYCFJBMK-‐BDAKNGLRSA-‐N
FELAMIDIN 168.9075912 115.1740087 O1[C@@]([H])(C([H])([H])c(c([H])c(C([H])=C([H])C(=O)O2)c23)c1c3[H])C(C([H])([H])[H])(C([H])([H])[H])OC(c4c([H])c([H])c([H])c([H])c4[H])=O InChI=1S/C21H18O5/c1-‐21(2,26-‐20(23)13-‐6-‐4-‐3-‐5-‐7-‐13)18-‐11-‐15-‐10-‐14-‐8-‐9-‐19(22)25-‐16(14)12-‐17(15)24-‐18/h3-‐10,12,18H,11H2,1-‐2H3/t18-‐/m0/s1 VIPXLQMQEIDXMH-‐SFHVURJKSA-‐N
TETRAHYDROSAPPANONE	  A	  TRIMETHYL	  ETHER 134.3367151 93.04744111 c12c(c([H])c(OC([H])([H])[H])c([H])c1[H])OC([H])([H])[C@@]([H])(C([H])([H])c(c([H])c([H])c(c3OC([H])([H])[H])OC([H])([H])[H])c3[H])[C@@]2([H])O[H] InChI=1S/C19H22O5/c1-‐21-‐14-‐5-‐6-‐15-‐17(10-‐14)24-‐11-‐13(19(15)20)8-‐12-‐4-‐7-‐16(22-‐2)18(9-‐12)23-‐3/h4-‐7,9-‐10,13,19-‐20H,8,11H2,1-‐3H3/t13-‐,19-‐/m1/s1 KXFFLWDYUNIJNU-‐BFUOFWGJSA-‐N
3,4-‐DIDESMETHYL-‐5-‐DESHYDROXY-‐3'-‐ETHOXYSCLEROIN 108.5711334 134.2801242 c1(c([H])c([H])c(c(O[H])c1O[H])[O-‐])C(=O)c2c([H])c([H])c([H])c(OC([H])([H])C([H])([H])[H])c2[H] InChI=1S/C15H14O5/c1-‐2-‐20-‐10-‐5-‐3-‐4-‐9(8-‐10)13(17)11-‐6-‐7-‐12(16)15(19)14(11)18/h3-‐8,16,18-‐19H,2H2,1H3/p-‐1 GIPLQLQEWXCSIX-‐UHFFFAOYSA-‐M
3,4-‐DIMETHOXYDALBERGIONE 114.1144307 215.7821567 C([C@@]([H])(c1c([H])c([H])c([H])c([H])c1[H])C([H])=C([H])[H])(=C([H])C(=O)C(=C2OC([H])([H])[H])OC([H])([H])[H])C2=O InChI=1S/C17H16O4/c1-‐4-‐12(11-‐8-‐6-‐5-‐7-‐9-‐11)13-‐10-‐14(18)16(20-‐2)17(21-‐3)15(13)19/h4-‐10,12H,1H2,2-‐3H3/t12-‐/m1/s1 LJEJBLOFFDLRIH-‐GFCCVEGCSA-‐N
HYMECROMONE	  METHYL	  ETHER 127.1099755 109.1832781 c1(c2c([H])c([H])c(OC([H])([H])[H])c1[H])OC(C([H])=C2C([H])([H])[H])=O InChI=1S/C11H10O3/c1-‐7-‐5-‐11(12)14-‐10-‐6-‐8(13-‐2)3-‐4-‐9(7)10/h3-‐6H,1-‐2H3 UDFPKNSWSYBIHO-‐UHFFFAOYSA-‐N
URSINOIC	  ACID 105.2409595 115.9567172 c12c(c(c([H])c([H])c1C(=O)C([H])([H])C([O-‐])=O)OC([H])([H])[H])C([H])=C([H])C(C([H])([H])[H])(C([H])([H])[H])O2 InChI=1S/C15H16O5/c1-‐15(2)7-‐6-‐10-‐12(19-‐3)5-‐4-‐9(14(10)20-‐15)11(16)8-‐13(17)18/h4-‐7H,8H2,1-‐3H3,(H,17,18)/p-‐1 XUXBOSSCMLZGTA-‐UHFFFAOYSA-‐M
LIQUIRITIGENIN	  DIMETHYL	  ETHER 114.2507843 104.2160895 c12c(c([H])c([H])c(OC([H])([H])[H])c1[H])C(=O)C([H])([H])C([H])(c3c([H])c([H])c(c([H])c3[H])OC([H])([H])[H])O2 InChI=1S/C17H16O4/c1-‐19-‐12-‐5-‐3-‐11(4-‐6-‐12)16-‐10-‐15(18)14-‐8-‐7-‐13(20-‐2)9-‐17(14)21-‐16/h3-‐9,16H,10H2,1-‐2H3 YAEYGSBLDUIDTP-‐UHFFFAOYSA-‐N
SANTONIN 89.42918895 108.862167 C1([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]([H])([C@@]([H])(C(=O)O2)C([H])([H])[H])[C@@]12[H])C([H])=C([H])C3=O)=C3C([H])([H])[H] InChI=1S/C15H18O3/c1-‐8-‐10-‐4-‐6-‐15(3)7-‐5-‐11(16)9(2)12(15)13(10)18-‐14(8)17/h5,7-‐8,10,13H,4,6H2,1-‐3H3/t8-‐,10-‐,13-‐,15-‐/m0/s1 XJHDMGJURBVLLE-‐BOCCBSBMSA-‐N
4-‐HYDROXY-‐6-‐METHYLPYRAN-‐2-‐ONE 97.35342952 87.5584468 C1([H])=C([O-‐])C([H])=C(OC1=O)C([H])([H])[H] InChI=1S/C6H6O3/c1-‐4-‐2-‐5(7)3-‐6(8)9-‐4/h2-‐3,7H,1H3/p-‐1 NSYSSMYQPLSPOD-‐UHFFFAOYSA-‐M
LANOSTEROL 90.91334519 53.97222382 [C@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C3=C1C([H])([H])C([H])([H])C4([H])C3(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H] InChI=1S/C30H50O/c1-‐20(2)10-‐9-‐11-‐21(3)22-‐14-‐18-‐30(8)24-‐12-‐13-‐25-‐27(4,5)26(31)16-‐17-‐28(25,6)23(24)15-‐19-‐29(22,30)7/h10,21-‐22,25-‐26,31H,9,11-‐19H2,1-‐8H3/t21?,22?,25?,26-‐,28?,29+,30-‐/m0/s1 CAHGCLMLTWQZNJ-‐WSFOUKAFSA-‐N
HAEMATOXYLIN	  PENTAACETATE 111.5289571 101.3862972 c1(C2([H])[H])c(c([H])c(OC(C([H])([H])[H])=O)c(OC(C([H])([H])[H])=O)c1OC(C([H])([H])[H])=O)C3([H])[C@]2(O[H])C([H])([H])Oc4c3c([H])c([H])c(c4OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O InChI=1S/C26H24O12/c1-‐11(27)34-‐19-‐7-‐6-‐16-‐21-‐17-‐8-‐20(35-‐12(2)28)25(38-‐15(5)31)23(36-‐13(3)29)18(17)9-‐26(21,32)10-‐33-‐22(16)24(19)37-‐14(4)30/h6-‐8,21,32H,9-‐10H2,1-‐5H3/t21?,26-‐/m1/s1 JXUGSXOSZMZDGF-‐ZTDHTWSHSA-‐N

DEHYDRO	  (11,12)URSOLIC	  ACID	  LACTONE 98.51243492 114.4414738
[C@@]1(C([H])=C([H])C2([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C4(C([H])([H])[H])C([H])([H])[H])O[H])(C5([H])[C@](C(=O)O1)(C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]5([H])C([H])([H])[H])C([H])([H])C6([H])[H])C36C([
H])([H])[H] InChI=1S/C30H46O3/c1-‐18-‐8-‐14-‐29-‐17-‐16-‐28(7)27(6)13-‐9-‐20-‐25(3,4)22(31)11-‐12-‐26(20,5)21(27)10-‐15-‐30(28,33-‐24(29)32)23(29)19(18)2/h10,15,18-‐23,31H,8-‐9,11-‐14,16-‐17H2,1-‐7H3/t18-‐,19+,20?,21?,22+,23?,26+,27-‐,28?,29+,30+/m1/s1 UVBLDLGZDSGCSN-‐QACHQXIWSA-‐N

RHETSININE 98.18203971 102.0184848 c1(c(C([H])([H])C([H])([H])N2C(=O)c3c([H])c([H])c([H])c([H])c3N([H])C([H])([H])[H])c4c(c([H])c([H])c([H])c4[H])n1[H])C2=O InChI=1S/C19H17N3O2/c1-‐20-‐15-‐8-‐4-‐3-‐7-‐14(15)18(23)22-‐11-‐10-‐13-‐12-‐6-‐2-‐5-‐9-‐16(12)21-‐17(13)19(22)24/h2-‐9,20-‐21H,10-‐11H2,1H3 RAEOYMOPVHBBKE-‐UHFFFAOYSA-‐N
N-‐BENZYLTROPAN-‐4-‐OL 88.97817327 92.31490622 [NH+](C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])(C23[H])C([H])(C([H])([H])C([H])([H])C2([H])[H])C([H])([H])[C@@]([H])(O[H])C3([H])[H] InChI=1S/C15H21NO/c17-‐15-‐9-‐13-‐7-‐4-‐8-‐14(10-‐15)16(13)11-‐12-‐5-‐2-‐1-‐3-‐6-‐12/h1-‐3,5-‐6,13-‐15,17H,4,7-‐11H2/p+1 DNAGSRDCXSVFLX-‐UHFFFAOYSA-‐O
3-‐METHOXYCATECHOL 107.5012823 98.74716464 c1(O[H])c(c([H])c([H])c([H])c1O[H])OC([H])([H])[H] InChI=1S/C7H8O3/c1-‐10-‐6-‐4-‐2-‐3-‐5(8)7(6)9/h2-‐4,8-‐9H,1H3 LPYUENQFPVNPHY-‐UHFFFAOYSA-‐N
2-‐ISOPRENYL-‐3-‐HYDROXY-‐5-‐METHYL-‐a-‐PYRONE 115.1108607 101.0551513 C1(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])=C([O-‐])C([H])=C(OC1=O)C([H])([H])[H] InChI=1S/C11H14O3/c1-‐7(2)4-‐5-‐9-‐10(12)6-‐8(3)14-‐11(9)13/h4,6,12H,5H2,1-‐3H3/p-‐1 COFJZDUAVQUGRU-‐UHFFFAOYSA-‐M

11-‐OXOURSOLIC	  ACID	  ACETATE 5.188900245 19.7939521
C1(=C([H])C(=O)C2([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C4(C([H])([H])[H])C([H])([H])[H])OC(C([H])([H])[H])=O)[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@](C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]5([H])C([H])
([H])[H])(C(O[H])=O)C15[H] InChI=1S/C32H48O5/c1-‐18-‐9-‐14-‐32(27(35)36)16-‐15-‐30(7)21(25(32)19(18)2)17-‐22(34)26-‐29(6)12-‐11-‐24(37-‐20(3)33)28(4,5)23(29)10-‐13-‐31(26,30)8/h17-‐19,23-‐26H,9-‐16H2,1-‐8H3,(H,35,36)/t18-‐,19+,23?,24+,25?,26?,29+,30-‐,31-‐,32+/m1/s1 XDHCWTUZCOFKRH-‐IKXLYDHOSA-‐N 4.94 4.95

LINALOOL	  (+) 117.7382893 102.4700474 C([H])(=C([H])[H])[C@@](C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])O[H] InChI=1S/C10H18O/c1-‐5-‐10(4,11)8-‐6-‐7-‐9(2)3/h5,7,11H,1,6,8H2,2-‐4H3/t10-‐/m0/s1 CDOSHBSSFJOMGT-‐JTQLQIEISA-‐N
N-‐METHYLANTHRANILIC	  ACID 100.3584526 90.95018369 c1(c([H])c([H])c([H])c([H])c1N([H])C([H])([H])[H])C([O-‐])=O InChI=1S/C8H9NO2/c1-‐9-‐7-‐5-‐3-‐2-‐4-‐6(7)8(10)11/h2-‐5,9H,1H3,(H,10,11)/p-‐1 WVMBPWMAQDVZCM-‐UHFFFAOYSA-‐M
8-‐IODOCATECHIN	  TETRAMETHYL	  ETHER 100.0752567 194.7694436 c12c(c(c([H])c(OC([H])([H])[H])c1I)OC([H])([H])[H])C([H])([H])[C@]([H])(O[H])[C@@]([H])(c3c([H])c([H])c(c(OC([H])([H])[H])c3[H])OC([H])([H])[H])O2 InChI=1S/C19H21IO6/c1-‐22-‐13-‐6-‐5-‐10(7-‐15(13)24-‐3)18-‐12(21)8-‐11-‐14(23-‐2)9-‐16(25-‐4)17(20)19(11)26-‐18/h5-‐7,9,12,18,21H,8H2,1-‐4H3/t12-‐,18+/m0/s1 VTUMIISWLFIURS-‐KPZWWZAWSA-‐N
MELEZITOSE 96.53530805 99.09838 [C@]1(C([H])([H])O[H])(O[C@]2([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]2([H])O[H])O[H])O[C@@]([H])([C@@]([H])(O[H])[C@]1([H])O[C@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])C([H])([H])O[H] InChI=1S/C18H32O16/c19-‐1-‐5-‐8(23)11(26)13(28)16(30-‐5)32-‐15-‐10(25)7(3-‐21)33-‐18(15,4-‐22)34-‐17-‐14(29)12(27)9(24)6(2-‐20)31-‐17/h5-‐17,19-‐29H,1-‐4H2/t5-‐,6-‐,7-‐,8-‐,9-‐,10-‐,11+,12+,13-‐,14-‐,15+,16+,17+,18+/m1/s1 QWIZNVHXZXRPDR-‐VZSOOJPNSA-‐N
3-‐OXOURSAN	  (28-‐13)OLIDE 96.39895448 105.6209509 [C@@]1(C([H])=C([H])C2([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C(C4(C([H])([H])[H])C([H])([H])[H])=O)(C5([H])[C@](C(=O)O1)(C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]5([H])C([H])([H])[H])C([H])([H])C6([H])[H])C36C([H])([H])[H] InChI=1S/C30H44O3/c1-‐18-‐8-‐14-‐29-‐17-‐16-‐28(7)27(6)13-‐9-‐20-‐25(3,4)22(31)11-‐12-‐26(20,5)21(27)10-‐15-‐30(28,33-‐24(29)32)23(29)19(18)2/h10,15,18-‐21,23H,8-‐9,11-‐14,16-‐17H2,1-‐7H3/t18-‐,19+,20?,21?,23?,26+,27-‐,28?,29+,30+/m1/s1 SHDSXTLKCOGMKJ-‐ONDCXVNZSA-‐N
ROTENONIC	  ACID,	  METHYL	  ETHER 108.1410952 77.03202078 c1(O[C@]([H])(C([H])([H])Oc(c23)c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H])[C@]3(C4=O)[H])c4c([H])c([H])c(OC([H])([H])[H])c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H] InChI=1S/C24H26O6/c1-‐13(2)6-‐7-‐14-‐17(26-‐3)9-‐8-‐15-‐23(25)22-‐16-‐10-‐19(27-‐4)20(28-‐5)11-‐18(16)29-‐12-‐21(22)30-‐24(14)15/h6,8-‐11,21-‐22H,7,12H2,1-‐5H3/t21-‐,22+/m1/s1 QADCCYSYLNTZHV-‐YADHBBJMSA-‐N
XANTHOPTERIN 104.7375001 104.3967145 C(N([H])C(=O)C([H])=N1)(C(=O)N([H])C(=N2)N([H])[H])=C12 InChI=1S/C6H5N5O2/c7-‐6-‐10-‐4-‐3(5(13)11-‐6)9-‐2(12)1-‐8-‐4/h1H,(H,9,12)(H3,7,8,10,11,13) VURKRJGMSKJIQX-‐UHFFFAOYSA-‐N
DEHYDROABIETAMIDE 106.216412 81.18639673 C1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C2(C([H])([H])[H])C(N([H])[H])=O)C2([H])C([H])([H])C([H])([H])c3c1c([H])c([H])c(c3[H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C20H29NO/c1-‐13(2)14-‐6-‐8-‐16-‐15(12-‐14)7-‐9-‐17-‐19(16,3)10-‐5-‐11-‐20(17,4)18(21)22/h6,8,12-‐13,17H,5,7,9-‐11H2,1-‐4H3,(H2,21,22) AKKQGFKWEDCWJK-‐UHFFFAOYSA-‐N
PTERIN-‐6-‐CARBOXYLIC	  ACID 99.97036932 102.1188321 c1(c2O[H])c(nc([H])c(C([O-‐])=O)n1)nc(N([H])[H])n2 InChI=1S/C7H5N5O3/c8-‐7-‐11-‐4-‐3(5(13)12-‐7)10-‐2(1-‐9-‐4)6(14)15/h1H,(H,14,15)(H3,8,9,11,12,13)/p-‐1 QABAUCFGPWONOG-‐UHFFFAOYSA-‐M
SMILAGENIN 25.69438047 50.78118143 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])[C@@]([H])([C@]1([H])[C@]3([H])C([H])([H])[H])O[C@]34C([H])([H])C([H])([H])C([H])(C([H])([H])O4)C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C6([H])[H])[C@@]56C([H])([H])[H] InChI=1S/C27H44O3/c1-‐16-‐7-‐12-‐27(29-‐15-‐16)17(2)24-‐23(30-‐27)14-‐22-‐20-‐6-‐5-‐18-‐13-‐19(28)8-‐10-‐25(18,3)21(20)9-‐11-‐26(22,24)4/h16-‐24,28H,5-‐15H2,1-‐4H3/t16?,17-‐,18+,19-‐,20?,21?,22?,23-‐,24-‐,25-‐,26-‐,27+/m0/s1 GMBQZIIUCVWOCD-‐NKABGAIOSA-‐N 6.98 6.61
ROBUSTIC	  ACID	  METHYL	  ETHER 140.2104076 184.082462 C(c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])(C(=O)Oc(c23)c([H])c(c4c2OC([H])([H])[H])OC(C([H])=C4[H])(C([H])([H])[H])C([H])([H])[H])=C3OC([H])([H])[H] InChI=1S/C23H22O6/c1-‐23(2)11-‐10-‐15-‐16(29-‐23)12-‐17-‐19(20(15)26-‐4)21(27-‐5)18(22(24)28-‐17)13-‐6-‐8-‐14(25-‐3)9-‐7-‐13/h6-‐12H,1-‐5H3 UPHWJAWTGRBPAJ-‐UHFFFAOYSA-‐N
ARBUTIN 113.4221741 103.7444575 [C@]1([H])(Oc(c([H])c2[H])c([H])c([H])c2O[H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C12H16O7/c13-‐5-‐8-‐9(15)10(16)11(17)12(19-‐8)18-‐7-‐3-‐1-‐6(14)2-‐4-‐7/h1-‐4,8-‐17H,5H2/t8-‐,9-‐,10+,11-‐,12-‐/m1/s1 BJRNKVDFDLYUGJ-‐RMPHRYRLSA-‐N
DIHYDROCARYOPHYLLEN-‐5-‐ONE 39.08849722 24.20923089 C([H])(C(=C([H])[H])C([H])([H])C([H])([H])C(C([H])(C([H])([H])[H])C([H])([H])C1([H])[H])=O)(C2([H])[H])C1([H])C2(C([H])([H])[H])C([H])([H])[H] InChI=1S/C15H24O/c1-‐10-‐6-‐8-‐14(16)11(2)5-‐7-‐13-‐12(10)9-‐15(13,3)4/h11-‐13H,1,5-‐9H2,2-‐4H3 GWBJPNAWYMBRLQ-‐UHFFFAOYSA-‐N
PSEUDO-‐ANISATIN 109.4312098 95.72671256 [C@@]12(C([H])([H])[H])[C@@]3(O[H])[C@@](C([H])([H])C(=O)[C@@]1(C([H])([H])[H])O[H])(C([H])([H])C(=O)OC2([H])[H])[C@]([H])(C([H])([H])[C@@]3([H])O[H])C([H])([H])[H] InChI=1S/C15H22O6/c1-‐8-‐4-‐9(16)15(20)12(2)7-‐21-‐11(18)6-‐14(8,15)5-‐10(17)13(12,3)19/h8-‐9,16,19-‐20H,4-‐7H2,1-‐3H3/t8-‐,9+,12-‐,13+,14-‐,15+/m0/s1 NOHXYGXFTACADH-‐JHLBFKOCSA-‐N
SPHONDIN 102.5191323 126.9748447 c1(c([H])c([H])o2)c2c(OC([H])([H])[H])c([H])c(C([H])=C([H])C(=O)O3)c13 InChI=1S/C12H8O4/c1-‐14-‐9-‐6-‐7-‐2-‐3-‐10(13)16-‐11(7)8-‐4-‐5-‐15-‐12(8)9/h2-‐6H,1H3 DLCJNIBLOSKIQW-‐UHFFFAOYSA-‐N
5-‐HYDROXYIMINOISOCARYOPHYLLENE 80.98575592 84.69855031 C([H])(C(=C([H])[H])C([H])([H])C([H])([H])\C(\C(=C([H])[H])C([H])([H])C1([H])[H])=N\O[H])(C2([H])[H])C1([H])C2(C([H])([H])[H])C([H])([H])[H] InChI=1S/C15H23NO/c1-‐10-‐6-‐8-‐14(16-‐17)11(2)5-‐7-‐13-‐12(10)9-‐15(13,3)4/h12-‐13,17H,1-‐2,5-‐9H2,3-‐4H3/b16-‐14-‐ LAVOESILOACOFW-‐PEZBUJJGSA-‐N
2-‐METHOXY-‐5	  (6)EPOXY-‐TETRAHYDROCARYOPHYLLENE 93.07402495 92.29483678 C1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(O1)C([H])([H])C([H])([H])C(C([H])(C([H])([H])C3(C([H])([H])[H])C([H])([H])[H])C23[H])(C([H])([H])[H])OC([H])([H])[H] InChI=1S/C16H28O2/c1-‐14(2)10-‐12-‐11(14)6-‐8-‐16(4)13(18-‐16)7-‐9-‐15(12,3)17-‐5/h11-‐13H,6-‐10H2,1-‐5H3 YJNLRCNFLREHBK-‐UHFFFAOYSA-‐N
ACONITIC	  ACID 88.62155622 102.5001516 C(/C([H])([H])C([O-‐])=O)(\C([O-‐])=O)=C([H])/C([O-‐])=O InChI=1S/C6H6O6/c7-‐4(8)1-‐3(6(11)12)2-‐5(9)10/h1H,2H2,(H,7,8)(H,9,10)(H,11,12)/p-‐3/b3-‐1+ GTZCVFVGUGFEME-‐HNQUOIGGSA-‐K
HYPOXANTHINE 92.79607342 92.05400339 c(n([H])c([H])n1)(C(=O)N([H])C([H])=[NH+]2)c12 InChI=1S/C5H4N4O/c10-‐5-‐3-‐4(7-‐1-‐6-‐3)8-‐2-‐9-‐5/h1-‐2H,(H2,6,7,8,9,10)/p+1 FDGQSTZJBFJUBT-‐UHFFFAOYSA-‐O
GLUCOSAMINIC	  ACID 25.61047057 63.52528157 [C@]([H])([N+]([H])([H])[H])(C([O-‐])=O)[C@@]([H])(O[H])[C@]([H])(O[H])[C@@]([H])(C([H])([H])O[H])O[H] InChI=1S/C6H13NO6/c7-‐3(6(12)13)5(11)4(10)2(9)1-‐8/h2-‐5,8-‐11H,1,7H2,(H,12,13)/t2-‐,3-‐,4-‐,5-‐/m1/s1 UFYKDFXCZBTLOO-‐TXICZTDVSA-‐N 4.93
STICTIC	  ACID 32.27606274 94.30178168 c1(c(O[H])c(C([H])([H])[H])c(c2O3)OC(c(c(c([H])c(OC([H])([H])[H])c4C([H])=O)C([H])([H])[H])c34)=O)c2C([H])(OC1=O)O[H] InChI=1S/C19H14O9/c1-‐6-‐4-‐9(25-‐3)8(5-‐20)15-‐10(6)17(22)27-‐14-‐7(2)13(21)11-‐12(16(14)26-‐15)19(24)28-‐18(11)23/h4-‐5,19,21,24H,1-‐3H3 SKCUFZLDTAYNBZ-‐UHFFFAOYSA-‐N
SENECRASSIDIOL	  6-‐ACETATE 87.69854739 81.34695232 [C@@]1(O[H])(C([H])([H])C2([H])[H])C([H])([H])C(C2([H])OC(C([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(C3(C([H])([H])[H])C([H])([H])[H])C1([H])C3([H])[H] InChI=1S/C17H28O3/c1-‐11(18)20-‐14-‐6-‐8-‐17(19)10-‐16(14,4)7-‐5-‐12-‐13(17)9-‐15(12,2)3/h12-‐14,19H,5-‐10H2,1-‐4H3/t12?,13?,14?,16?,17-‐/m1/s1 LRFYCTLMXJJJHZ-‐BQAHKBOESA-‐N
ISOKOBUSONE 82.47515652 93.71976766 C1([H])(C2([H])[H])C([H])(C2(C([H])([H])[H])C([H])([H])[H])C([H])([H])C([H])([H])C(C([H])(O[H])C([H])([H])C([H])([H])C1=O)=C([H])[H] InChI=1S/C14H22O2/c1-‐9-‐4-‐5-‐11-‐10(8-‐14(11,2)3)13(16)7-‐6-‐12(9)15/h10-‐12,15H,1,4-‐8H2,2-‐3H3 BSFUDCIRZBAPDS-‐UHFFFAOYSA-‐N
ANABASINE	  HYDROCHLORIDE 91.54266939 83.9559807 [N+]1([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])c(c([H])c([H])c([H])n2)c2[H] InChI=1S/C10H14N2/c1-‐2-‐7-‐12-‐10(5-‐1)9-‐4-‐3-‐6-‐11-‐8-‐9/h3-‐4,6,8,10,12H,1-‐2,5,7H2/p+1 MTXSIJUGVMTTMU-‐UHFFFAOYSA-‐O
LARIXINIC	  ACID 74.60860401 79.27979907 C1([O-‐])=C(C([H])([H])[H])OC([H])=C([H])C1=O InChI=1S/C6H6O3/c1-‐4-‐6(8)5(7)2-‐3-‐9-‐4/h2-‐3,8H,1H3/p-‐1 XPCTZQVDEJYUGT-‐UHFFFAOYSA-‐M
EUPARIN 98.84807449 94.93396932 c1(C(C([H])([H])[H])=C([H])[H])c([H])c(c(c([H])c(c2C(C([H])([H])[H])=O)O[H])o1)c2[H] InChI=1S/C13H12O3/c1-‐7(2)12-‐5-‐9-‐4-‐10(8(3)14)11(15)6-‐13(9)16-‐12/h4-‐6,15H,1H2,2-‐3H3 OPUFDNZTKHPZHM-‐UHFFFAOYSA-‐N
CADIN-‐4-‐EN-‐10-‐OL 88.94146269 80.24313262 C12([H])C([H])(C([H])([H])C([H])([H])C(C([H])([H])[H])=C1[H])[C@@](C([H])([H])C([H])([H])C2([H])C([H])(C([H])([H])[H])C([H])([H])[H])(C([H])([H])[H])O[H] InChI=1S/C15H26O/c1-‐10(2)12-‐7-‐8-‐15(4,16)14-‐6-‐5-‐11(3)9-‐13(12)14/h9-‐10,12-‐14,16H,5-‐8H2,1-‐4H3/t12?,13?,14?,15-‐/m0/s1 LHYHMMRYTDARSZ-‐BOADVZGGSA-‐N
3,7-‐EPOXYCARYOPHYLLAN-‐6-‐OL 80.04701398 57.87573166 C12(C([H])([H])[H])OC(C([H])(O[H])C([H])([H])C1([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(C3(C([H])([H])[H])C([H])([H])[H])C2([H])C3([H])[H] InChI=1S/C15H26O2/c1-‐13(2)9-‐11-‐10(13)5-‐7-‐15(4)12(16)6-‐8-‐14(11,3)17-‐15/h10-‐12,16H,5-‐9H2,1-‐4H3 KSMZUKWIDPCGBS-‐UHFFFAOYSA-‐N
DJENKOLIC	  ACID 96.92339131 92.40521875 C([O-‐])(=O)C([H])(C([H])([H])SC([H])([H])SC([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O)[N+]([H])([H])[H] InChI=1S/C7H14N2O4S2/c8-‐4(6(10)11)1-‐14-‐3-‐15-‐2-‐5(9)7(12)13/h4-‐5H,1-‐3,8-‐9H2,(H,10,11)(H,12,13) JMQMNWIBUCGUDO-‐UHFFFAOYSA-‐N
ISOPIMPINELLIN 29.02455437 84.50789055 c12c(C([H])=C([H])C(=O)O1)c(c(c([H])c([H])o3)c3c2OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C13H10O5/c1-‐15-‐10-‐7-‐3-‐4-‐9(14)18-‐12(7)13(16-‐2)11-‐8(10)5-‐6-‐17-‐11/h3-‐6H,1-‐2H3 DFMAXQKDIGCMTL-‐UHFFFAOYSA-‐N
LARIXOL	  ACETATE 80.26203308 81.96910524 C1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C2(C([H])([H])[H])C([H])([H])[H])C2([H])[C@]([H])(C([H])([H])C(=C([H])[H])C1([H])C([H])([H])C([H])([H])[C@](C([H])([H])[H])(O[H])C([H])=C([H])[H])OC(C([H])([H])[H])=O InChI=1S/C22H36O3/c1-‐8-‐21(6,24)13-‐10-‐17-‐15(2)14-‐18(25-‐16(3)23)19-‐20(4,5)11-‐9-‐12-‐22(17,19)7/h8,17-‐19,24H,1-‐2,9-‐14H2,3-‐7H3/t17?,18-‐,19?,21+,22?/m0/s1 WCNCDVQMEQJFGH-‐ZZVYCOLKSA-‐N
2-‐HYDROXY-‐5	  (6)EPOXY-‐TETRAHYDROCARYOPHYLLENE 86.53429762 70.40910259 C1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(O1)C([H])([H])C([H])([H])[C@](C([H])(C([H])([H])C3(C([H])([H])[H])C([H])([H])[H])C23[H])(C([H])([H])[H])O[H] InChI=1S/C15H26O2/c1-‐13(2)9-‐11-‐10(13)5-‐8-‐15(4)12(17-‐15)6-‐7-‐14(11,3)16/h10-‐12,16H,5-‐9H2,1-‐4H3/t10?,11?,12?,14-‐,15?/m0/s1 KGYCKUADVHYVLM-‐RVLYAHEQSA-‐N
EPIANDROSTERONE 91.33813903 55.37708526 [C@@]12(C([H])([H])[H])[C@]([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C1([H])[H])C([H])([H])C([H])([H])C([H])(C2([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])C4=O InChI=1S/C19H30O2/c1-‐18-‐9-‐7-‐13(20)11-‐12(18)3-‐4-‐14-‐15-‐5-‐6-‐17(21)19(15,2)10-‐8-‐16(14)18/h12-‐16,20H,3-‐11H2,1-‐2H3/t12-‐,13-‐,14?,15?,16?,18-‐,19-‐/m0/s1 QGXBDMJGAMFCBF-‐FMLJXKFRSA-‐N
AVOCATIN	  B 100.3479638 107.8085209 C([H])([H])(C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])=C([H])[H])O[H])C([H])(C([H])([H])O[H])O[H] InChI=1S/C17H34O3/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐16(19)14-‐17(20)15-‐18/h2,16-‐20H,1,3-‐15H2 DFEHQWFIOMAGBM-‐UHFFFAOYSA-‐N
IRIGENIN,	  DIBENZYL	  ETHER 93.330999 92.09414229 c12c(c([H])c(c(OC([H])([H])[H])c1O[H])OC([H])([H])c3c([H])c([H])c([H])c([H])c3[H])OC([H])=C(c(c([H])c4OC([H])([H])[H])c([H])c(c4OC([H])([H])[H])OC([H])([H])c5c([H])c([H])c([H])c([H])c5[H])C2=O InChI=1S/C32H28O8/c1-‐35-‐25-‐14-‐22(15-‐26(31(25)36-‐2)38-‐17-‐20-‐10-‐6-‐4-‐7-‐11-‐20)23-‐19-‐40-‐24-‐16-‐27(39-‐18-‐21-‐12-‐8-‐5-‐9-‐13-‐21)32(37-‐3)30(34)28(24)29(23)33/h4-‐16,19,34H,17-‐18H2,1-‐3H3 BDFCYBFDARSRDM-‐UHFFFAOYSA-‐N
7-‐OXOCHOLESTERYL	  ACETATE 99.44593248 97.51289353 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])C1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C(=O)C([H])=C(C([H])([H])[C@]([H])(C([H])([H])C4([H])[H])OC(C([H])([H])[H])=O)[C@@]34C([H])([H])[H] InChI=1S/C29H46O3/c1-‐18(2)8-‐7-‐9-‐19(3)23-‐10-‐11-‐24-‐27-‐25(13-‐15-‐29(23,24)6)28(5)14-‐12-‐22(32-‐20(4)30)16-‐21(28)17-‐26(27)31/h17-‐19,22-‐25,27H,7-‐16H2,1-‐6H3/t19?,22-‐,23?,24?,25?,27?,28-‐,29+/m0/s1 PMBSWZWCNKVWLV-‐ASOFLCGXSA-‐N
ISOTECTORIGENIN,	  7-‐METHYL	  ETHER 105.0364291 135.925819 c12c(c(c(OC([H])([H])[H])c([H])c1O[H])OC([H])([H])[H])OC([H])=C(c3c([H])c([H])c(c([H])c3[H])OC([H])([H])[H])C2=O InChI=1S/C18H16O6/c1-‐21-‐11-‐6-‐4-‐10(5-‐7-‐11)12-‐9-‐24-‐18-‐15(16(12)20)13(19)8-‐14(22-‐2)17(18)23-‐3/h4-‐9,19H,1-‐3H3 WVKDAMAQNQRJFP-‐UHFFFAOYSA-‐N

PRIEURANIN	  ACETATE 54.44400773 28.24319015
[C@]1(C([H])([H])[H])([C@@]([H])(OC(=O)C([H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])OC(C([H])([H])[H])=O)[C@]2([H])OC([H])=O)[C@](O[H])(C(C([H])([H])[C@@]1([H])c(c([H])c([H])o3)c3[H])=O)C(C2([H])[C@@]4(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C(O[C@](C([H])([H]
)[H])(C([H])([H])OC(C([H])([H])[H])=O)C4([H])C([H])([H])C(OC([H])([H])[H])=O)=O)=C([H])[H]

InChI=1S/C40H52O17/c1-‐11-‐20(2)33(55-‐24(6)44)36(48)56-‐35-‐34(53-‐19-‐41)32(21(3)40(49)28(45)14-‐26(39(35,40)9)25-‐12-‐13-‐51-‐17-‐25)38(8)27(15-‐30(46)50-‐10)37(7,18-‐52-‐22(4)42)57-‐31(47)16-‐29(38)54-‐23(5)43/h12-‐13,17,19-‐20,26-‐27,29,32-‐35,49H,3,11,14-‐16,18H2,1-‐2,4-‐10H3/t20?,26-‐,27?,29-‐
,32?,33?,34+,35-‐,37+,38+,39+,40+/m0/s1 NIDUTZAIIODVCH-‐ZDAVZDRHSA-‐N

2,3-‐DIHYDROXY-‐4-‐METHOXY-‐4'-‐ETHOXYBENZOPHENONE 102.1887371 172.7733274 c1(c([H])c([H])c(c(O[H])c1O[H])OC([H])([H])[H])C(=O)c2c([H])c([H])c(c([H])c2[H])OC([H])([H])C([H])([H])[H] InChI=1S/C16H16O5/c1-‐3-‐21-‐11-‐6-‐4-‐10(5-‐7-‐11)14(17)12-‐8-‐9-‐13(20-‐2)16(19)15(12)18/h4-‐9,18-‐19H,3H2,1-‐2H3 NTAHJPYHXKMYBL-‐UHFFFAOYSA-‐N
APIGENIN	  TRIACETATE 94.69453477 92.98723277 c12c(c([H])c(OC(C([H])([H])[H])=O)c([H])c1OC(C([H])([H])[H])=O)OC(=C([H])C2=O)c3c([H])c([H])c(c([H])c3[H])OC(C([H])([H])[H])=O InChI=1S/C21H16O8/c1-‐11(22)26-‐15-‐6-‐4-‐14(5-‐7-‐15)18-‐10-‐17(25)21-‐19(28-‐13(3)24)8-‐16(27-‐12(2)23)9-‐20(21)29-‐18/h4-‐10H,1-‐3H3 IVXFOQQPPONQTB-‐UHFFFAOYSA-‐N
SAPPANONE	  A	  7-‐METHYL	  ETHER 107.7792338 159.5475605 C(/C([H])([H])Oc(c12)c([H])c(c([H])c1[H])OC([H])([H])[H])(=C([H])\c(c([H])c([H])c(c3O[H])O[H])c3[H])\C2=O InChI=1S/C17H14O5/c1-‐21-‐12-‐3-‐4-‐13-‐16(8-‐12)22-‐9-‐11(17(13)20)6-‐10-‐2-‐5-‐14(18)15(19)7-‐10/h2-‐8,18-‐19H,9H2,1H3/b11-‐6-‐ PJPVPNNIOZGDFS-‐WDZFZDKYSA-‐N

OLEANDRIN 91.70000044 111.5113342
[C@@]1(O[H])(C([H])([H])[C@@]([H])([C@]2([H])C(C([H])([H])OC3=O)=C3[H])OC(C([H])([H])[H])=O)[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])[C@]([C@@]45C([H])([H])[H])([H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[C@@]6([H])C([H])([H])[C@@]([H])(OC([H])
([H])[H])[C@@]([H])(C([H])(C([H])([H])[H])O6)O[H] InChI=1S/C32H48O9/c1-‐17-‐29(35)24(37-‐5)14-‐27(39-‐17)41-‐21-‐8-‐10-‐30(3)20(13-‐21)6-‐7-‐23-‐22(30)9-‐11-‐31(4)28(19-‐12-‐26(34)38-‐16-‐19)25(40-‐18(2)33)15-‐32(23,31)36/h12,17,20-‐25,27-‐29,35-‐36H,6-‐11,13-‐16H2,1-‐5H3/t17?,20-‐,21+,22?,23?,24-‐,25+,27+,28+,29-‐,30+,31-‐,32+/m1/s1 JLPDBLFIVFSOCC-‐UCEUIEAASA-‐N

DEGUELIN(-‐) 75.68894389 99.89112324 c1(O[C@]([H])(C([H])([H])Oc(c23)c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H])[C@@]3([H])C4=O)c4c([H])c([H])c(OC(C([H])([H])[H])(C([H])([H])[H])C([H])=C5[H])c15 InChI=1S/C23H22O6/c1-‐23(2)8-‐7-‐12-‐15(29-‐23)6-‐5-‐13-‐21(24)20-‐14-‐9-‐17(25-‐3)18(26-‐4)10-‐16(14)27-‐11-‐19(20)28-‐22(12)13/h5-‐10,19-‐20H,11H2,1-‐4H3/t19-‐,20+/m1/s1 ORDAZKGHSNRHTD-‐UXHICEINSA-‐N
KOPARIN 86.84895972 88.35119004 C1(=C([H])Oc(c2C1=O)c([H])c(c([H])c2[H])[O-‐])c3c([H])c([H])c(c(O[H])c3O[H])OC([H])([H])[H] InChI=1S/C16H12O6/c1-‐21-‐12-‐5-‐4-‐9(15(19)16(12)20)11-‐7-‐22-‐13-‐6-‐8(17)2-‐3-‐10(13)14(11)18/h2-‐7,17,19-‐20H,1H3/p-‐1 SMOFGXHPWCTYQD-‐UHFFFAOYSA-‐M
PYRROMYCIN 81.89303164 90.44844746 c(c1O[H])(c(c([H])c2c1[C@@]([H])(O[C@@]([H])(C3([H])[H])O[C@]([H])([C@@]([H])(O[H])[C@@]3([H])[NH+](C([H])([H])[H])C([H])([H])[H])C([H])([H])[H])C([H])([H])[C@@]([C@]2([H])C(OC([H])([H])[H])=O)(C([H])([H])C([H])([H])[H])O[H])C(=O)c(c45)c(O[H])c([H])c([H])c4O[H])C5=O InChI=1S/C30H35NO11/c1-‐6-‐30(39)11-‐18(42-‐19-‐10-‐15(31(3)4)25(34)12(2)41-‐19)20-‐13(24(30)29(38)40-‐5)9-‐14-‐21(27(20)36)28(37)23-‐17(33)8-‐7-‐16(32)22(23)26(14)35/h7-‐9,12,15,18-‐19,24-‐25,32-‐34,36,39H,6,10-‐11H2,1-‐5H3/p+1/t12-‐,15-‐,18-‐,19-‐,24-‐,25+,30+/m0/s1 ZJBMQVPEJHVSQA-‐OCYVVMCSSA-‐O
5-‐HYDROXY-‐7-‐METHOXYISOFLAVONE 104.3284394 99.72053292 C1(=O)C(c2c([H])c([H])c([H])c([H])c2[H])=C([H])Oc(c([H])c(OC([H])([H])[H])c([H])c3[O-‐])c13 InChI=1S/C16H12O4/c1-‐19-‐11-‐7-‐13(17)15-‐14(8-‐11)20-‐9-‐12(16(15)18)10-‐5-‐3-‐2-‐4-‐6-‐10/h2-‐9,17H,1H3/p-‐1 OENYLOITAIRUMV-‐UHFFFAOYSA-‐M
BRAZILEIN 95.50741186 96.32879603 C1(C2=C([H])C(=O)C(O[H])=C1[H])=C3[C@](C2([H])[H])(O[H])C([H])([H])Oc4c3c([H])c([H])c(c4[H])O[H] InChI=1S/C16H12O5/c17-‐9-‐1-‐2-‐10-‐14(4-‐9)21-‐7-‐16(20)6-‐8-‐3-‐12(18)13(19)5-‐11(8)15(10)16/h1-‐5,17,19-‐20H,6-‐7H2/t16-‐/m1/s1 MLWIYODOURBGPI-‐MRXNPFEDSA-‐N
RIBOSTAMYCIN	  SULFATE 98.00897556 107.3268541 C1([H])([C@@]([H])(O[H])[C@@]([H])(C([H])([H])[C@]([H])(N([H])[H])[C@@]1([H])O[C@@]2([H])O[C@]([H])(C([H])([H])N([H])[H])[C@]([H])([C@]([H])(O[H])[C@@]2([H])[N+]([H])([H])[H])O[H])[N+]([H])([H])[H])O[C@]3([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]3([H])O[H])C([H])([H])O[H] InChI=1S/C17H34N4O10/c18-‐2-‐6-‐10(24)12(26)8(21)16(28-‐6)30-‐14-‐5(20)1-‐4(19)9(23)15(14)31-‐17-‐13(27)11(25)7(3-‐22)29-‐17/h4-‐17,22-‐27H,1-‐3,18-‐21H2/p+2/t4-‐,5+,6-‐,7-‐,8-‐,9+,10-‐,11-‐,12-‐,13-‐,14-‐,15?,16-‐,17+/m1/s1 NSKGQURZWSPSBC-‐VCUPSGBRSA-‐P

DIHYDROCELASTRYL	  DIACETATE 13.6952657 47.56003485
C1(=C([H])C([H])([H])c(c2c([H])c(c3OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)c3C([H])([H])[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C4([H])C5([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]5(C([H])([H])[H])C([O-‐
])=O InChI=1S/C33H44O6/c1-‐19-‐22-‐9-‐10-‐25-‐31(6,23(22)17-‐24(38-‐20(2)34)27(19)39-‐21(3)35)14-‐16-‐33(8)26-‐18-‐30(5,28(36)37)12-‐11-‐29(26,4)13-‐15-‐32(25,33)7/h10,17,26H,9,11-‐16,18H2,1-‐8H3,(H,36,37)/p-‐1/t26?,29-‐,30-‐,31-‐,32+,33-‐/m1/s1 SAOOBRUHTPONGX-‐MTKDSBGOSA-‐M

3-‐DEOXY-‐3beta-‐HYDROXYANGOLENSIC	  ACID	  METHYL	  ESTER 59.12722866 50.95177174 [C@@]1(C([H])([H])C(=O)O[C@@]2([H])c3c([H])c([H])oc3[H])(C(=C([H])[H])[C@]([H])([C@@]4(C([H])([H])[H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([C@]4([H])C([H])([H])C(OC([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H])O1)C([H])([H])C5([H])[H])[C@]25C([H])([H])[H] InChI=1S/C27H36O7/c1-‐15-‐17-‐7-‐9-‐25(4)23(16-‐8-‐10-‐32-‐14-‐16)33-‐22(30)13-‐27(15,25)34-‐20-‐12-‐19(28)24(2,3)18(26(17,20)5)11-‐21(29)31-‐6/h8,10,14,17-‐20,23,28H,1,7,9,11-‐13H2,2-‐6H3/t17-‐,18+,19+,20+,23+,25+,26-‐,27+/m1/s1 QFRUZVNPYYYLAN-‐JQFPPNBKSA-‐N
SINAPIC	  ACID	  METHYL	  ETHER 88.51142449 80.2330979 c1(OC([H])([H])[H])c(OC([H])([H])[H])c([H])c(c([H])c1OC([H])([H])[H])\C([H])=C([H])\C([O-‐])=O InChI=1S/C12H14O5/c1-‐15-‐9-‐6-‐8(4-‐5-‐11(13)14)7-‐10(16-‐2)12(9)17-‐3/h4-‐7H,1-‐3H3,(H,13,14)/p-‐1/b5-‐4+ YTFVRYKNXDADBI-‐SNAWJCMRSA-‐M
ONONETIN 96.22064595 149.7737388 c1(c([H])c([H])c(c([H])c1O[H])[O-‐])C(=O)C([H])([H])c(c([H])c2[H])c([H])c([H])c2OC([H])([H])[H] InChI=1S/C15H14O4/c1-‐19-‐12-‐5-‐2-‐10(3-‐6-‐12)8-‐14(17)13-‐7-‐4-‐11(16)9-‐15(13)18/h2-‐7,9,16,18H,8H2,1H3/p-‐1 XHBZOAYMBBUURD-‐UHFFFAOYSA-‐M
LYCOPODINE	  PERCHLORATE 106.7251157 104.6074438 [C@]1([C@]([H])(C([H])([H])C([H])([H])C2([H])[H])[C@@]([H])(C([H])([H])C([H])(C([H])([H])[H])C1([H])[H])C([H])([H])C3=O)([NH+]2C([H])([H])C([H])([H])C4([H])[H])[C@@]34[H] InChI=1S/C16H25NO/c1-‐11-‐8-‐12-‐9-‐15(18)14-‐5-‐3-‐7-‐17-‐6-‐2-‐4-‐13(12)16(14,17)10-‐11/h11-‐14H,2-‐10H2,1H3/p+1/t11?,12-‐,13+,14+,16+/m0/s1 BCZFSDNVXODRAJ-‐DFKKCSDESA-‐O
alpha-‐DIHYDROGEDUNOL 32.2001717 18.33870246 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)C6([H])O2 InChI=1S/C28H38O7/c1-‐15(29)33-‐20-‐13-‐18-‐24(2,3)19(30)8-‐10-‐25(18,4)17-‐7-‐11-‐26(5)21(16-‐9-‐12-‐32-‐14-‐16)34-‐23(31)22-‐28(26,35-‐22)27(17,20)6/h9,12,14,17-‐22,30H,7-‐8,10-‐11,13H2,1-‐6H3/t17?,18?,19-‐,20-‐,21+,22?,25-‐,26+,27+,28?/m1/s1 IVHWWYNBMIROCV-‐AJIQNVKKSA-‐N
CRINAMINE 100.9196 94.19139971 C123[C@@]([H])(C([H])([H])C([H])(OC([H])([H])[H])C([H])=C1[H])[NH+](C([H])([H])c(c([H])c(OC([H])([H])O4)c4c5[H])c25)C([H])([H])[C@@]3([H])O[H] InChI=1S/C17H19NO4/c1-‐20-‐11-‐2-‐3-‐17-‐12-‐6-‐14-‐13(21-‐9-‐22-‐14)4-‐10(12)7-‐18(8-‐16(17)19)15(17)5-‐11/h2-‐4,6,11,15-‐16,19H,5,7-‐9H2,1H3/p+1/t11?,15-‐,16-‐,17?/m1/s1 YGPRSGKVLATIHT-‐SVHUJYGOSA-‐O
2,6-‐DIMETHOXYQUINONE 101.9317631 115.053592 C1(=O)C(OC([H])([H])[H])=C([H])C(C([H])=C1OC([H])([H])[H])=O InChI=1S/C8H8O4/c1-‐11-‐6-‐3-‐5(9)4-‐7(12-‐2)8(6)10/h3-‐4H,1-‐2H3 OLBNOBQOQZRLMP-‐UHFFFAOYSA-‐N
4'-‐METHOXYFLAVONE 105.5765991 201.1214242 C1(c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])=C([H])C(c3c(c([H])c([H])c([H])c3[H])O1)=O InChI=1S/C16H12O3/c1-‐18-‐12-‐8-‐6-‐11(7-‐9-‐12)16-‐10-‐14(17)13-‐4-‐2-‐3-‐5-‐15(13)19-‐16/h2-‐10H,1H3 OMICQBVLCVRFGN-‐UHFFFAOYSA-‐N
5alpha-‐CHOLESTAN-‐3beta-‐OL-‐6-‐ONE 105.8125957 101.9081029 [C@@]12(C([H])([H])[H])[C@]([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C1([H])[H])C(=O)C([H])([H])C([H])(C([H])([C@@]34C([H])([H])[H])C([H])([H])C([H])([H])C3([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C2([H])C([H])([H])C4([H])[H] InChI=1S/C27H46O2/c1-‐17(2)7-‐6-‐8-‐18(3)21-‐9-‐10-‐22-‐20-‐16-‐25(29)24-‐15-‐19(28)11-‐13-‐27(24,5)23(20)12-‐14-‐26(21,22)4/h17-‐24,28H,6-‐16H2,1-‐5H3/t18?,19-‐,20?,21?,22?,23?,24+,26+,27+/m0/s1 JQMQKOQOLPGBBE-‐JJMJUPCVSA-‐N
PYROCATECHUIC	  ACID 84.74072365 94.4322331 c1(c([H])c([H])c([H])c(O[H])c1O[H])C([O-‐])=O InChI=1S/C7H6O4/c8-‐5-‐3-‐1-‐2-‐4(6(5)9)7(10)11/h1-‐3,8-‐9H,(H,10,11)/p-‐1 GLDQAMYCGOIJDV-‐UHFFFAOYSA-‐M
PHENOLPHTHALEIN 37.95571366 20.61679951 C1(c2c([H])c([H])c(c([H])c2[H])O[H])(c3c([H])c([H])c(c([H])c3[H])O[H])c4c(C(=O)O1)c([H])c([H])c([H])c4[H] InChI=1S/C20H14O4/c21-‐15-‐9-‐5-‐13(6-‐10-‐15)20(14-‐7-‐11-‐16(22)12-‐8-‐14)18-‐4-‐2-‐1-‐3-‐17(18)19(23)24-‐20/h1-‐12,21-‐22H KJFMBFZCATUALV-‐UHFFFAOYSA-‐N
HYDRALAZINE	  HYDROCHLORIDE 115.0846389 87.73907184 c1(N([H])N([H])[H])c2c(c([H])c([H])c([H])c2[H])c([H])nn1 InChI=1S/C8H8N4/c9-‐11-‐8-‐7-‐4-‐2-‐1-‐3-‐6(7)5-‐10-‐12-‐8/h1-‐5H,9H2,(H,11,12) RPTUSVTUFVMDQK-‐UHFFFAOYSA-‐N
L-‐LEUCYL-‐L-‐ALANINE 96.54055242 93.03740639 C(=O)([C@@]([H])([N+]([H])([H])[H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])N([H])[C@@]([H])(C([H])([H])[H])C([O-‐])=O InChI=1S/C9H18N2O3/c1-‐5(2)4-‐7(10)8(12)11-‐6(3)9(13)14/h5-‐7H,4,10H2,1-‐3H3,(H,11,12)(H,13,14)/t6-‐,7-‐/m0/s1 HSQGMTRYSIHDAC-‐BQBZGAKWSA-‐N
1,4,5,8-‐TETRAHYDROXY-‐2,6-‐DIMETHYLANTHROQUINONE 105.1832715 102.6807767 c1(C2=O)c(c(c(C([H])([H])[H])c([H])c1O[H])O[H])C(c3c2c(O[H])c(C([H])([H])[H])c([H])c3O[H])=O InChI=1S/C16H12O6/c1-‐5-‐3-‐7(17)9-‐11(13(5)19)15(21)10-‐8(18)4-‐6(2)14(20)12(10)16(9)22/h3-‐4,17-‐20H,1-‐2H3 PUYQMSIYQIPSIN-‐UHFFFAOYSA-‐N
4-‐NONYLPHENOL 184.1582143 140.7926604 c(O[H])(c([H])c1[H])c([H])c([H])c1C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C15H24O/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐14-‐10-‐12-‐15(16)13-‐11-‐14/h10-‐13,16H,2-‐9H2,1H3 IGFHQQFPSIBGKE-‐UHFFFAOYSA-‐N
ARTHONIOIC	  ACID 96.28882274 52.29642483 c1(c(O[H])c([H])c(c([H])c1C([H])([H])C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)O[H])C(=O)Oc(c([H])c2C([H])([H])C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)c([H])c(c2C([O-‐])=O)OC([H])([H])[H] InChI=1S/C29H36O9/c1-‐4-‐6-‐8-‐10-‐20(30)12-‐18-‐14-‐22(32)16-‐24(33)26(18)29(36)38-‐23-‐15-‐19(13-‐21(31)11-‐9-‐7-‐5-‐2)27(28(34)35)25(17-‐23)37-‐3/h14-‐17,32-‐33H,4-‐13H2,1-‐3H3,(H,34,35)/p-‐1 DGXLEDCXMIJNPJ-‐UHFFFAOYSA-‐M
EPIAFZELECHIN	  (2R,3R)(-‐) 26.68032172 48.25243085 O1[C@]([H])(c2c([H])c([H])c(c([H])c2[H])O[H])[C@]([H])(O[H])C([H])([H])c3c1c([H])c(O[H])c([H])c3O[H] InChI=1S/C15H14O5/c16-‐9-‐3-‐1-‐8(2-‐4-‐9)15-‐13(19)7-‐11-‐12(18)5-‐10(17)6-‐14(11)20-‐15/h1-‐6,13,15-‐19H,7H2/t13-‐,15-‐/m1/s1 RSYUFYQTACJFML-‐UKRRQHHQSA-‐N
DIBUTYL	  PHTHALATE 124.5612125 119.5290791 c1(c([H])c([H])c([H])c([H])c1C(OC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)C(OC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O InChI=1S/C16H22O4/c1-‐3-‐5-‐11-‐19-‐15(17)13-‐9-‐7-‐8-‐10-‐14(13)16(18)20-‐12-‐6-‐4-‐2/h7-‐10H,3-‐6,11-‐12H2,1-‐2H3 DOIRQSBPFJWKBE-‐UHFFFAOYSA-‐N

METHYL	  3beta,12-‐DIHYDROXY-‐11-‐KETOISOALLOSPIROSTAN-‐3-‐HEMISUCCINATE83.53451893 131.0890818
C1(C([H])([H])[H])([C@]([H])(O[H])C2=O)C([H])(C([H])([H])C([H])(OC34C([H])([H])C([H])([H])C([H])(C([H])([H])O3)C([H])([H])[H])C1([H])[C@]4([H])C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])([H])C([H])(C([H])([H])[C@]([H])(C([H])([H])C6([H])[H])OC(C([H])([H])C([H])([H])C(OC([H])([H])[H])=O)=O)C56C([
H])([H])[H] InChI=1S/C32H48O8/c1-‐17-‐10-‐13-‐32(38-‐16-‐17)18(2)26-‐23(40-‐32)15-‐22-‐21-‐7-‐6-‐19-‐14-‐20(39-‐25(34)9-‐8-‐24(33)37-‐5)11-‐12-‐30(19,3)27(21)28(35)29(36)31(22,26)4/h17-‐23,26-‐27,29,36H,6-‐16H2,1-‐5H3/t17?,18-‐,19?,20-‐,21?,22?,23?,26?,27?,29+,30?,31?,32?/m0/s1 BCYMEDQAEFBAKK-‐NFXXEGMFSA-‐N

Complete dataset on % inhibition of sodium fluorescein (10 µM) uptake in OATP1B1 and OATP1B3-transfected CHO cells by all compounds (10 µM) used for building the in silico model. For compounds tested at different concentrations, pIC50 values are also shown.

Tom De Bruyn, Gerard J.P. Van Westen, Adriaan P. IJzerman, Bruno Stieger, Peter de Witte, Patrick F. Augustijns and Pieter P. Annaert



12-‐METHOXY-‐4,4-‐BISNOR-‐5alpha-‐8,11,13-‐PODOCARPATRIEN-‐3-‐OL 91.60560181 95.24504579 [C@]12(C([H])([H])[H])[C@@]([H])(C([H])([H])C([H])([H])c(c([H])c([H])c(OC([H])([H])[H])c3[H])c13)C([H])([H])[C@]([H])(O[H])C([H])([H])C2([H])[H] InChI=1S/C16H22O2/c1-‐16-‐8-‐7-‐13(17)9-‐12(16)5-‐3-‐11-‐4-‐6-‐14(18-‐2)10-‐15(11)16/h4,6,10,12-‐13,17H,3,5,7-‐9H2,1-‐2H3/t12-‐,13+,16-‐/m0/s1 FMZYZILCSUARND-‐ZENOOKHLSA-‐N
2-‐METHYL-‐5,7,8-‐TRIMETHOXYISOFLAVONE 98.51767929 115.1238351 c12c(c(c(OC([H])([H])[H])c([H])c1OC([H])([H])[H])OC([H])([H])[H])OC(=C(c3c([H])c([H])c([H])c([H])c3[H])C2=O)C([H])([H])[H] InChI=1S/C19H18O5/c1-‐11-‐15(12-‐8-‐6-‐5-‐7-‐9-‐12)17(20)16-‐13(21-‐2)10-‐14(22-‐3)18(23-‐4)19(16)24-‐11/h5-‐10H,1-‐4H3 BFCBHPPLWHZOIQ-‐UHFFFAOYSA-‐N
3beta-‐HYDROXY-‐23,24-‐BISNORCHOL-‐5-‐ENIC	  ACID 83.58171825 71.16170693 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([O-‐])=O)C([H])(C23[H])C([H])([H])C([H])=C(C([H])([H])[C@@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C22H34O3/c1-‐13(20(24)25)17-‐6-‐7-‐18-‐16-‐5-‐4-‐14-‐12-‐15(23)8-‐10-‐21(14,2)19(16)9-‐11-‐22(17,18)3/h4,13,15-‐19,23H,5-‐12H2,1-‐3H3,(H,24,25)/p-‐1/t13?,15-‐,16?,17+,18?,19?,21-‐,22+/m0/s1 NPBNRBWMDNZEBN-‐YTEKVJICSA-‐M
7-‐METHOXYCHROMONE 95.2347047 91.79310055 c1(c([H])c([H])c(c2[H])OC([H])([H])[H])c2OC([H])=C([H])C1=O InChI=1S/C10H8O3/c1-‐12-‐7-‐2-‐3-‐8-‐9(11)4-‐5-‐13-‐10(8)6-‐7/h2-‐6H,1H3 ZIPLCYUNFCYCCT-‐UHFFFAOYSA-‐N
2-‐BENZOYL-‐5-‐METHOXYBENZOQUINONE 165.629861 106.8251179 C1(C(c2c([H])c([H])c([H])c([H])c2[H])=O)=C([H])C(C(OC([H])([H])[H])=C([H])C1=O)=O InChI=1S/C14H10O4/c1-‐18-‐13-‐8-‐11(15)10(7-‐12(13)16)14(17)9-‐5-‐3-‐2-‐4-‐6-‐9/h2-‐8H,1H3 KCINGKZYPYEEGX-‐UHFFFAOYSA-‐N
CHOLESTANE 103.2952988 88.28094697 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])C1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])C([H])([H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C27H48/c1-‐19(2)9-‐8-‐10-‐20(3)23-‐14-‐15-‐24-‐22-‐13-‐12-‐21-‐11-‐6-‐7-‐17-‐26(21,4)25(22)16-‐18-‐27(23,24)5/h19-‐25H,6-‐18H2,1-‐5H3/t20?,21-‐,22?,23?,24?,25?,26+,27-‐/m1/s1 XIIAYQZJNBULGD-‐GQWDJFCXSA-‐N
METHYL	  ORSELLINATE 98.37608134 90.829767 c1(C(OC([H])([H])[H])=O)c(C([H])([H])[H])c([H])c(c([H])c1O[H])O[H] InChI=1S/C9H10O4/c1-‐5-‐3-‐6(10)4-‐7(11)8(5)9(12)13-‐2/h3-‐4,10-‐11H,1-‐2H3 NCCWCZLEACWJIN-‐UHFFFAOYSA-‐N
LATHOSTEROL 99.24140212 85.16014764 C1(=C([H])C([H])([H])[C@@]([C@]23C([H])([H])[H])([H])C([H])([H])[C@]([H])(C([H])([H])C2([H])[H])O[H])C3([H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])C1([H])C([H])([H])C([H])([H])C4([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C27H46O/c1-‐18(2)7-‐6-‐8-‐19(3)23-‐11-‐12-‐24-‐22-‐10-‐9-‐20-‐17-‐21(28)13-‐15-‐26(20,4)25(22)14-‐16-‐27(23,24)5/h10,18-‐21,23-‐25,28H,6-‐9,11-‐17H2,1-‐5H3/t19?,20-‐,21-‐,23?,24?,25?,26-‐,27+/m0/s1 IZVFFXVYBHFIHY-‐WXEMWYGHSA-‐N
CHOLESTEROL 100.0175686 95.50594862 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])=C(C([H])([H])[C@@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C27H46O/c1-‐18(2)7-‐6-‐8-‐19(3)23-‐11-‐12-‐24-‐22-‐10-‐9-‐20-‐17-‐21(28)13-‐15-‐26(20,4)25(22)14-‐16-‐27(23,24)5/h9,18-‐19,21-‐25,28H,6-‐8,10-‐17H2,1-‐5H3/t19?,21-‐,22?,23+,24?,25?,26-‐,27+/m0/s1 HVYWMOMLDIMFJA-‐RJLWFLQPSA-‐N
CHOLESTAN-‐3-‐ONE 73.06197588 74.43248613 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])C1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C27H46O/c1-‐18(2)7-‐6-‐8-‐19(3)23-‐11-‐12-‐24-‐22-‐10-‐9-‐20-‐17-‐21(28)13-‐15-‐26(20,4)25(22)14-‐16-‐27(23,24)5/h18-‐20,22-‐25H,6-‐17H2,1-‐5H3/t19?,20-‐,22?,23?,24?,25?,26-‐,27+/m0/s1 PESKGJQREUXSRR-‐GTMPCABPSA-‐N

CYMARIN 87.59366003 87.73907184
[C@@]1(O[H])(C([H])([H])C([H])([H])C2([H])C(C([H])([H])OC3=O)=C3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])[C@]5([C@]4(C([H])=O)C([H])([H])C([H])([H])[C@@]([H])(C5([H])[H])OC6([H])C([H])([H])C([H])(OC([H])([H])[H])C([H])(C([H])(C([H])([H])[H])O6)O[H])O[
H] InChI=1S/C30H44O9/c1-‐17-‐26(33)23(36-‐3)13-‐25(38-‐17)39-‐19-‐4-‐9-‐28(16-‐31)21-‐5-‐8-‐27(2)20(18-‐12-‐24(32)37-‐15-‐18)7-‐11-‐30(27,35)22(21)6-‐10-‐29(28,34)14-‐19/h12,16-‐17,19-‐23,25-‐26,33-‐35H,4-‐11,13-‐15H2,1-‐3H3/t17?,19-‐,20?,21?,22?,23?,25?,26?,27+,28-‐,29-‐,30-‐/m0/s1 XQCGNURMLWFQJR-‐LZLVDNNYSA-‐N

7-‐OXOCHOLESTEROL 90.77699161 96.87067116 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C(=O)C([H])=C(C([H])([H])[C@@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C27H44O2/c1-‐17(2)7-‐6-‐8-‐18(3)21-‐9-‐10-‐22-‐25-‐23(12-‐14-‐27(21,22)5)26(4)13-‐11-‐20(28)15-‐19(26)16-‐24(25)29/h16-‐18,20-‐23,25,28H,6-‐15H2,1-‐5H3/t18?,20-‐,21+,22?,23?,25?,26-‐,27+/m0/s1 YIKKMWSQVKJCOP-‐PGRGVILGSA-‐N
NORHARMAN 87.65659245 95.10455964 n1([H])c(c([H])c([H])c([H])c2[H])c2c(c([H])c([H])n3)c1c3[H] InChI=1S/C11H8N2/c1-‐2-‐4-‐10-‐8(3-‐1)9-‐5-‐6-‐12-‐7-‐11(9)13-‐10/h1-‐7,13H AIFRHYZBTHREPW-‐UHFFFAOYSA-‐N
DEHYDROCHOLIC	  ACID 88.2282286 80.16285483 [C@@]1(C([H])([H])[H])(C(=O)C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])C(=O)C([H])([H])[C@]([H])(C([H])([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H34O5/c1-‐13(4-‐7-‐21(28)29)16-‐5-‐6-‐17-‐22-‐18(12-‐20(27)24(16,17)3)23(2)9-‐8-‐15(25)10-‐14(23)11-‐19(22)26/h13-‐14,16-‐18,22H,4-‐12H2,1-‐3H3,(H,28,29)/p-‐1/t13?,14-‐,16+,17?,18?,22?,23-‐,24+/m0/s1 OHXPGWPVLFPUSM-‐IWYXHJQRSA-‐M
HYDROCOTARNINE	  HYDROBROMIDE 89.75433979 99.81084544 c(C1([H])[H])(c(C([H])([H])C([H])([H])[NH+]1C([H])([H])[H])c([H])c(c23)OC([H])([H])O2)c3OC([H])([H])[H] InChI=1S/C12H15NO3/c1-‐13-‐4-‐3-‐8-‐5-‐10-‐12(16-‐7-‐15-‐10)11(14-‐2)9(8)6-‐13/h5H,3-‐4,6-‐7H2,1-‐2H3/p+1 XXANNZJIZQTCBP-‐UHFFFAOYSA-‐O

MEPARTRICIN 86.40318841 95.54608752
[C@@](O[H])(C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])C(=O)C([H])([H])C([H])(O[H])C([H])([H])C1=O)(C([H])([H])C2([H])O[H])OC([H])(C2([H])C(OC([H])([H])[H])=O)C([H])([H])C([H])(\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([
H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])(C([H])([H])[H])C([H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(O[H])C([H])([H])C(=O)c3c([H])c([H])c(c([H])c3[H])N([H])C([H])([H])[H])O1)O[C@]4([H])O[C@]([H])(C([H])([H])[H])[C@]([H])([C@]([H])([N+]([H])([H])[H])[C@]4([H])O[H])O[H]

InChI=1S/C60H88N2O19/c1-‐36-‐18-‐16-‐14-‐12-‐10-‐8-‐6-‐7-‐9-‐11-‐13-‐15-‐17-‐19-‐48(79-‐59-‐56(74)54(61)55(73)38(3)78-‐59)33-‐51-‐53(58(75)77-‐5)50(71)35-‐60(76,81-‐51)34-‐47(69)30-‐45(67)28-‐43(65)26-‐42(64)27-‐44(66)29-‐46(68)32-‐52(72)80-‐57(36)37(2)20-‐25-‐41(63)31-‐49(70)39-‐21-‐23-‐40(62-‐4)24-‐22-‐39/h6-‐
19,21-‐24,36-‐38,41-‐43,45-‐48,50-‐51,53-‐57,59,62-‐65,67-‐69,71,73-‐74,76H,20,25-‐35,61H2,1-‐5H3/p+1/b7-‐6+,10-‐8+,11-‐9+,14-‐12+,15-‐13+,18-‐16+,19-‐17+/t36?,37?,38-‐,41?,42?,43?,45?,46?,47?,48?,50?,51?,53?,54+,55-‐,56+,57?,59+,60-‐/m1/s1 GVEVTKSEPQUIJA-‐ZLVFJKBNSA-‐O

3-‐CHLORO-‐8beta-‐HYDROXYCARAPIN,	  3,8-‐HEMIACETAL 88.12334123 68.86375502 C(Cl)(C(C([H])([H])[H])(C([H])([H])[H])[C@]1([H])C([H])([H])C(OC([H])([H])[H])=O)(O2)C([H])(C([H])([H])[C@@]23C4([H])C([H])([H])C([H])([H])[C@]5(C([H])([H])[H])C3=C([H])C(=O)O[C@@]5([H])c6c([H])c([H])oc6[H])C([C@@]14C([H])([H])[H])=O InChI=1S/C27H31ClO7/c1-‐23(2)17(10-‐19(29)32-‐5)25(4)16-‐6-‐8-‐24(3)18(11-‐20(30)34-‐22(24)14-‐7-‐9-‐33-‐13-‐14)26(16)12-‐15(21(25)31)27(23,28)35-‐26/h7,9,11,13,15-‐17,22H,6,8,10,12H2,1-‐5H3/t15?,16?,17-‐,22-‐,24+,25+,26-‐,27?/m0/s1 FVXYCYOANPHZHB-‐ZSWFMMJVSA-‐N
KOPARIN	  2'-‐METHYL	  ETHER 96.23113469 85.61171024 C1(=C([H])Oc(c2C1=O)c([H])c(c([H])c2[H])[O-‐])c3c([H])c([H])c(c(O[H])c3OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C17H14O6/c1-‐21-‐13-‐6-‐5-‐10(17(22-‐2)16(13)20)12-‐8-‐23-‐14-‐7-‐9(18)3-‐4-‐11(14)15(12)19/h3-‐8,18,20H,1-‐2H3/p-‐1 WDHLJEOPUWGKKG-‐UHFFFAOYSA-‐M
EPIGALLOCATECHIN	  3,5-‐DIGALLATE 82.13951695 55.30684219 O1[C@]([H])(c(c([H])c2O[H])c([H])c(c2O[H])O[H])[C@]([H])(OC(=O)c(c([H])c3O[H])c([H])c(c3O[H])O[H])C([H])([H])c4c1c([H])c(O[H])c([H])c4OC(=O)c(c([H])c5O[H])c([H])c(c5O[H])[O-‐] InChI=1S/C29H22O15/c30-‐13-‐7-‐21-‐14(22(8-‐13)43-‐28(40)11-‐3-‐17(33)25(38)18(34)4-‐11)9-‐23(27(42-‐21)10-‐1-‐15(31)24(37)16(32)2-‐10)44-‐29(41)12-‐5-‐19(35)26(39)20(36)6-‐12/h1-‐8,23,27,30-‐39H,9H2/p-‐1/t23-‐,27-‐/m1/s1 RKUDRJTZBDEGNP-‐YIXXDRMTSA-‐M

CHOLESTAN-‐3beta,5alpha,6beta-‐TRIOL 93.53552936 90.41834329 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]([H])(C2([H])[H])O[H])[C@@]2(O[H])[C@@]([H])(C([H])([H])C([H])(C([H])([C@@]34C([H])([H])[H])C([H])([H])C([H])([H])C3([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C1([H])C([H])([H])C4([H])[H])O[H] InChI=1S/C27H48O3/c1-‐17(2)7-‐6-‐8-‐18(3)21-‐9-‐10-‐22-‐20-‐15-‐24(29)27(30)16-‐19(28)11-‐14-‐26(27,5)23(20)12-‐13-‐25(21,22)4/h17-‐24,28-‐30H,6-‐16H2,1-‐5H3/t18?,19-‐,20?,21?,22?,23?,24+,25+,26+,27-‐/m0/s1 YMMFNKXZULYSOQ-‐QETVQNBESA-‐N
SPAGLUMIC	  ACID 87.85063408 87.29754396 C(=O)([C@@]([H])(N([H])C(C([H])([H])[H])=O)C([H])([H])C([O-‐])=O)N([H])[C@@]([H])(C([H])([H])C([H])([H])C([O-‐])=O)C([O-‐])=O InChI=1S/C11H16N2O8/c1-‐5(14)12-‐7(4-‐9(17)18)10(19)13-‐6(11(20)21)2-‐3-‐8(15)16/h6-‐7H,2-‐4H2,1H3,(H,12,14)(H,13,19)(H,15,16)(H,17,18)(H,20,21)/p-‐3/t6-‐,7-‐/m0/s1 OPVPGKGADVGKTG-‐BQBZGAKWSA-‐K

CAPREOMYCIN	  SULFATE 80.84415797 89.75605147
C(=C([H])/N([H])C(N([H])[H])=O)(/C1=O)\N([H])C(=O)C([H])(C([H])([H])N([H])C(=O)C([H])([H])C([H])(C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])[N+]([H])([H])[H])N([H])C(=O)C([H])(C([H])([H])O[H])N([H])C(C([H])(N([H])[H])C([H])([H])N([H])C(=O)C([H])(C2([H])C([H])([H])C([H])([H])N([H])C(=[N+]([H]
)[H])N2[H])N1[H])=O

InChI=1S/C25H44N14O8/c26-‐4-‐1-‐2-‐11(27)6-‐17(41)32-‐8-‐14-‐20(43)35-‐15(9-‐34-‐25(30)47)21(44)39-‐18(13-‐3-‐5-‐31-‐24(29)38-‐13)23(46)33-‐7-‐12(28)19(42)37-‐16(10-‐40)22(45)36-‐14/h9,11-‐14,16,18,40H,1-‐8,10,26-‐
28H2,(H,32,41)(H,33,46)(H,35,43)(H,36,45)(H,37,42)(H,39,44)(H3,29,31,38)(H3,30,34,47)/p+3/b15-‐9+ JNIIDKODPGHQSS-‐OQLLNIDSSA-‐Q

PHENACYLAMINE	  HYDROCHLORIDE 95.89549512 77.38323614 C(C([H])([H])[N+]([H])([H])[H])(c1c([H])c([H])c([H])c([H])c1[H])=O InChI=1S/C8H9NO/c9-‐6-‐8(10)7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5H,6,9H2/p+1 HEQOJEGTZCTHCF-‐UHFFFAOYSA-‐O
beta-‐DIHYDROGEDUNOL 23.83787407 20.53652172 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C28H38O7/c1-‐15(29)33-‐20-‐13-‐18-‐24(2,3)19(30)8-‐10-‐25(18,4)17-‐7-‐11-‐26(5)21(16-‐9-‐12-‐32-‐14-‐16)34-‐23(31)22-‐28(26,35-‐22)27(17,20)6/h9,12,14,17-‐22,30H,7-‐8,10-‐11,13H2,1-‐6H3/t17?,18?,19-‐,20+,21-‐,22+,25+,26-‐,27-‐,28+/m0/s1 IVHWWYNBMIROCV-‐CNUJFAARSA-‐N 5.49 5.77
7,3'-‐DIMETHOXYFLAVONE 101.5699017 98.63678267 C(c1c([H])c([H])c([H])c(OC([H])([H])[H])c1[H])(O2)=C([H])C(c(c([H])c([H])c(OC([H])([H])[H])c3[H])c23)=O InChI=1S/C17H14O4/c1-‐19-‐12-‐5-‐3-‐4-‐11(8-‐12)16-‐10-‐15(18)14-‐7-‐6-‐13(20-‐2)9-‐17(14)21-‐16/h3-‐10H,1-‐2H3 GUHXVSRRBMHSSC-‐UHFFFAOYSA-‐N
DEHYDRODIHYDROROTENONE 95.68572038 89.81625982 C12=C(C([H])([H])Oc(c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c3[H])c13)Oc4c(c([H])c([H])c5c4C([H])([H])C([H])(O5)C([H])(C([H])([H])[H])C([H])([H])[H])C2=O InChI=1S/C23H22O6/c1-‐11(2)16-‐8-‐14-‐15(28-‐16)6-‐5-‐12-‐22(24)21-‐13-‐7-‐18(25-‐3)19(26-‐4)9-‐17(13)27-‐10-‐20(21)29-‐23(12)14/h5-‐7,9,11,16H,8,10H2,1-‐4H3 BHCBWJBSVOKHRJ-‐UHFFFAOYSA-‐N
STIGMASTA-‐4,22-‐DIEN-‐3-‐ONE 88.83657533 89.98685014 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])C1([H])C([H])(C([H])([H])[H])\C([H])=C([H])\[C@@]([H])(C([H])([H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C29H46O/c1-‐7-‐21(19(2)3)9-‐8-‐20(4)25-‐12-‐13-‐26-‐24-‐11-‐10-‐22-‐18-‐23(30)14-‐16-‐28(22,5)27(24)15-‐17-‐29(25,26)6/h8-‐9,18-‐21,24-‐27H,7,10-‐17H2,1-‐6H3/b9-‐8+/t20?,21-‐,24?,25?,26?,27?,28+,29-‐/m1/s1 MKGZDUKUQPPHFM-‐OMWJFKFJSA-‐N
BERGAPTEN 97.43733941 93.84018435 c1(c2OC([H])([H])[H])c(c([H])c3c2c([H])c([H])o3)OC(=O)C([H])=C1[H] InChI=1S/C12H8O4/c1-‐14-‐12-‐7-‐2-‐3-‐11(13)16-‐10(7)6-‐9-‐8(12)4-‐5-‐15-‐9/h2-‐6H,1H3 BGEBZHIAGXMEMV-‐UHFFFAOYSA-‐N
PHLORACETOPHENONE 92.97962632 72.11500576 c1(C(C([H])([H])[H])=O)c(O[H])c([H])c(c([H])c1O[H])[O-‐] InChI=1S/C8H8O4/c1-‐4(9)8-‐6(11)2-‐5(10)3-‐7(8)12/h2-‐3,10-‐12H,1H3/p-‐1 XLEYFDVVXLMULC-‐UHFFFAOYSA-‐M
FRAXIDIN	  METHYL	  ETHER 92.79082906 92.3851493 c1(OC([H])([H])[H])c(OC([H])([H])[H])c(OC([H])([H])[H])c([H])c(C([H])=C([H])C(=O)O2)c12 InChI=1S/C12H12O5/c1-‐14-‐8-‐6-‐7-‐4-‐5-‐9(13)17-‐10(7)12(16-‐3)11(8)15-‐2/h4-‐6H,1-‐3H3 RAYQKHLZHPFYEJ-‐UHFFFAOYSA-‐N

PROTOVERATRINE	  A 77.86011238 93.57928151
[C@](C([H])([H])C([H])([C@@]12O[H])C([H])(C([H])([H])[NH+]3C([H])([C@@]4(C([H])([H])[H])O[H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C3([H])[H])C4([H])[C@@]([H])(O[H])[C@]1([H])OC(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)(O5)([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C6([H])O
C(=O)[C@](C([H])([H])[H])(C([H])([H])C([H])([H])[H])O[H])C7([H])[C@]56O[H])C2([H])[C@@]([H])(C7([H])OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O

InChI=1S/C41H63NO14/c1-‐10-‐20(4)34(46)55-‐33-‐28(45)27-‐23(18-‐42-‐17-‐19(3)12-‐13-‐25(42)38(27,9)49)24-‐16-‐39-‐32(40(24,33)50)30(53-‐22(6)44)29(52-‐21(5)43)31-‐36(39,7)15-‐14-‐26(41(31,51)56-‐39)54-‐35(47)37(8,48)11-‐2/h19-‐20,23-‐33,45,48-‐51H,10-‐18H2,1-‐
9H3/p+1/t19?,20?,23?,24?,25?,26?,27?,28-‐,29?,30-‐,31?,32?,33+,36+,37+,38-‐,39-‐,40+,41-‐/m1/s1 HYTGGNIMZXFORS-‐LXFXJSOXSA-‐O

MAGNOCURARINE	  IODIDE 96.29406711 91.83323945 [N+](C([H])([H])[H])(C([H])([H])[H])(C([H])([H])C([H])([H])c(c12)c([H])c(c(O[H])c1[H])OC([H])([H])[H])[C@]2([H])C([H])([H])c(c([H])c([H])c3O[H])c([H])c3[H] InChI=1S/C19H23NO3/c1-‐20(2)9-‐8-‐14-‐11-‐19(23-‐3)18(22)12-‐16(14)17(20)10-‐13-‐4-‐6-‐15(21)7-‐5-‐13/h4-‐7,11-‐12,17H,8-‐10H2,1-‐3H3,(H-‐,21,22)/p+1/t17-‐/m1/s1 CLWOXNLVWMXBRD-‐QGZVFWFLSA-‐O
4'-‐METHOXYCHALCONE 93.50930752 100.4329984 C([H])(=C([H])\c1c([H])c([H])c([H])c([H])c1[H])/C(=O)c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H] InChI=1S/C16H14O2/c1-‐18-‐15-‐10-‐8-‐14(9-‐11-‐15)16(17)12-‐7-‐13-‐5-‐3-‐2-‐4-‐6-‐13/h2-‐12H,1H3/b12-‐7+ KJHHAPASNNVTSN-‐KPKJPENVSA-‐N
8-‐HYDROXYCARAPINIC	  ACID 78.38454922 73.891152 [C@@]1(O[H])(C([H])([H])[C@-‐](C(=O)C([C@]2([H])C([H])([H])C([O-‐])=O)(C([H])([H])[H])C([H])([H])[H])C([C@]23C([H])([H])[H])=O)C3([H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])C1=C([H])C(=O)O[C@@]4([H])c5c([H])c([H])oc5[H] InChI=1S/C26H29O8/c1-‐23(2)16(9-‐18(27)28)25(4)15-‐5-‐7-‐24(3)17(26(15,32)11-‐14(20(23)30)21(25)31)10-‐19(29)34-‐22(24)13-‐6-‐8-‐33-‐12-‐13/h6,8,10,12,15-‐16,22,32H,5,7,9,11H2,1-‐4H3,(H,27,28)/q-‐1/p-‐1/t15?,16-‐,22-‐,24-‐,25-‐,26+/m0/s1 PXCVQQUYBDLKBK-‐IZBNAOKTSA-‐M
3,6-‐DIMETHOXYFLAVONE 76.93185919 99.00806748 C1(OC([H])([H])[H])=C(c2c([H])c([H])c([H])c([H])c2[H])Oc(c([H])c([H])c(OC([H])([H])[H])c3[H])c3C1=O InChI=1S/C17H14O4/c1-‐19-‐12-‐8-‐9-‐14-‐13(10-‐12)15(18)17(20-‐2)16(21-‐14)11-‐6-‐4-‐3-‐5-‐7-‐11/h3-‐10H,1-‐2H3 BZKORUNDAHVLAO-‐UHFFFAOYSA-‐N
ESERINE 80.75500371 78.12580575 [C@](C([H])([H])[H])(C([H])([H])C([H])([H])[NH+]1C([H])([H])[H])(c(c([H])c(c([H])c2[H])OC(N([H])C([H])([H])[H])=O)c2N3C([H])([H])[H])[C@]13[H] InChI=1S/C15H21N3O2/c1-‐15-‐7-‐8-‐17(3)13(15)18(4)12-‐6-‐5-‐10(9-‐11(12)15)20-‐14(19)16-‐2/h5-‐6,9,13H,7-‐8H2,1-‐4H3,(H,16,19)/p+1/t13-‐,15+/m1/s1 PIJVFDBKTWXHHD-‐HIFRSBDPSA-‐O
ELLAGIC	  ACID 65.46766999 75.24583981 c(c(c([H])c(c1O[H])[O-‐])C2=O)(c13)c(c(C(=O)O3)c([H])c(c4O[H])O[H])c4O2 InChI=1S/C14H6O8/c15-‐5-‐1-‐3-‐7-‐8-‐4(14(20)22-‐11(7)9(5)17)2-‐6(16)10(18)12(8)21-‐13(3)19/h1-‐2,15-‐18H/p-‐1 AFSDNFLWKVMVRB-‐UHFFFAOYSA-‐M
ALANYL-‐dl-‐PHENYLALANINE 75.8357862 90.94014896 C(C([H])(C([H])([H])[H])[N+]([H])([H])[H])(=O)N([H])C([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])C([O-‐])=O InChI=1S/C12H16N2O3/c1-‐8(13)11(15)14-‐10(12(16)17)7-‐9-‐5-‐3-‐2-‐4-‐6-‐9/h2-‐6,8,10H,7,13H2,1H3,(H,14,15)(H,16,17) OMNVYXHOSHNURL-‐UHFFFAOYSA-‐N
3alpha-‐HYDROXY-‐3-‐DEOXYANGOLENSIC	  ACID	  METHYL	  ESTER 17.50267712 16.00082623 [C@@]1(C([H])([H])C(=O)O[C@@]2([H])c3c([H])c([H])oc3[H])(C(=C([H])[H])C([H])([C@@]4(C([H])([H])[H])[C@]([H])(C([H])([H])C([H])(O[H])C(C4([H])C([H])([H])C(OC([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H])O1)C([H])([H])C5([H])[H])[C@]25C([H])([H])[H] InChI=1S/C27H36O7/c1-‐15-‐17-‐7-‐9-‐25(4)23(16-‐8-‐10-‐32-‐14-‐16)33-‐22(30)13-‐27(15,25)34-‐20-‐12-‐19(28)24(2,3)18(26(17,20)5)11-‐21(29)31-‐6/h8,10,14,17-‐20,23,28H,1,7,9,11-‐13H2,2-‐6H3/t17?,18?,19?,20-‐,23-‐,25-‐,26+,27-‐/m0/s1 QFRUZVNPYYYLAN-‐BBJYNIMOSA-‐N
DIPROTIN	  B 62.4993575 73.58007554 N1(C([H])([H])C([H])([H])C([H])([H])[C@@]1([H])C(=O)N([H])[C@@]([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([O-‐])=O)C(=O)[C@]([H])(C([H])(C([H])([H])[H])C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C16H29N3O4/c1-‐9(2)8-‐11(16(22)23)18-‐14(20)12-‐6-‐5-‐7-‐19(12)15(21)13(17)10(3)4/h9-‐13H,5-‐8,17H2,1-‐4H3,(H,18,20)(H,22,23)/t11-‐,12-‐,13-‐/m0/s1 NHXZRXLFOBFMDM-‐AVGNSLFASA-‐N
PHENYLALANYLTYROSINE 68.59855789 78.58740308 C(=O)([C@@]([H])(N([H])[H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])N([H])[C@@]([H])(C([H])([H])c(c([H])c2[H])c([H])c([H])c2O[H])C([O-‐])=O InChI=1S/C18H20N2O4/c19-‐15(10-‐12-‐4-‐2-‐1-‐3-‐5-‐12)17(22)20-‐16(18(23)24)11-‐13-‐6-‐8-‐14(21)9-‐7-‐13/h1-‐9,15-‐16,21H,10-‐11,19H2,(H,20,22)(H,23,24)/p-‐1/t15-‐,16-‐/m0/s1 FSXRLASFHBWESK-‐HOTGVXAUSA-‐M
CADAVERINE	  TARTRATE 71.58260347 86.15358537 C([H])(O[H])(C([O-‐])=O)C([H])(O[H])C([O-‐])=O InChI=1S/C4H6O6/c5-‐1(3(7)8)2(6)4(9)10/h1-‐2,5-‐6H,(H,7,8)(H,9,10)/p-‐2 FEWJPZIEWOKRBE-‐UHFFFAOYSA-‐L
ZEARALENONE 91.51120318 55.89889093 C1(=O)O[C@@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C(C([H])([H])C([H])([H])C([H])([H])\C([H])=C([H])\c(c([H])c(O[H])c([H])c2O[H])c12)=O InChI=1S/C18H22O5/c1-‐12-‐6-‐5-‐9-‐14(19)8-‐4-‐2-‐3-‐7-‐13-‐10-‐15(20)11-‐16(21)17(13)18(22)23-‐12/h3,7,10-‐12,20-‐21H,2,4-‐6,8-‐9H2,1H3/b7-‐3+/t12-‐/m0/s1 MBMQEIFVQACCCH-‐QBODLPLBSA-‐N
OXFENDAZOLE 114.1721188 95.15473326 c1(N([H])C(OC([H])([H])[H])=O)n([H])c(c(c([H])c([H])c2S(c3c([H])c([H])c([H])c([H])c3[H])=O)n1)c2[H] InChI=1S/C15H13N3O3S/c1-‐21-‐15(19)18-‐14-‐16-‐12-‐8-‐7-‐11(9-‐13(12)17-‐14)22(20)10-‐5-‐3-‐2-‐4-‐6-‐10/h2-‐9H,1H3,(H2,16,17,18,19) BEZZFPOZAYTVHN-‐UHFFFAOYSA-‐N
BIFONAZOLE 115.6510307 121.064392 n(c([H])c([H])n1)(C([H])(c2c([H])c([H])c([H])c([H])c2[H])c(c([H])c3[H])c([H])c([H])c3c4c([H])c([H])c([H])c([H])c4[H])c1[H] InChI=1S/C22H18N2/c1-‐3-‐7-‐18(8-‐4-‐1)19-‐11-‐13-‐21(14-‐12-‐19)22(24-‐16-‐15-‐23-‐17-‐24)20-‐9-‐5-‐2-‐6-‐10-‐20/h1-‐17,22H OCAPBUJLXMYKEJ-‐UHFFFAOYSA-‐N
AMITRAZ 87.85587845 108.2099099 N(/c1c([H])c([H])c(c([H])c1C([H])([H])[H])C([H])([H])[H])=C([H])\N(C([H])([H])[H])\C([H])=N\c2c([H])c([H])c(c([H])c2C([H])([H])[H])C([H])([H])[H] InChI=1S/C19H23N3/c1-‐14-‐6-‐8-‐18(16(3)10-‐14)20-‐12-‐22(5)13-‐21-‐19-‐9-‐7-‐15(2)11-‐17(19)4/h6-‐13H,1-‐5H3/b20-‐12+,21-‐13+ QXAITBQSYVNQDR-‐ZIOPAAQOSA-‐N
PURPURIN 98.68025471 100.0918177 c12c(c(c(O[H])c([H])c1O[H])O[H])C(c3c(c([H])c([H])c([H])c3[H])C2=O)=O InChI=1S/C14H8O5/c15-‐8-‐5-‐9(16)14(19)11-‐10(8)12(17)6-‐3-‐1-‐2-‐4-‐7(6)13(11)18/h1-‐5,15-‐16,19H BBNQQADTFFCFGB-‐UHFFFAOYSA-‐N

GENETICIN 105.6290428 83.57466117
[C@]1([H])(O[C@@]([H])([C@]([H])(N([H])[H])C([H])([H])[C@]([H])(N([H])[H])C2([H])OC3([H])OC([H])([H])[C@]([C@]([H])([N+]([H])([H])C([H])([H])[H])[C@@]3([H])O[H])(C([H])([H])[H])O[H])[C@@]2([H])O[H])[C@]([H])([N+]([H])([H])[H])[C@@]([H])(O[H])[C@@]([H])([C@@]([H])(C([H])(C([H])([H])[H])
O[H])O1)O[H] InChI=1S/C20H40N4O10/c1-‐6(25)14-‐11(27)10(26)9(23)18(32-‐14)33-‐15-‐7(21)4-‐8(22)16(12(15)28)34-‐19-‐13(29)17(24-‐3)20(2,30)5-‐31-‐19/h6-‐19,24-‐30H,4-‐5,21-‐23H2,1-‐3H3/p+2/t6?,7-‐,8+,9-‐,10-‐,11+,12-‐,13-‐,14-‐,15+,16?,17-‐,18-‐,19?,20+/m1/s1 BRZYSWJRSDMWLG-‐WFDQBLTDSA-‐P

CHLOROPHYLLIDE	  Cu	  COMPLEX	  Na	  SALT 101.5122136 63.99691362 [Cu]1(N(C(C(=C2C([H])([H])[H])C([H])([H])C([H])([H])[H])=C3[H])C2=C4[H])(n(c5c(c6C([H])=C([H])[H])C([H])([H])[H])c46)N(C(=C5[H])C(=C7C([H])([H])C([H])([H])C(=O)[O-‐])C([H])([H])[H])C7=C8c(c(c9C([H])([H])[H])C(C8([H])C(=O)[O-‐])=O)n1c39
InChI=1S/C34H33N4O5.Cu/c1-‐7-‐18-‐14(3)21-‐11-‐23-‐16(5)20(9-‐10-‐27(39)40)31(37-‐23)29-‐30(34(42)43)33(41)28-‐17(6)24(38-‐32(28)29)13-‐26-‐19(8-‐2)15(4)22(36-‐26)12-‐25(18)35-‐21;/h7,11-‐13,30H,1,8-‐10H2,2-‐6H3,(H5-‐,35,36,37,38,39,40,41,42,43);/q-‐1;+4/p-‐5/b21-‐11-‐,22-‐12-‐,23-‐11-‐,24-‐13-‐,25-‐12-‐,26-‐13-‐
,31-‐29-‐; CAIDFDPKOGBHAT-‐RWBFWSMASA-‐I

ASPARTAME 115.0217065 85.37087686 C(=O)([C@@]([H])([N+]([H])([H])[H])C([H])([H])C([O-‐])=O)N([H])[C@@]([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])C(OC([H])([H])[H])=O InChI=1S/C14H18N2O5/c1-‐21-‐14(20)11(7-‐9-‐5-‐3-‐2-‐4-‐6-‐9)16-‐13(19)10(15)8-‐12(17)18/h2-‐6,10-‐11H,7-‐8,15H2,1H3,(H,16,19)(H,17,18)/t10-‐,11-‐/m0/s1 IAOZJIPTCAWIRG-‐QWRGUYRKSA-‐N
MILTEFOSINE 93.25233347 89.28441942 P(OC([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(OC([H])([H])C([H])([H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])(=O)[O-‐] InChI=1S/C21H46NO4P/c1-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐15-‐16-‐17-‐18-‐20-‐25-‐27(23,24)26-‐21-‐19-‐22(2,3)4/h5-‐21H2,1-‐4H3 PQLXHQMOHUQAKB-‐UHFFFAOYSA-‐N
CARBADOX 107.5642147 84.42761275 [n+]([O-‐])(c1c2c([H])c([H])c([H])c1[H])c(\C([H])=N\N([H])C(OC([H])([H])[H])=O)c([H])[n+]2[O-‐] InChI=1S/C11H10N4O4/c1-‐19-‐11(16)13-‐12-‐6-‐8-‐7-‐14(17)9-‐4-‐2-‐3-‐5-‐10(9)15(8)18/h2-‐7H,1H3,(H,13,16)/b12-‐6+ OVGGLBAWFMIPPY-‐WUXMJOGZSA-‐N
REBAMIPIDE 109.1952132 97.98452558 C(C([H])([H])C([H])(C([O-‐])=O)N([H])C(=O)c1c([H])c([H])c(c([H])c1[H])Cl)(c(c([H])c([H])c([H])c2[H])c23)=C([H])C(N3[H])=O InChI=1S/C19H15ClN2O4/c20-‐13-‐7-‐5-‐11(6-‐8-‐13)18(24)22-‐16(19(25)26)9-‐12-‐10-‐17(23)21-‐15-‐4-‐2-‐1-‐3-‐14(12)15/h1-‐8,10,16H,9H2,(H,21,23)(H,22,24)(H,25,26)/p-‐1 ALLWOAVDORUJLA-‐UHFFFAOYSA-‐M
DIBENZOYLMETHANE 118.3728578 129.7042898 C([H])([H])(C(c1c([H])c([H])c([H])c([H])c1[H])=O)C(c2c([H])c([H])c([H])c([H])c2[H])=O InChI=1S/C15H12O2/c16-‐14(12-‐7-‐3-‐1-‐4-‐8-‐12)11-‐15(17)13-‐9-‐5-‐2-‐6-‐10-‐13/h1-‐10H,11H2 NZZIMKJIVMHWJC-‐UHFFFAOYSA-‐N

TYLOSIN	  TARTRATE 110.7947456 101.245811
[C@@]([H])(O[C@@]1([H])[C@@]([H])(C([H])([H])C([H])=O)C([H])([H])[C@@]([H])(C([H])([H])[H])C(=O)\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\[C@]([H])(C([H])([H])O[C@]2([H])O[C@]([H])(C([H])([H])[H])[C@]([H])([C@@]([H])(OC([H])([H])[H])[C@@]2([H])OC([H])([H])[H])O[H])[C@@]([H])(C([H])([H]
)C([H])([H])[H])OC(=O)C([H])([H])[C@@]([H])(O[H])[C@]1([H])C([H])([H])[H])(O[C@]3([H])C([H])([H])[H])[C@]([H])(O[H])[C@]([H])([C@]3([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@]4(C([H])([H])[H])O[H])O[H])C4([H])[H])[NH+](C([H])([H])[H])C([H])([H])[H]

InChI=1S/C46H77NO17/c1-‐13-‐33-‐30(22-‐58-‐45-‐42(57-‐12)41(56-‐11)37(52)26(5)60-‐45)18-‐23(2)14-‐15-‐31(49)24(3)19-‐29(16-‐17-‐48)39(25(4)32(50)20-‐34(51)62-‐33)64-‐44-‐38(53)36(47(9)10)40(27(6)61-‐44)63-‐35-‐21-‐46(8,55)43(54)28(7)59-‐35/h14-‐15,17-‐18,24-‐30,32-‐33,35-‐45,50,52-‐55H,13,16,19-‐22H2,1-‐
12H3/p+1/b15-‐14+,23-‐18+/t24-‐,25+,26-‐,27-‐,28+,29+,30-‐,32-‐,33-‐,35+,36-‐,37-‐,38-‐,39-‐,40-‐,41-‐,42-‐,43+,44+,45-‐,46-‐/m1/s1 WBPYTXDJUQJLPQ-‐VMXQISHHSA-‐O

SARAFLOXACIN	  HYDROCHLORIDE 115.5671208 109.554563 C(C([O-‐])=O)(=C1[H])C(=O)c(c2N1c3c([H])c([H])c(c([H])c3[H])F)c([H])c(c(N(C([H])([H])C([H])([H])[N+]4([H])[H])C([H])([H])C4([H])[H])c2[H])F InChI=1S/C20H17F2N3O3/c21-‐12-‐1-‐3-‐13(4-‐2-‐12)25-‐11-‐15(20(27)28)19(26)14-‐9-‐16(22)18(10-‐17(14)25)24-‐7-‐5-‐23-‐6-‐8-‐24/h1-‐4,9-‐11,23H,5-‐8H2,(H,27,28) XBHBWNFJWIASRO-‐UHFFFAOYSA-‐N
6-‐AMINONICOTINAMIDE 108.6340658 103.1724782 c(c([H])c([H])c(n1)N([H])[H])(c1[H])C(N([H])[H])=O InChI=1S/C6H7N3O/c7-‐5-‐2-‐1-‐4(3-‐9-‐5)6(8)10/h1-‐3H,(H2,7,9)(H2,8,10) ZLWYEPMDOUQDBW-‐UHFFFAOYSA-‐N

RIFAXIMIN 81.07491018 63.34465653
c1(c(c(c2c3O[H])c(C(=O)[C@@](O4)(C([H])([H])[H])O\C([H])=C([H])\[C@]([H])(OC([H])([H])[H])[C@@]([H])(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)[C@@]([H])(C([H])(O[H])[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@@]([H])(C([H])([H])[H])\C([H])=C([H])\C([H])=C(\C([H])([H])[H])/C(=O)N5[
H])C([H])([H])[H])c4c(C([H])([H])[H])c2[O-‐])nc(c([H])c(C([H])([H])[H])c([H])c6[H])n16)c35

InChI=1S/C43H51N3O11/c1-‐19-‐14-‐16-‐46-‐28(18-‐19)44-‐32-‐29-‐30-‐37(50)25(7)40-‐31(29)41(52)43(9,57-‐40)55-‐17-‐15-‐27(54-‐10)22(4)39(56-‐26(8)47)24(6)36(49)23(5)35(48)20(2)12-‐11-‐13-‐21(3)42(53)45-‐33(34(32)46)38(30)51/h11-‐18,20,22-‐24,27,35-‐36,39,48-‐51H,1-‐10H3,(H,45,53)/p-‐1/b12-‐11+,17-‐
15+,21-‐13-‐/t20-‐,22+,23+,24+,27-‐,35-‐,36?,39+,43-‐/m0/s1 NZCRJKRKKOLAOJ-‐HQDKJBBOSA-‐M

FLAVOKAWAIN	  B 125.2010254 141.4148133 c1(C(=O)\C([H])=C([H])\c2c([H])c([H])c([H])c([H])c2[H])c(OC([H])([H])[H])c([H])c(c([H])c1O[H])OC([H])([H])[H] InChI=1S/C17H16O4/c1-‐20-‐13-‐10-‐15(19)17(16(11-‐13)21-‐2)14(18)9-‐8-‐12-‐6-‐4-‐3-‐5-‐7-‐12/h3-‐11,19H,1-‐2H3/b9-‐8+ QKQLSQLKXBHUSO-‐CMDGGOBGSA-‐N
ELAIDYLPHOSPHOCHOLINE 84.98196459 66.63604617 P(OC([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])\C([H])=C([H])\C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(OC([H])([H])C([H])([H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])(=O)[O-‐] InChI=1S/C23H48NO4P/c1-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐15-‐16-‐17-‐18-‐19-‐20-‐22-‐27-‐29(25,26)28-‐23-‐21-‐24(2,3)4/h12-‐13H,5-‐11,14-‐23H2,1-‐4H3/b13-‐12+ SLVOKEOPLJCHCQ-‐OUKQBFOZSA-‐N
SECURININE 115.3625904 92.41525347 [C@]12(C([H])([H])[C@]([H])(N3[C@]1([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H])C([H])=C4[H])C4=C([H])C(=O)O2 InChI=1S/C13H15NO2/c15-‐12-‐7-‐9-‐4-‐5-‐10-‐8-‐13(9,16-‐12)11-‐3-‐1-‐2-‐6-‐14(10)11/h4-‐5,7,10-‐11H,1-‐3,6,8H2/t10-‐,11-‐,13+/m1/s1 SWZMSZQQJRKFBP-‐WZRBSPASSA-‐N
DEOXYSAPPANONE	  B	  7,3'-‐DIMETHYL	  ETHER	  ACETATE 148.302468 122.7201215 c12c(c([H])c(OC([H])([H])[H])c([H])c1[H])OC([H])([H])C([H])(C([H])([H])c(c([H])c([H])c(c3OC(C([H])([H])[H])=O)OC([H])([H])[H])c3[H])C2=O InChI=1S/C20H20O6/c1-‐12(21)26-‐19-‐9-‐13(4-‐7-‐17(19)24-‐3)8-‐14-‐11-‐25-‐18-‐10-‐15(23-‐2)5-‐6-‐16(18)20(14)22/h4-‐7,9-‐10,14H,8,11H2,1-‐3H3 BXJAMTIXSSLKAH-‐UHFFFAOYSA-‐N
RILUZOLE 124.7919647 95.80699036 c1(N([H])[H])sc2c(c([H])c([H])c(c2[H])OC(F)(F)F)n1 InChI=1S/C8H5F3N2OS/c9-‐8(10,11)14-‐4-‐1-‐2-‐5-‐6(3-‐4)15-‐7(12)13-‐5/h1-‐3H,(H2,12,13) FTALBRSUTCGOEG-‐UHFFFAOYSA-‐N
INDOLE-‐3-‐CARBINOL 121.8970734 88.32108586 c(C([H])([H])O[H])(c1c(n2[H])c([H])c([H])c([H])c1[H])c2[H] InChI=1S/C9H9NO/c11-‐6-‐7-‐5-‐10-‐9-‐4-‐2-‐1-‐3-‐8(7)9/h1-‐5,10-‐11H,6H2 IVYPNXXAYMYVSP-‐UHFFFAOYSA-‐N
3,3'-‐DIINDOLYLMETHANE 110.0920002 101.6170959 c(c1c(n2[H])c([H])c([H])c([H])c1[H])(C([H])([H])c(c3c(n4[H])c([H])c([H])c([H])c3[H])c4[H])c2[H] InChI=1S/C17H14N2/c1-‐3-‐7-‐16-‐14(5-‐1)12(10-‐18-‐16)9-‐13-‐11-‐19-‐17-‐8-‐4-‐2-‐6-‐15(13)17/h1-‐8,10-‐11,18-‐19H,9H2 VFTRKSBEFQDZKX-‐UHFFFAOYSA-‐N
L-‐PHENYLALANINOL 101.5279467 77.20261109 C([H])([H])([C@@]([H])(C([H])([H])O[H])[N+]([H])([H])[H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C9H13NO/c10-‐9(7-‐11)6-‐8-‐4-‐2-‐1-‐3-‐5-‐8/h1-‐5,9,11H,6-‐7,10H2/p+1/t9-‐/m0/s1 STVVMTBJNDTZBF-‐VIFPVBQESA-‐O
4'-‐DEMETHYLEPIPODOPHYLLOTOXIN 69.61596535 42.52260314 C([H])(C([H])([H])OC1=O)([C@]([H])(O[H])c(c([H])c2c(c3[H])OC([H])([H])O2)c3[C@@]4([H])c(c([H])c5OC([H])([H])[H])c([H])c(c5O[H])OC([H])([H])[H])C14[H] InChI=1S/C21H20O8/c1-‐25-‐15-‐3-‐9(4-‐16(26-‐2)20(15)23)17-‐10-‐5-‐13-‐14(29-‐8-‐28-‐13)6-‐11(10)19(22)12-‐7-‐27-‐21(24)18(12)17/h3-‐6,12,17-‐19,22-‐23H,7-‐8H2,1-‐2H3/t12?,17-‐,18?,19-‐/m1/s1 YVCVYCSAAZQOJI-‐HASKHEDYSA-‐N
L-‐ALANINOL 103.9980442 73.38941578 [N+]([H])([H])([H])[C@]([H])(C([H])([H])[H])C([H])([H])O[H] InChI=1S/C3H9NO/c1-‐3(4)2-‐5/h3,5H,2,4H2,1H3/p+1/t3-‐/m1/s1 BKMMTJMQCTUHRP-‐GSVOUGTGSA-‐O
4-‐AMINOETHYLBENZENESULFONYL	  FLUORIDE	  HYDROCHLORIDE 100.0333017 71.73368623 S(F)(=O)(=O)c1c([H])c([H])c([H])c([H])c1C([H])([H])C([H])([H])[N+]([H])([H])[H] InChI=1S/C8H10FNO2S/c9-‐13(11,12)8-‐4-‐2-‐1-‐3-‐7(8)5-‐6-‐10/h1-‐4H,5-‐6,10H2/p+1 TZJAEGCLMLTGRJ-‐UHFFFAOYSA-‐O
VALERYL	  SALYCILATE 92.91144953 78.96872261 c1(c([H])c([H])c([H])c([H])c1OC(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)C([O-‐])=O InChI=1S/C12H14O4/c1-‐2-‐3-‐8-‐11(13)16-‐10-‐7-‐5-‐4-‐6-‐9(10)12(14)15/h4-‐7H,2-‐3,8H2,1H3,(H,14,15)/p-‐1 WJHZBTMHUNVIKC-‐UHFFFAOYSA-‐M
TRANILAST 71.26269701 55.58781447 c1(c([H])c([H])c([H])c([H])c1N([H])C(=O)\C([H])=C([H])\c(c([H])c([H])c(c2OC([H])([H])[H])OC([H])([H])[H])c2[H])C([O-‐])=O InChI=1S/C18H17NO5/c1-‐23-‐15-‐9-‐7-‐12(11-‐16(15)24-‐2)8-‐10-‐17(20)19-‐14-‐6-‐4-‐3-‐5-‐13(14)18(21)22/h3-‐11H,1-‐2H3,(H,19,20)(H,21,22)/p-‐1/b10-‐8+ NZHGWWWHIYHZNX-‐CSKARUKUSA-‐M
CEPHARANTHINE 125.1066268 91.94362142 c12c(c(c([H])c(OC([H])([H])O3)c13)C([H])([H])C([H])([H])[NH+]4C([H])([H])[H])[C@]4([H])C([H])([H])c(c([H])c5[H])c([H])c([H])c5Oc(c6OC([H])([H])[H])c([H])c(c([H])c6[H])C([H])([H])[C@]7([H])c(c8C([H])([H])C([H])([H])[NH+]7C([H])([H])[H])c([H])c(c(OC([H])([H])[H])c8[H])O2 InChI=1S/C37H38N2O6/c1-‐38-‐13-‐11-‐24-‐18-‐31(41-‐4)33-‐20-‐27(24)28(38)16-‐23-‐7-‐10-‐30(40-‐3)32(17-‐23)44-‐26-‐8-‐5-‐22(6-‐9-‐26)15-‐29-‐35-‐25(12-‐14-‐39(29)2)19-‐34-‐36(37(35)45-‐33)43-‐21-‐42-‐34/h5-‐10,17-‐20,28-‐29H,11-‐16,21H2,1-‐4H3/p+2/t28-‐,29+/m1/s1 YVPXVXANRNDGTA-‐WDYNHAJCSA-‐P
GINKGOLIC	  ACID 93.21562289 135.8555759 c1(c(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])\C([H])=C([H])/C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])c([H])c([H])c([H])c1O[H])C([O-‐])=O InChI=1S/C22H34O3/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐16-‐19-‐17-‐15-‐18-‐20(23)21(19)22(24)25/h7-‐8,15,17-‐18,23H,2-‐6,9-‐14,16H2,1H3,(H,24,25)/p-‐1/b8-‐7-‐ YXHVCZZLWZYHSA-‐FPLPWBNLSA-‐M

MADECASSIC	  ACID 33.81266266 69.25510927
C1(=C([H])C([H])([H])C2([H])[C@@]3(C([H])([H])[H])C([H])([H])[C@]([H])(C4([H])[C@]2(C([H])([H])[H])C([H])([H])[C@@]([H])(O[H])[C@@]([H])([C@@]4(C([H])([H])[H])C([H])([H])O[H])O[H])O[H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@](C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]5([
H])C([H])([H])[H])(C(O[H])=O)[C@]15[H] InChI=1S/C30H48O6/c1-‐16-‐9-‐10-‐30(25(35)36)12-‐11-‐28(5)18(22(30)17(16)2)7-‐8-‐21-‐26(3)13-‐20(33)24(34)27(4,15-‐31)23(26)19(32)14-‐29(21,28)6/h7,16-‐17,19-‐24,31-‐34H,8-‐15H2,1-‐6H3,(H,35,36)/t16-‐,17+,19-‐,20-‐,21?,22+,23?,24+,26-‐,27+,28-‐,29-‐,30+/m1/s1 PRAUVHZJPXOEIF-‐VGKQSNDQSA-‐N

OXICONAZOLE	  NITRATE 122.2694235 116.0470297 C(=N/OC([H])([H])c1c([H])c([H])c(c([H])c1Cl)Cl)(/C([H])([H])n(c([H])c([H])n2)c2[H])\c3c([H])c([H])c(c([H])c3Cl)Cl InChI=1S/C18H13Cl4N3O/c19-‐13-‐2-‐1-‐12(16(21)7-‐13)10-‐26-‐24-‐18(9-‐25-‐6-‐5-‐23-‐11-‐25)15-‐4-‐3-‐14(20)8-‐17(15)22/h1-‐8,11H,9-‐10H2/b24-‐18+ QRJJEGAJXVEBNE-‐HKOYGPOVSA-‐N
HUPERZINE	  A 101.2552396 93.8602538 [C@@]12([N+]([H])([H])[H])\C(=C([H])\C([H])([H])[H])\[C@@]([H])(C([H])=C(C([H])([H])[H])C1([H])[H])C([H])([H])C3=C2C([H])=C([H])C(N3[H])=O InChI=1S/C15H18N2O/c1-‐3-‐11-‐10-‐6-‐9(2)8-‐15(11,16)12-‐4-‐5-‐14(18)17-‐13(12)7-‐10/h3-‐6,10H,7-‐8,16H2,1-‐2H3,(H,17,18)/p+1/b11-‐3+/t10-‐,15+/m0/s1 ZRJBHWIHUMBLCN-‐YQEJDHNASA-‐O
PALMATINE 102.5925535 78.5974378 [n+](C([H])([H])C([H])([H])c(c12)c([H])c(c(OC([H])([H])[H])c1[H])OC([H])([H])[H])(c3[H])c2c([H])c(c([H])c([H])c(OC([H])([H])[H])c4OC([H])([H])[H])c34 InChI=1S/C21H22NO4/c1-‐23-‐18-‐6-‐5-‐13-‐9-‐17-‐15-‐11-‐20(25-‐3)19(24-‐2)10-‐14(15)7-‐8-‐22(17)12-‐16(13)21(18)26-‐4/h5-‐6,9-‐12H,7-‐8H2,1-‐4H3/q+1 QUCQEUCGKKTEBI-‐UHFFFAOYSA-‐N
DIALLYL	  SULFIDE 95.81682959 82.50094564 C([H])(C([H])([H])SC([H])([H])C([H])=C([H])[H])=C([H])[H] InChI=1S/C6H10S/c1-‐3-‐5-‐7-‐6-‐4-‐2/h3-‐4H,1-‐2,5-‐6H2 UBJVUCKUDDKUJF-‐UHFFFAOYSA-‐N
PERILLYL	  ALCOHOL 91.28569534 84.38747385 C(C([H])([H])[H])(=C([H])[H])C([H])(C([H])([H])C([H])([H])C(=C1[H])C([H])([H])O[H])C1([H])[H] InChI=1S/C10H16O/c1-‐8(2)10-‐5-‐3-‐9(7-‐11)4-‐6-‐10/h3,10-‐11H,1,4-‐7H2,2H3 NDTYTMIUWGWIMO-‐UHFFFAOYSA-‐N
AMLODIPINE	  BESYLATE 117.1666531 84.15667519 C(C(OC([H])([H])[H])=O)(=C(C([H])([H])[H])N([H])C(=C1C(OC([H])([H])C([H])([H])[H])=O)C([H])([H])OC([H])([H])C([H])([H])[N+]([H])([H])[H])C1([H])c2c([H])c([H])c([H])c([H])c2Cl InChI=1S/C20H25ClN2O5/c1-‐4-‐28-‐20(25)18-‐15(11-‐27-‐10-‐9-‐22)23-‐12(2)16(19(24)26-‐3)17(18)13-‐7-‐5-‐6-‐8-‐14(13)21/h5-‐8,17,23H,4,9-‐11,22H2,1-‐3H3/p+1 HTIQEAQVCYTUBX-‐UHFFFAOYSA-‐O
DIHYDROROBUSTIC	  ACID 70.94279054 73.61017971 C(c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])(C(=O)Oc(c23)c([H])c4c(C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])O4)c2OC([H])([H])[H])=C3[O-‐] InChI=1S/C22H22O6/c1-‐22(2)10-‐9-‐14-‐15(28-‐22)11-‐16-‐18(20(14)26-‐4)19(23)17(21(24)27-‐16)12-‐5-‐7-‐13(25-‐3)8-‐6-‐12/h5-‐8,11,23H,9-‐10H2,1-‐4H3/p-‐1 WJMJXJYEGROEHH-‐UHFFFAOYSA-‐M
2',beta-‐DIHYDROXYCHALCONE 97.74675714 95.04435129 C([H])(=C(/O[H])\c1c([H])c([H])c([H])c([H])c1[H])/C(=O)c2c([H])c([H])c([H])c([H])c2O[H] InChI=1S/C15H12O3/c16-‐13-‐9-‐5-‐4-‐8-‐12(13)15(18)10-‐14(17)11-‐6-‐2-‐1-‐3-‐7-‐11/h1-‐10,16-‐17H/b14-‐10-‐ AOJIJXJCNKMEET-‐UVTDQMKNSA-‐N
XANTHONE 131.4785343 123.7135593 C1(=O)c2c(c([H])c([H])c([H])c2[H])Oc(c([H])c([H])c([H])c3[H])c13 InChI=1S/C13H8O2/c14-‐13-‐9-‐5-‐1-‐3-‐7-‐11(9)15-‐12-‐8-‐4-‐2-‐6-‐10(12)13/h1-‐8H JNELGWHKGNBSMD-‐UHFFFAOYSA-‐N
LUNARINE 100.3532082 70.41913732 [C@](C([H])([H])C([H])([H])C(C1([H])[H])=O)(\C([H])=C([H])\C(=O)N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])C([H])([H])C([H])([H])N2[H])(c(c([H])c(c([H])c3[H])\C([H])=C([H])\C2=O)c3O4)[C@@]14[H] InChI=1S/C25H31N3O4/c29-‐19-‐8-‐10-‐25-‐11-‐9-‐24(31)27-‐14-‐2-‐1-‐12-‐26-‐13-‐3-‐15-‐28-‐23(30)7-‐5-‐18-‐4-‐6-‐21(20(25)16-‐18)32-‐22(25)17-‐19/h4-‐7,9,11,16,22,26H,1-‐3,8,10,12-‐15,17H2,(H,27,31)(H,28,30)/p+1/b7-‐5+,11-‐9+/t22-‐,25+/m1/s1 YIWJEBPTHXRHQF-‐LLMLIWGDSA-‐O
GINKGETIN,	  K	  salt 46.72429753 46.44618043 c12c(c(c([H])c(O[H])c1c3c(OC([H])([H])[H])c([H])c([H])c(c3[H])C(Oc(c([H])c(OC([H])([H])[H])c([H])c4O[H])c4C5=O)=C5[H])[O-‐])C(C([H])=C(c6c([H])c([H])c(c([H])c6[H])[O-‐])O2)=O InChI=1S/C32H22O10/c1-‐39-‐18-‐10-‐20(34)30-‐23(37)13-‐27(41-‐28(30)11-‐18)16-‐5-‐8-‐25(40-‐2)19(9-‐16)29-‐21(35)12-‐22(36)31-‐24(38)14-‐26(42-‐32(29)31)15-‐3-‐6-‐17(33)7-‐4-‐15/h3-‐14,33-‐36H,1-‐2H3/p-‐2 AIFCFBUSLAEIBR-‐UHFFFAOYSA-‐L
4,7-‐DIMETHOXYFLAVONE 87.06922319 91.89344779 C(c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])(O2)=C([H])C(c(c([H])c([H])c(OC([H])([H])[H])c3[H])c23)=O InChI=1S/C17H14O4/c1-‐19-‐12-‐5-‐3-‐11(4-‐6-‐12)16-‐10-‐15(18)14-‐8-‐7-‐13(20-‐2)9-‐17(14)21-‐16/h3-‐10H,1-‐2H3 LGTXUFBDCDFQIU-‐UHFFFAOYSA-‐N
PISCIDIC	  ACID 90.36793088 92.25469788 [C@](O[H])(C([H])([H])c(c([H])c1[H])c([H])c([H])c1O[H])(C([O-‐])=O)[C@@]([H])(O[H])C([O-‐])=O InChI=1S/C11H12O7/c12-‐7-‐3-‐1-‐6(2-‐4-‐7)5-‐11(18,10(16)17)8(13)9(14)15/h1-‐4,8,12-‐13,18H,5H2,(H,14,15)(H,16,17)/p-‐2/t8-‐,11-‐/m0/s1 TUODPMGCCJSJRH-‐KWQFWETISA-‐L
AVOCATIN	  A 99.59801917 125.1485249 C(C([H])([H])[H])(OC([H])([H])C([H])(O[H])C([H])([H])C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])=C([H])[H])O[H])=O InChI=1S/C19H36O4/c1-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐18(21)15-‐19(22)16-‐23-‐17(2)20/h3,18-‐19,21-‐22H,1,4-‐16H2,2H3 NLBYRERHXBTBBR-‐UHFFFAOYSA-‐N
AZELASTINE	  HYDROCHLORIDE 134.8506632 43.4457978 N1(C([H])(C([H])([H])C([H])([H])C([H])([H])[NH+]2C([H])([H])[H])C([H])([H])C2([H])[H])C(=O)c3c(C(C([H])([H])c(c([H])c([H])c4Cl)c([H])c4[H])=N1)c([H])c([H])c([H])c3[H] InChI=1S/C22H24ClN3O/c1-‐25-‐13-‐4-‐5-‐18(12-‐14-‐25)26-‐22(27)20-‐7-‐3-‐2-‐6-‐19(20)21(24-‐26)15-‐16-‐8-‐10-‐17(23)11-‐9-‐16/h2-‐3,6-‐11,18H,4-‐5,12-‐15H2,1H3/p+1 MBUVEWMHONZEQD-‐UHFFFAOYSA-‐O
3-‐ISOBUTYL-‐1-‐METHYLXANTHINE	  (IBMX) 85.37004785 102.1991099 N1(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])c(n([H])c([H])n2)c2C(N(C([H])([H])[H])C1=O)=O InChI=1S/C10H14N4O2/c1-‐6(2)4-‐14-‐8-‐7(11-‐5-‐12-‐8)9(15)13(3)10(14)16/h5-‐6H,4H2,1-‐3H3,(H,11,12) APIXJSLKIYYUKG-‐UHFFFAOYSA-‐N
8,2'-‐DIMETHOXYFLAVONE 107.968031 107.256611 C1(c2c([H])c([H])c([H])c([H])c2OC([H])([H])[H])=C([H])C(=O)c(c3O1)c([H])c([H])c([H])c3OC([H])([H])[H] InChI=1S/C17H14O4/c1-‐19-‐14-‐8-‐4-‐3-‐6-‐12(14)16-‐10-‐13(18)11-‐7-‐5-‐9-‐15(20-‐2)17(11)21-‐16/h3-‐10H,1-‐2H3 ZLUNDKGGMHFJPK-‐UHFFFAOYSA-‐N

CAPSANTHIN 102.0995829 79.45038939
C1(\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C([H])=C(/C([H])([H])[H])\C([H])=C([H])\C([H])=C(/C([H])([H])[H])\C([H])=C([H])\C(=O)[C@]2(C([H])([H])[H])C([H])([H])[C@]([H])(C([H])([H])C2(C([H])([H])[H])C([H])([H])[H])O[H])=C(C([H])([H])[H])C([H])([H]
)[C@@]([H])(O[H])C([H])([H])C1(C([H])([H])[H])C([H])([H])[H] InChI=1S/C40H56O3/c1-‐29(17-‐13-‐19-‐31(3)21-‐23-‐36-‐33(5)25-‐34(41)26-‐38(36,6)7)15-‐11-‐12-‐16-‐30(2)18-‐14-‐20-‐32(4)22-‐24-‐37(43)40(10)28-‐35(42)27-‐39(40,8)9/h11-‐24,34-‐35,41-‐42H,25-‐28H2,1-‐10H3/b12-‐11+,17-‐13+,18-‐14+,23-‐21+,24-‐22+,29-‐15+,30-‐16+,31-‐19+,32-‐20+/t34-‐,35+,40+/m1/s1 VYIRVAXUEZSDNC-‐RDJLEWNRSA-‐N

DOBUTAMINE	  HYDROCHLORIDE 105.8230844 91.62251023 c1(O[H])c([H])c(C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])c2c([H])c([H])c([H])c(O[H])c2[H])c([H])c([H])c1[O-‐] InChI=1S/C18H23NO3/c1-‐13(9-‐15-‐3-‐2-‐4-‐16(20)10-‐15)12-‐19-‐8-‐7-‐14-‐5-‐6-‐17(21)18(22)11-‐14/h2-‐6,10-‐11,13,19-‐22H,7-‐9,12H2,1H3 GUTBEOXGILVYQP-‐UHFFFAOYSA-‐N
4'-‐HYDROXYCHALCONE 130.4873487 132.172832 C([H])(=C([H])\c1c([H])c([H])c([H])c([H])c1[H])/C(=O)c2c([H])c([H])c(c([H])c2[H])O[H] InChI=1S/C15H12O2/c16-‐14-‐9-‐7-‐13(8-‐10-‐14)15(17)11-‐6-‐12-‐4-‐2-‐1-‐3-‐5-‐12/h1-‐11,16H/b11-‐6+ UAHGNXFYLAJDIN-‐IZZDOVSWSA-‐N
BISABOLOL 97.78346772 83.39403612 C([H])(C1([H])[H])=C(C([H])([H])[H])C([H])([H])C([H])([H])C1([H])[C@](C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])O[H] InChI=1S/C15H26O/c1-‐12(2)6-‐5-‐11-‐15(4,16)14-‐9-‐7-‐13(3)8-‐10-‐14/h6-‐7,14,16H,5,8-‐11H2,1-‐4H3/t14?,15-‐/m0/s1 RGZSQWQPBWRIAQ-‐LOACHALJSA-‐N
CHRYSANTHEMIC	  ACID,	  ETHYL	  ESTER 89.35576779 83.17327218 C1(C([H])([H])[H])(C([H])([H])[H])C([H])(C1([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C12H20O2/c1-‐6-‐14-‐11(13)10-‐9(7-‐8(2)3)12(10,4)5/h7,9-‐10H,6H2,1-‐5H3 VIMXTGUGWLAOFZ-‐UHFFFAOYSA-‐N
TRIFLURIDINE 84.34739602 64.99035135 N1(C([H])=C(C(F)(F)F)C(N([H])C1=O)=O)C2([H])C([H])([H])[C@@]([H])([C@@]([H])(C([H])([H])O[H])O2)O[H] InChI=1S/C10H11F3N2O5/c11-‐10(12,13)4-‐2-‐15(9(19)14-‐8(4)18)7-‐1-‐5(17)6(3-‐16)20-‐7/h2,5-‐7,16-‐17H,1,3H2,(H,14,18,19)/t5-‐,6+,7?/m0/s1 VSQQQLOSPVPRAZ-‐GFCOJPQKSA-‐N
MUCRONULATOL(+/-‐) 87.7300136 87.16709254 c1(OC([H])([H])[H])c(c([H])c([H])c(OC([H])([H])[H])c1O[H])C([H])(C([H])([H])O2)C([H])([H])c(c23)c([H])c([H])c(O[H])c3[H] InChI=1S/C17H18O5/c1-‐20-‐14-‐6-‐5-‐13(17(21-‐2)16(14)19)11-‐7-‐10-‐3-‐4-‐12(18)8-‐15(10)22-‐9-‐11/h3-‐6,8,11,18-‐19H,7,9H2,1-‐2H3 NUNFZNIXYWTZMW-‐UHFFFAOYSA-‐N

LANOSTEROL	  ACETATE 93.79250341 54.67465454
[C@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C3=C1C([H])([H])C([H])([H])C4([H])C3(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C
([H])([H])[H] InChI=1S/C32H52O2/c1-‐21(2)11-‐10-‐12-‐22(3)24-‐15-‐19-‐32(9)26-‐13-‐14-‐27-‐29(5,6)28(34-‐23(4)33)17-‐18-‐30(27,7)25(26)16-‐20-‐31(24,32)8/h11,22,24,27-‐28H,10,12-‐20H2,1-‐9H3/t22?,24?,27?,28-‐,30?,31+,32-‐/m0/s1 BQPPJGMMIYJVBR-‐GYKJOOKPSA-‐N

d,l-‐threo-‐3-‐HYDROXYASPARTIC	  ACID 82.90519473 70.1682692 C([H])([N+]([H])([H])[H])(C([O-‐])=O)C([H])(O[H])C([O-‐])=O InChI=1S/C4H7NO5/c5-‐1(3(7)8)2(6)4(9)10/h1-‐2,6H,5H2,(H,7,8)(H,9,10)/p-‐1 YYLQUHNPNCGKJQ-‐UHFFFAOYSA-‐M
2-‐HYDROXY-‐3,4-‐DIMETHOXYBENZOIC	  ACID 82.77932989 82.39056367 c1(c([H])c([H])c(c(OC([H])([H])[H])c1O[H])OC([H])([H])[H])C([O-‐])=O InChI=1S/C9H10O5/c1-‐13-‐6-‐4-‐3-‐5(9(11)12)7(10)8(6)14-‐2/h3-‐4,10H,1-‐2H3,(H,11,12)/p-‐1 CJFQIVAOBBTJCI-‐UHFFFAOYSA-‐M
HAEMATOMMIC	  ACID 81.49970401 54.97569628 c1(C([O-‐])=O)c(C([H])([H])[H])c([H])c(c(C([H])=O)c1O[H])O[H] InChI=1S/C9H8O5/c1-‐4-‐2-‐6(11)5(3-‐10)8(12)7(4)9(13)14/h2-‐3,11-‐12H,1H3,(H,13,14)/p-‐1 KCOOTJRKKIDHTM-‐UHFFFAOYSA-‐M
TRIADIMEFON 87.2999754 75.78771494 C([H])(Oc(c([H])c1[H])c([H])c([H])c1Cl)(C(=O)C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])n(c2[H])nc([H])n2 InChI=1S/C14H16ClN3O2/c1-‐14(2,3)12(19)13(18-‐9-‐16-‐8-‐17-‐18)20-‐11-‐6-‐4-‐10(15)5-‐7-‐11/h4-‐9,13H,1-‐3H3 WURBVZBTWMNKQT-‐UHFFFAOYSA-‐N
ISOPEONOL 84.86658849 60.41451697 c1(C(C([H])([H])[H])=O)c([H])c([H])c(c([H])c1OC([H])([H])[H])O[H] InChI=1S/C9H10O3/c1-‐6(10)8-‐4-‐3-‐7(11)5-‐9(8)12-‐2/h3-‐5,11H,1-‐2H3 XPHIPEXPAGCEBM-‐UHFFFAOYSA-‐N
STROPHANTHIDIN 88.86279717 71.1918111 [C@@]1(O[H])(C([H])([H])C([H])([H])C2([H])C(C([H])([H])OC3=O)=C3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])[C@]([C@@]45C([H])=O)(O[H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[H] InChI=1S/C23H32O6/c1-‐20-‐6-‐3-‐17-‐18(4-‐8-‐22(27)11-‐15(25)2-‐7-‐21(17,22)13-‐24)23(20,28)9-‐5-‐16(20)14-‐10-‐19(26)29-‐12-‐14/h10,13,15-‐18,25,27-‐28H,2-‐9,11-‐12H2,1H3/t15-‐,16?,17?,18?,20+,21-‐,22-‐,23-‐/m0/s1 ODJLBQGVINUMMR-‐VJHNTTCYSA-‐N
METACETAMOL 79.17120447 66.38517806 C(C([H])([H])[H])(=O)N([H])c1c([H])c([H])c([H])c(O[H])c1[H] InChI=1S/C8H9NO2/c1-‐6(10)9-‐7-‐3-‐2-‐4-‐8(11)5-‐7/h2-‐5,11H,1H3,(H,9,10) QLNWXBAGRTUKKI-‐UHFFFAOYSA-‐N
1,3-‐DIDEACETYLDEOXYKHIVORIN 50.83063794 31.10308664 C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])[C@@]([H])(O[H])C([H])([H])[C@@]([H])(O[H])C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C28H38O7/c1-‐15(29)34-‐22-‐11-‐18-‐25(2,3)20(30)13-‐21(31)27(18,5)17-‐7-‐9-‐26(4)19(28(17,22)6)12-‐23(32)35-‐24(26)16-‐8-‐10-‐33-‐14-‐16/h8,10,12,14,17-‐18,20-‐22,24,30-‐31H,7,9,11,13H2,1-‐6H3/t17?,18?,20-‐,21+,22-‐,24-‐,26-‐,27+,28+/m1/s1 UWNQSONNONTGTF-‐LTZHBOCPSA-‐N

GARCINOLIC	  ACID 3.626078479 30.60135041
C1(C2([H])C(O[C@@]1(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([O-‐])=O)C([O-‐
])=O)(C([H])([H])[H])C([H])([H])[H])(Oc(c3C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(C4=O)c(c5c3OC(C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])=C5[H])O[H])C4=C([H])C([H])([H])C2([H])[H] InChI=1S/C38H46O9/c1-‐21(2)11-‐10-‐18-‐36(8)19-‐17-‐24-‐29(39)28-‐30(40)26-‐12-‐9-‐13-‐27-‐35(6,7)47-‐37(34(43)44,20-‐16-‐23(5)33(41)42)38(26,27)46-‐32(28)25(31(24)45-‐36)15-‐14-‐22(3)4/h11-‐12,14,16-‐17,19,27,39H,9-‐10,13,15,18,20H2,1-‐8H3,(H,41,42)(H,43,44)/p-‐2/b23-‐16+/t27?,36?,37-‐,38?/m0/s1 VDSCKSOYNLTQSY-‐VGJPRPLGSA-‐L 5.65 5.93

HYDROLYSIS	  PRODUCT	  OF	  BUSSEIN 78.08037585 52.2863901
[C@@](OC1(O2)C([H])([H])[H])([C@]([H])(O[H])C3([H])O[H])([C@](C([H])([H])[H])([C@@]4([H])C([H])([H])C([O-‐
])=O)C(O1)(C([H])([H])C45C([H])([H])[H])[C@](C5([H])O[H])([C@@]6([H])O[H])O[H])[C@]26C([H])([C@@]37C([H])([H])[H])\C(=C(\O[H])/C([H])(C([H])([H])[H])C([H])([H])[H])\C(O[C@@]7([H])c8c([H])c([H])oc8[H])=O

InChI=1S/C32H40O14/c1-‐12(2)17(35)16-‐18-‐26(4,21(43-‐22(16)38)13-‐7-‐8-‐42-‐10-‐13)19(36)20(37)32-‐27(5)14(9-‐15(33)34)25(3)11-‐29(27)30(41,23(25)39)24(40)31(18,32)45-‐28(6,44-‐29)46-‐32/h7-‐8,10,12,14,18-‐21,23-‐24,35-‐37,39-‐41H,9,11H2,1-‐6H3,(H,33,34)/p-‐1/b17-‐16-‐/t14-‐,18?,19?,20+,21-‐
,23?,24+,25?,26-‐,27+,28?,29?,30-‐,31+,32-‐/m0/s1 FLRUCNJMPLRHQE-‐MYAXKPMNSA-‐M

TOTAROL-‐19-‐CARBOXYLIC	  ACID 80.84940234 61.15708658 C1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C2(C([H])([H])[H])C(O[H])=O)C2([H])C([H])([H])C([H])([H])c3c1c([H])c([H])c(c3C([H])(C([H])([H])[H])C([H])([H])[H])O[H] InChI=1S/C20H28O3/c1-‐12(2)17-‐13-‐6-‐9-‐16-‐19(3,14(13)7-‐8-‐15(17)21)10-‐5-‐11-‐20(16,4)18(22)23/h7-‐8,12,16,21H,5-‐6,9-‐11H2,1-‐4H3,(H,22,23) ODFSGGBGOKCJFA-‐UHFFFAOYSA-‐N
BUDDLEOFLAVONOLOSIDE 212.4253597 69.1447273 c12c(c([H])c(O[C@@]3([H])O[C@]([H])(C([H])([H])O[C@]4([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]4([H])O[H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])c([H])c1[O-‐])OC(=C([H])C2=O)c5c([H])c([H])c(c([H])c5[H])OC([H])([H])[H] InChI=1S/C28H32O14/c1-‐11-‐21(31)23(33)25(35)27(39-‐11)38-‐10-‐19-‐22(32)24(34)26(36)28(42-‐19)40-‐14-‐7-‐15(29)20-‐16(30)9-‐17(41-‐18(20)8-‐14)12-‐3-‐5-‐13(37-‐2)6-‐4-‐12/h3-‐9,11,19,21-‐29,31-‐36H,10H2,1-‐2H3/p-‐1/t11-‐,19+,21-‐,22+,23+,24-‐,25+,26+,27+,28-‐/m0/s1 YFVGIJBUXMQFOF-‐JCXAZDOFSA-‐M
ETHYL	  EVERNINATE 102.5873091 111.0597716 c1(C(OC([H])([H])C([H])([H])[H])=O)c(C([H])([H])[H])c([H])c(c([H])c1O[H])OC([H])([H])[H] InChI=1S/C11H14O4/c1-‐4-‐15-‐11(13)10-‐7(2)5-‐8(14-‐3)6-‐9(10)12/h5-‐6,12H,4H2,1-‐3H3 PJOOIAZRUIIQMU-‐UHFFFAOYSA-‐N
RUTILANTINONE 99.74486148 74.9146939 c(c1O[H])(c(c([H])c2c1[C@@]([H])(O[H])C([H])([H])[C@@]([C@]2([H])C(OC([H])([H])[H])=O)(C([H])([H])C([H])([H])[H])O[H])C(=O)c(c34)c(O[H])c([H])c([H])c3O[H])C4=O InChI=1S/C22H20O9/c1-‐3-‐22(30)7-‐12(25)13-‐8(17(22)21(29)31-‐2)6-‐9-‐14(19(13)27)20(28)16-‐11(24)5-‐4-‐10(23)15(16)18(9)26/h4-‐6,12,17,23-‐25,27,30H,3,7H2,1-‐2H3/t12-‐,17-‐,22+/m0/s1 RWCVSDKDFSVZNF-‐KRYGIPSASA-‐N
AGELASINE	  (stereochemistry	  of	  diterpene	  unknown) 93.90787951 56.98264118 [n+]1(C([H])([H])[H])c([H])n(c(nc([H])nc2N([H])[H])c12)C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])C3(C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C4(C([H])([H])[H])C3([H])C([H])([H])C([H])([H])C([H])=C4C([H])([H])[H] InChI=1S/C26H40N5/c1-‐18(12-‐15-‐31-‐17-‐30(6)22-‐23(27)28-‐16-‐29-‐24(22)31)10-‐13-‐25(4)20(3)11-‐14-‐26(5)19(2)8-‐7-‐9-‐21(25)26/h8,12,16-‐17,20-‐21H,7,9-‐11,13-‐15H2,1-‐6H3,(H2,27,28,29)/q+1/b18-‐12+ NALGSOQQUZLOIK-‐LDADJPATSA-‐N
KOBUSONE 84.64108065 64.4785804 [C@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])[C@]([H])(O1)C([H])([H])C([H])([H])C([C@@]([H])(C([H])([H])C3(C([H])([H])[H])C([H])([H])[H])[C@@]23[H])=O InChI=1S/C14H22O2/c1-‐13(2)8-‐9-‐10(13)6-‐7-‐14(3)12(16-‐14)5-‐4-‐11(9)15/h9-‐10,12H,4-‐8H2,1-‐3H3/t9-‐,10+,12+,14+/m0/s1 UETZJEZFLKASPR-‐UZWIWUQPSA-‐N
LARIXOL 78.25868438 48.60364621 C1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C2(C([H])([H])[H])C([H])([H])[H])C2([H])[C@@]([H])(O[H])C([H])([H])C(=C([H])[H])C1([H])C([H])([H])C([H])([H])[C@](C([H])([H])[H])(O[H])C([H])=C([H])[H] InChI=1S/C20H34O2/c1-‐7-‐19(5,22)12-‐9-‐15-‐14(2)13-‐16(21)17-‐18(3,4)10-‐8-‐11-‐20(15,17)6/h7,15-‐17,21-‐22H,1-‐2,8-‐13H2,3-‐6H3/t15?,16-‐,17?,19+,20?/m0/s1 CLGDBTZPPRVUII-‐USQYZIDUSA-‐N
OXCARBAZEPINE 85.10258506 71.50288757 N1(c2c(c([H])c([H])c([H])c2[H])C([H])([H])C(=O)c(c([H])c([H])c([H])c3[H])c13)C(N([H])[H])=O InChI=1S/C15H12N2O2/c16-‐15(19)17-‐12-‐7-‐3-‐1-‐5-‐10(12)9-‐14(18)11-‐6-‐2-‐4-‐8-‐13(11)17/h1-‐8H,9H2,(H2,16,19) CTRLABGOLIVAIY-‐UHFFFAOYSA-‐N



ASARYLALDEHYDE 59.17442797 48.71402817 c(C([H])=O)(c([H])c(OC([H])([H])[H])c(c1[H])OC([H])([H])[H])c1OC([H])([H])[H] InChI=1S/C10H12O4/c1-‐12-‐8-‐5-‐10(14-‐3)9(13-‐2)4-‐7(8)6-‐11/h4-‐6H,1-‐3H3 IAJBQAYHSQIQRE-‐UHFFFAOYSA-‐N
PREGABALIN 101.4020819 120.5827252 C([O-‐])(C([H])([H])[C@]([H])(C([H])([H])[N+]([H])([H])[H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=O InChI=1S/C8H17NO2/c1-‐6(2)3-‐7(5-‐9)4-‐8(10)11/h6-‐7H,3-‐5,9H2,1-‐2H3,(H,10,11)/t7-‐/m1/s1 AYXYPKUFHZROOJ-‐SSDOTTSWSA-‐N
PINOSYLVIN	  METHYL	  ETHER 91.50071444 456.9567259 C([H])(/c(c([H])c1OC([H])([H])[H])c([H])c(c1[H])O[H])=C([H])\c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C15H14O2/c1-‐17-‐15-‐10-‐13(9-‐14(16)11-‐15)8-‐7-‐12-‐5-‐3-‐2-‐4-‐6-‐12/h2-‐11,16H,1H3/b8-‐7+ JVIXPWIEOVZVJC-‐BQYQJAHWSA-‐N
HYDROXYPROGESTERONE 111.3768705 106.5943192 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1(O[H])C(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C21H30O3/c1-‐13(22)21(24)11-‐8-‐18-‐16-‐5-‐4-‐14-‐12-‐15(23)6-‐9-‐19(14,2)17(16)7-‐10-‐20(18,21)3/h12,16-‐18,24H,4-‐11H2,1-‐3H3/t16?,17?,18?,19-‐,20-‐,21-‐/m0/s1 DBPWSSGDRRHUNT-‐AYUYWISESA-‐N
HYDROXYTOLUIC	  ACID 110.1916432 125.2488721 c1(c([H])c([H])c([H])c(C([H])([H])[H])c1O[H])C([O-‐])=O InChI=1S/C8H8O3/c1-‐5-‐3-‐2-‐4-‐6(7(5)9)8(10)11/h2-‐4,9H,1H3,(H,10,11)/p-‐1 WHSXTWFYRGOBGO-‐UHFFFAOYSA-‐M
TRANDOLAPRIL 102.1048272 118.003801 N1(C2([H])C([H])(C([H])([H])[C@@]1([H])C([O-‐])=O)C([H])([H])C([H])([H])C([H])([H])C2([H])[H])C(=O)[C@@]([H])(C([H])([H])[H])N([H])[C@@]([H])(C([H])([H])C([H])([H])c3c([H])c([H])c([H])c([H])c3[H])C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C24H34N2O5/c1-‐3-‐31-‐24(30)19(14-‐13-‐17-‐9-‐5-‐4-‐6-‐10-‐17)25-‐16(2)22(27)26-‐20-‐12-‐8-‐7-‐11-‐18(20)15-‐21(26)23(28)29/h4-‐6,9-‐10,16,18-‐21,25H,3,7-‐8,11-‐15H2,1-‐2H3,(H,28,29)/p-‐1/t16-‐,18?,19+,20?,21+/m1/s1 VXFJYXUZANRPDJ-‐UPUXWEDPSA-‐M
3-‐HYDROXY-‐3',4'-‐DIMETHOXYFLAVONE 106.3265438 119.6394611 C(c1c([H])c([H])c(c(OC([H])([H])[H])c1[H])OC([H])([H])[H])(Oc(c([H])c([H])c([H])c2[H])c2C3=O)=C3[O-‐] InChI=1S/C17H14O5/c1-‐20-‐13-‐8-‐7-‐10(9-‐14(13)21-‐2)17-‐16(19)15(18)11-‐5-‐3-‐4-‐6-‐12(11)22-‐17/h3-‐9,19H,1-‐2H3/p-‐1 BXLAVJWSFYZDPF-‐UHFFFAOYSA-‐M
SPARTEINE	  HYDROIODIDE 106.7093826 102.1991099 [NH+]1(C2([H])[H])[C@@]([H])(C([H])([H])C([H])([H])C([H])([H])C1([H])[H])[C@@]([H])(C([H])([H])[C@]23[H])C([H])([H])N4[C@]3([H])C([H])([H])C([H])([H])C([H])([H])C4([H])[H] InChI=1S/C15H26N2/c1-‐3-‐7-‐16-‐11-‐13-‐9-‐12(14(16)5-‐1)10-‐17-‐8-‐4-‐2-‐6-‐15(13)17/h12-‐15H,1-‐11H2/p+1/t12-‐,13+,14-‐,15+ SLRCCWJSBJZJBV-‐NMWPEEMBSA-‐O
OBLIQUIN 103.568006 112.3241469 O1[C@]([H])(C([H])([H])Oc2c1c([H])c(C([H])=C([H])C(O3)=O)c3c2[H])C(C([H])([H])[H])=C([H])[H] InChI=1S/C14H12O4/c1-‐8(2)13-‐7-‐16-‐11-‐6-‐10-‐9(5-‐12(11)17-‐13)3-‐4-‐14(15)18-‐10/h3-‐6,13H,1,7H2,2H3/t13-‐/m1/s1 DUECABXXAMFFBH-‐CYBMUJFWSA-‐N
GLYCYLLEUCYLPHENYLALANINE 114.9325522 118.4453289 C(=O)(C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])N([H])C(C([H])([H])[N+]([H])([H])[H])=O)N([H])C([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])C([O-‐])=O InChI=1S/C17H25N3O4/c1-‐11(2)8-‐13(19-‐15(21)10-‐18)16(22)20-‐14(17(23)24)9-‐12-‐6-‐4-‐3-‐5-‐7-‐12/h3-‐7,11,13-‐14H,8-‐10,18H2,1-‐2H3,(H,19,21)(H,20,22)(H,23,24) TVUWMSBGMVAHSJ-‐UHFFFAOYSA-‐N
5,7-‐DIMETHOXYISOFLAVONE 104.7112783 99.45963008 C1(=O)C(c2c([H])c([H])c([H])c([H])c2[H])=C([H])Oc(c([H])c(OC([H])([H])[H])c([H])c3OC([H])([H])[H])c13 InChI=1S/C17H14O4/c1-‐19-‐12-‐8-‐14(20-‐2)16-‐15(9-‐12)21-‐10-‐13(17(16)18)11-‐6-‐4-‐3-‐5-‐7-‐11/h3-‐10H,1-‐2H3 CDSSYLTXYXEANW-‐UHFFFAOYSA-‐N
DESOXYPEGANINE	  HYDROCHLORIDE 113.8889229 132.0223112 N1=C(C([H])([H])C([H])([H])C2([H])[H])N2C([H])([H])c3c1c([H])c([H])c([H])c3[H] InChI=1S/C11H12N2/c1-‐2-‐5-‐10-‐9(4-‐1)8-‐13-‐7-‐3-‐6-‐11(13)12-‐10/h1-‐2,4-‐5H,3,6-‐8H2 WUFQLZTXIWKION-‐UHFFFAOYSA-‐N
4-‐ACETOXYPHENOL 116.3852422 136.6984928 C(C([H])([H])[H])(=O)Oc(c([H])c1[H])c([H])c([H])c1O[H] InChI=1S/C8H8O3/c1-‐6(9)11-‐8-‐4-‐2-‐7(10)3-‐5-‐8/h2-‐5,10H,1H3 HBMCQTHGYMTCOF-‐UHFFFAOYSA-‐N
BENZYLHYDRAZINE	  HYDROCHLORIDE 108.8543293 122.4291145 N([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])N([H])[H] InChI=1S/C7H10N2/c8-‐9-‐6-‐7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5,9H,6,8H2 NHOWLEZFTHYCTP-‐UHFFFAOYSA-‐N
PRASTERONE	  ACETATE 140.3939605 97.61324077 [C@@]12(C([H])([H])[H])C(C([H])([H])[C@]([H])(C([H])([H])C1([H])[H])OC(C([H])([H])[H])=O)=C([H])C([H])([H])C([H])(C2([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])C4=O InChI=1S/C21H30O3/c1-‐13(22)24-‐15-‐8-‐10-‐20(2)14(12-‐15)4-‐5-‐16-‐17-‐6-‐7-‐19(23)21(17,3)11-‐9-‐18(16)20/h4,15-‐18H,5-‐12H2,1-‐3H3/t15-‐,16?,17?,18?,20-‐,21-‐/m0/s1 NCMZQTLCXHGLOK-‐KJBVPOJVSA-‐N
PRAVASTATIN	  SODIUM 102.812817 100.3025469 C1(=C([H])[C@@]([H])(O[H])C([H])([H])[C@]2([H])OC(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)C2([H])[C@]([H])([C@@]([H])(C([H])([H])[H])C([H])=C1[H])C([H])([H])C([H])([H])[C@@]([H])(O[H])C([H])([H])[C@@]([H])(O[H])C([H])([H])C(=O)[O-‐] InChI=1S/C23H36O7/c1-‐4-‐13(2)23(29)30-‐20-‐11-‐17(25)9-‐15-‐6-‐5-‐14(3)19(22(15)20)8-‐7-‐16(24)10-‐18(26)12-‐21(27)28/h5-‐6,9,13-‐14,16-‐20,22,24-‐26H,4,7-‐8,10-‐12H2,1-‐3H3,(H,27,28)/p-‐1/t13?,14-‐,16+,17+,18+,19-‐,20-‐,22?/m0/s1 TUZYXOIXSAXUGO-‐XYLZAPOUSA-‐M
TANGERITIN 175.0015472 494.2156581 c1(C(=O)C([H])=C(O2)c3c([H])c([H])c(c([H])c3[H])OC([H])([H])[H])c2c(c(OC([H])([H])[H])c(OC([H])([H])[H])c1OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C20H20O7/c1-‐22-‐12-‐8-‐6-‐11(7-‐9-‐12)14-‐10-‐13(21)15-‐16(23-‐2)18(24-‐3)20(26-‐5)19(25-‐4)17(15)27-‐14/h6-‐10H,1-‐5H3 ULSUXBXHSYSGDT-‐UHFFFAOYSA-‐N
LUPANYL	  ACID	  HYDROCHLORIDE 103.311032 104.3565757 N1(C([H])([H])C([H])(C2([H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])([H])C3([H])C([H])([H])[N+]2([H])[H])C3([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H] InChI=1S/C14H24N2O2/c17-‐14(18)5-‐4-‐12-‐11-‐7-‐10(8-‐15-‐12)13-‐3-‐1-‐2-‐6-‐16(13)9-‐11/h10-‐13,15H,1-‐9H2,(H,17,18) PGJCMAPVGINXEQ-‐UHFFFAOYSA-‐N
18-‐AMINOABIETA-‐8,11,13-‐TRIENE	  SULFATE 99.02638302 102.3897696 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])[C@@]2(C([H])([H])[H])C([H])([H])[N+]([H])([H])[H])C2([H])C([H])([H])C([H])([H])c3c1c([H])c([H])c(c3[H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C20H31N/c1-‐14(2)15-‐6-‐8-‐17-‐16(12-‐15)7-‐9-‐18-‐19(3,13-‐21)10-‐5-‐11-‐20(17,18)4/h6,8,12,14,18H,5,7,9-‐11,13,21H2,1-‐4H3/p+1/t18?,19-‐,20+/m0/s1 JVVXZOOGOGPDRZ-‐NRRUETGQSA-‐O
LYSYLPHENYLALANYLTYROSINE 112.1687701 100.7641443 C(=O)([C@]([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])N([H])C([C@]([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])[N+]([H])([H])[H])=O)N([H])[C@@]([H])(C([H])([H])c(c([H])c2[H])c([H])c([H])c2O[H])C([O-‐])=O InChI=1S/C24H32N4O5/c25-‐13-‐5-‐4-‐8-‐19(26)22(30)27-‐20(14-‐16-‐6-‐2-‐1-‐3-‐7-‐16)23(31)28-‐21(24(32)33)15-‐17-‐9-‐11-‐18(29)12-‐10-‐17/h1-‐3,6-‐7,9-‐12,19-‐21,29H,4-‐5,8,13-‐15,25-‐26H2,(H,27,30)(H,28,31)(H,32,33)/p+1/t19-‐,20-‐,21-‐/m0/s1 CNKBMTKICGGSCQ-‐ACRUOGEOSA-‐O
DICHLORODIPHENYLTRICHLOROETHANE 116.15449 124.5464414 C(Cl)(Cl)(Cl)C([H])(c1c([H])c([H])c(c([H])c1[H])Cl)c2c([H])c([H])c(c([H])c2[H])Cl InChI=1S/C14H9Cl5/c15-‐11-‐5-‐1-‐9(2-‐6-‐11)13(14(17,18)19)10-‐3-‐7-‐12(16)8-‐4-‐10/h1-‐8,13H YVGGHNCTFXOJCH-‐UHFFFAOYSA-‐N
ANDROSTA-‐1,4-‐DIEN-‐3,17-‐DIONE 103.966578 128.0987339 [C@]12(C([H])([H])[H])C(C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])C4=O)=C([H])C(=O)C([H])=C2[H] InChI=1S/C19H24O2/c1-‐18-‐9-‐7-‐13(20)11-‐12(18)3-‐4-‐14-‐15-‐5-‐6-‐17(21)19(15,2)10-‐8-‐16(14)18/h7,9,11,14-‐16H,3-‐6,8,10H2,1-‐2H3/t14?,15?,16?,18-‐,19-‐/m0/s1 LUJVUUWNAPIQQI-‐WFZCBACDSA-‐N
N-‐METHYLISOLEUCINE 105.8755281 122.7803299 C([O-‐])(=O)C([H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])[N+]([H])([H])C([H])([H])[H] InChI=1S/C7H15NO2/c1-‐4-‐5(2)6(8-‐3)7(9)10/h5-‐6,8H,4H2,1-‐3H3,(H,9,10) KSPIYJQBLVDRRI-‐UHFFFAOYSA-‐N
DIPLOICIN	  METHYL	  ETHER 103.5470285 97.17171289 c(c(C([H])([H])[H])c(Cl)c(c1Cl)OC([H])([H])[H])(C(=O)O2)c1Oc(c23)c(C([H])([H])[H])c(c(OC([H])([H])[H])c3Cl)Cl InChI=1S/C17H12Cl4O5/c1-‐5-‐7-‐13(10(20)14(23-‐3)8(5)18)25-‐12-‐6(2)9(19)15(24-‐4)11(21)16(12)26-‐17(7)22/h1-‐4H3 PPFWMXVOIABRTP-‐UHFFFAOYSA-‐N
GEMIFLOXACIN	  MESYLATE 108.7809081 102.7108808 c12c(c([H])c(c(n1)N(C3([H])[H])C([H])([H])\C(\C3([H])C([H])([H])N([H])[H])=N/OC([H])([H])[H])F)C(C(C([O-‐])=O)=C([H])N2C4([H])C([H])([H])C4([H])[H])=O InChI=1S/C18H20FN5O4/c1-‐28-‐22-‐14-‐8-‐23(6-‐9(14)5-‐20)17-‐13(19)4-‐11-‐15(25)12(18(26)27)7-‐24(10-‐2-‐3-‐10)16(11)21-‐17/h4,7,9-‐10H,2-‐3,5-‐6,8,20H2,1H3,(H,26,27)/p-‐1/b22-‐14+ ZRCVYEYHRGVLOC-‐HYARGMPZSA-‐M
NOBILETIN 133.3088189 550.0890042 c1(C(=O)C([H])=C(O2)c3c([H])c([H])c(c(OC([H])([H])[H])c3[H])OC([H])([H])[H])c2c(c(OC([H])([H])[H])c(OC([H])([H])[H])c1OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C21H22O8/c1-‐23-‐13-‐8-‐7-‐11(9-‐15(13)24-‐2)14-‐10-‐12(22)16-‐17(25-‐3)19(26-‐4)21(28-‐6)20(27-‐5)18(16)29-‐14/h7-‐10H,1-‐6H3 MRIAQLRQZPPODS-‐UHFFFAOYSA-‐N
CILOSTAZOL 98.73269839 207.1522937 n(C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H])(c(C([H])([H])C([H])([H])C([H])([H])C([H])([H])Oc(c([H])c2[H])c([H])c(c23)C([H])([H])C([H])([H])C(=O)N3[H])nn4)n4 InChI=1S/C20H27N5O2/c26-‐20-‐12-‐9-‐15-‐14-‐17(10-‐11-‐18(15)21-‐20)27-‐13-‐5-‐4-‐8-‐19-‐22-‐23-‐24-‐25(19)16-‐6-‐2-‐1-‐3-‐7-‐16/h10-‐11,14,16H,1-‐9,12-‐13H2,(H,21,26) RRGUKTPIGVIEKM-‐UHFFFAOYSA-‐N
PRISTIMERIN 99.44593248 112.213765 C1(=C([H])C(=O)C(=C2C([H])([H])[H])[O-‐])C2=C([H])C([H])=C3[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4([C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]5(C([H])([H])[H])C(OC([H])([H])[H])=O)[C@@]4([H])C5([H])[H])C([H])([H])[H] InChI=1S/C30H40O4/c1-‐18-‐19-‐8-‐9-‐22-‐28(4,20(19)16-‐21(31)24(18)32)13-‐15-‐30(6)23-‐17-‐27(3,25(33)34-‐7)11-‐10-‐26(23,2)12-‐14-‐29(22,30)5/h8-‐9,16,23,32H,10-‐15,17H2,1-‐7H3/p-‐1/t23-‐,26-‐,27-‐,28+,29-‐,30+/m1/s1 JFACETXYABVHFD-‐WXPPGMDDSA-‐M
S-‐(1,2-‐DICARBOXYETHYL)GLUTATHIONE 94.57391429 98.37587984 C([H])([H])(C([H])(SC([H])([H])C([H])([H])[C@]([H])(N([H])C(C([H])([H])C([H])([H])[C@]([H])([N+]([H])([H])[H])C([O-‐])=O)=O)C(=O)N([H])C([H])([H])C([O-‐])=O)C([O-‐])=O)C([O-‐])=O InChI=1S/C15H23N3O10S/c16-‐7(14(25)26)1-‐2-‐10(19)18-‐8(13(24)17-‐6-‐12(22)23)3-‐4-‐29-‐9(15(27)28)5-‐11(20)21/h7-‐9H,1-‐6,16H2,(H,17,24)(H,18,19)(H,20,21)(H,22,23)(H,25,26)(H,27,28)/p-‐3/t7-‐,8-‐,9?/m0/s1 RAVJTVCBLBWCKV-‐JVIMKECRSA-‐K
2,4,5-‐TRICHLOROPHENOXYACETIC	  ACID 96.75032716 95.5360528 c([H])(c(Cl)c1Cl)c(OC([H])([H])C([O-‐])=O)c(c1[H])Cl InChI=1S/C8H5Cl3O3/c9-‐4-‐1-‐6(11)7(2-‐5(4)10)14-‐3-‐8(12)13/h1-‐2H,3H2,(H,12,13)/p-‐1 SMYMJHWAQXWPDB-‐UHFFFAOYSA-‐M
CHLORTETRACYCLINE	  HYDROCHLORIDE 95.91122822 128.750991 [C@@]1(O[H])([C@@]([H])(C([H])([H])[C@@]([H])(C2=C1O[H])[C@](C([H])([H])[H])(O[H])c3c(c([O-‐])c([H])c([H])c3Cl)C2=O)[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])C(=C4C(N([H])[H])=O)[O-‐])C4=O InChI=1S/C22H23ClN2O8/c1-‐21(32)7-‐6-‐8-‐15(25(2)3)17(28)13(20(24)31)19(30)22(8,33)18(29)11(7)16(27)12-‐10(26)5-‐4-‐9(23)14(12)21/h4-‐5,7-‐8,15,26,28-‐29,32-‐33H,6H2,1-‐3H3,(H2,24,31)/p-‐1/t7-‐,8-‐,15-‐,21-‐,22-‐/m0/s1 CYDMQBQPVICBEU-‐XRNKAMNCSA-‐M
COUMARIN 99.04736049 116.6290437 O1c2c(c([H])c([H])c([H])c2[H])C([H])=C([H])C1=O InChI=1S/C9H6O2/c10-‐9-‐6-‐5-‐7-‐3-‐1-‐2-‐4-‐8(7)11-‐9/h1-‐6H ZYGHJZDHTFUPRJ-‐UHFFFAOYSA-‐N
DIETHYLTOLUAMIDE 107.1708871 108.6715072 C(=O)(N(C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])c1c([H])c([H])c([H])c(C([H])([H])[H])c1[H] InChI=1S/C12H17NO/c1-‐4-‐13(5-‐2)12(14)11-‐8-‐6-‐7-‐10(3)9-‐11/h6-‐9H,4-‐5H2,1-‐3H3 MMOXZBCLCQITDF-‐UHFFFAOYSA-‐N
o-‐VERATRALDEHYDE 100.3741857 107.2766805 c1(OC([H])([H])[H])c(c([H])c([H])c([H])c1C([H])=O)OC([H])([H])[H] InChI=1S/C9H10O3/c1-‐11-‐8-‐5-‐3-‐4-‐7(6-‐10)9(8)12-‐2/h3-‐6H,1-‐2H3 JIVGSHFYXPRRSZ-‐UHFFFAOYSA-‐N
TOPIRAMATE 106.5205854 93.30834395 [C@]1(C([H])([H])OS(N([H])[H])(=O)=O)(OC([H])([H])[C@]([H])([C@@]23[H])OC(C([H])([H])[H])(C([H])([H])[H])O2)[C@@]3([H])OC(C([H])([H])[H])(C([H])([H])[H])O1 InChI=1S/C12H21NO8S/c1-‐10(2)18-‐7-‐5-‐16-‐12(6-‐17-‐22(13,14)15)9(8(7)19-‐10)20-‐11(3,4)21-‐12/h7-‐9H,5-‐6H2,1-‐4H3,(H2,13,14,15)/t7-‐,8-‐,9+,12+/m1/s1 KJADKKWYZYXHBB-‐XBWDGYHZSA-‐N
TELMISARTAN 41.87850118 77.5738959 c1(c(c([H])c(C([H])([H])[H])c(c23)[nH+]c(C([H])([H])C([H])([H])C([H])([H])[H])n2C([H])([H])c(c([H])c4[H])c([H])c([H])c4c5c([H])c([H])c([H])c([H])c5C([O-‐])=O)c3[H])n(C([H])([H])[H])c6c(c([H])c([H])c([H])c6[H])n1 InChI=1S/C33H30N4O2/c1-‐4-‐9-‐30-‐35-‐31-‐21(2)18-‐24(32-‐34-‐27-‐12-‐7-‐8-‐13-‐28(27)36(32)3)19-‐29(31)37(30)20-‐22-‐14-‐16-‐23(17-‐15-‐22)25-‐10-‐5-‐6-‐11-‐26(25)33(38)39/h5-‐8,10-‐19H,4,9,20H2,1-‐3H3,(H,38,39) RMMXLENWKUUMAY-‐UHFFFAOYSA-‐N 5.9 5.73
RHODOCLADONIC	  ACID 96.54055242 93.89035797 c(c1O[H])(c(c([H])c(c1c2O[H])oc2C(C([H])([H])[H])=O)C(=O)C(=C3[O-‐])OC([H])([H])[H])C3=O InChI=1S/C15H10O8/c1-‐4(16)14-‐12(20)8-‐6(23-‐14)3-‐5-‐7(10(8)18)11(19)13(21)15(22-‐2)9(5)17/h3,18,20-‐21H,1-‐2H3/p-‐1 UTQKMDZXMYCSCI-‐UHFFFAOYSA-‐M
COSMOSIIN	  HEXAACETATE 48.39725103 95.20490689 [C@@]1([H])(OC(C([H])([H])[H])=O)[C@]([H])(Oc(c([H])c2OC(C([H])([H])[H])=O)c([H])c(c23)OC(=C([H])C3=O)c4c([H])c([H])c(c([H])c4[H])OC(C([H])([H])[H])=O)O[C@@]([H])([C@@]([H])(OC(C([H])([H])[H])=O)[C@]1([H])OC(C([H])([H])[H])=O)C([H])([H])OC(C([H])([H])[H])=O InChI=1S/C33H32O16/c1-‐15(34)41-‐14-‐28-‐30(44-‐18(4)37)31(45-‐19(5)38)32(46-‐20(6)39)33(49-‐28)47-‐23-‐11-‐26(43-‐17(3)36)29-‐24(40)13-‐25(48-‐27(29)12-‐23)21-‐7-‐9-‐22(10-‐8-‐21)42-‐16(2)35/h7-‐13,28,30-‐33H,14H2,1-‐6H3/t28-‐,30-‐,31+,32-‐,33-‐/m1/s1 PLEXAABBVJNISH-‐STWUNAAISA-‐N
N-‐HISTIDYL-‐2-‐AMINONAPHTHALENE	  (betaNA) 105.7863738 89.47507918 C(=O)(C([H])(N([H])[H])C([H])([H])c1c([H])n([H])c([H])n1)N([H])c(c([H])c([H])c(c23)c([H])c([H])c([H])c2[H])c3[H] InChI=1S/C16H16N4O/c17-‐15(8-‐14-‐9-‐18-‐10-‐19-‐14)16(21)20-‐13-‐6-‐5-‐11-‐3-‐1-‐2-‐4-‐12(11)7-‐13/h1-‐7,9-‐10,15H,8,17H2,(H,18,19)(H,20,21) DKDILZBBFKZMRO-‐UHFFFAOYSA-‐N
PEONIFLORIN 101.8268757 109.4843199 [C@@]1(C([H])([H])OC(c2c([H])c([H])c([H])c([H])c2[H])=O)(O[C@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])C4([H])O[C@](O[H])(C([H])([H])[C@@](C([H])([H])C5([H])[H])(C([H])([H])[H])O4)[C@@]15[H] InChI=1S/C23H30O11/c1-‐21-‐8-‐7-‐14-‐22(20(33-‐21)34-‐23(14,29)10-‐21,11-‐30-‐18(28)12-‐5-‐3-‐2-‐4-‐6-‐12)32-‐19-‐17(27)16(26)15(25)13(9-‐24)31-‐19/h2-‐6,13-‐17,19-‐20,24-‐27,29H,7-‐11H2,1H3/t13-‐,14-‐,15-‐,16+,17-‐,19+,20?,21+,22-‐,23-‐/m1/s1 DBUHUWAIMGXDHQ-‐WZYPUKSHSA-‐N
S-‐METHYL-‐L-‐THIOCITRULLINE	  ACETATE 107.0345335 104.527166 C(SC([H])([H])[H])(N([H])C([H])([H])C([H])([H])C([H])([H])[C@@]([H])([N+]([H])([H])[H])C([O-‐])=O)=[N+]([H])[H] InChI=1S/C7H15N3O2S/c1-‐13-‐7(9)10-‐4-‐2-‐3-‐5(8)6(11)12/h5H,2-‐4,8H2,1H3,(H2,9,10)(H,11,12)/p+1/t5-‐/m1/s1 NGVMVBQRKZPFLB-‐RXMQYKEDSA-‐O
TETRAHYDROCORTISONE 99.93365874 101.6170959 [C@@]1(C([H])([H])[H])(C([H])([H])C2=O)C([H])(C([H])([H])C([H])([H])[C@]1(O[H])C(C([H])([H])O[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C21H32O5/c1-‐19-‐7-‐5-‐13(23)9-‐12(19)3-‐4-‐14-‐15-‐6-‐8-‐21(26,17(25)11-‐22)20(15,2)10-‐16(24)18(14)19/h12-‐15,18,22-‐23,26H,3-‐11H2,1-‐2H3/t12-‐,13-‐,14?,15?,18?,19+,20+,21+/m1/s1 SYGWGHVTLUBCEM-‐HTDHSSFWSA-‐N
ANHYDROGLUCOSE 106.0328591 105.1493189 [C@]1([H])(O[H])[C@@]([H])(O[H])[C@]([H])(O[H])[C@@]([H])(C([H])([H])O2)OC12[H] InChI=1S/C6H10O5/c7-‐3-‐2-‐1-‐10-‐6(11-‐2)5(9)4(3)8/h2-‐9H,1H2/t2-‐,3-‐,4+,5-‐,6?/m1/s1 TWNIBLMWSKIRAT-‐GASJEMHNSA-‐N
AZAPERONE 108.1987832 88.32108586 N(C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])N1C([H])([H])C([H])([H])C([H])([H])C(=O)c2c([H])c([H])c(c([H])c2[H])F)c3c([H])c([H])c([H])c([H])n3 InChI=1S/C19H22FN3O/c20-‐17-‐8-‐6-‐16(7-‐9-‐17)18(24)4-‐3-‐11-‐22-‐12-‐14-‐23(15-‐13-‐22)19-‐5-‐1-‐2-‐10-‐21-‐19/h1-‐2,5-‐10H,3-‐4,11-‐15H2 XTKDAFGWCDAMPY-‐UHFFFAOYSA-‐N

ICARIIN 126.7848247 212.530906
C(O[C@]1([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]1([H])O[H])O[H])(=C(c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])Oc3c4c(O[H])c([H])c(O[C@]5([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]5([H])O[H])O[H])c3C([H])([H])\C([H])=C(/C([H])([H])[H])\C([
H])([H])[H])C4=O InChI=1S/C33H40O15/c1-‐13(2)5-‐10-‐17-‐19(45-‐33-‐28(42)26(40)23(37)20(12-‐34)46-‐33)11-‐18(35)21-‐24(38)31(48-‐32-‐27(41)25(39)22(36)14(3)44-‐32)29(47-‐30(17)21)15-‐6-‐8-‐16(43-‐4)9-‐7-‐15/h5-‐9,11,14,20,22-‐23,25-‐28,32-‐37,39-‐42H,10,12H2,1-‐4H3/t14-‐,20+,22-‐,23+,25+,26-‐,27+,28+,32-‐,33+/m0/s1 TZJALUIVHRYQQB-‐XLRXWWTNSA-‐N

THERMOPSINE	  PERCHLORATE 98.01421993 88.32108586 N1(C([H])([H])C([H])(C([H])([H])C2([H])C3([H])[H])[C@@]([H])([NH+]34)C([H])([H])C([H])([H])C([H])([H])C4([H])[H])C2=C([H])C([H])=C([H])C1=O InChI=1S/C15H20N2O/c18-‐15-‐6-‐3-‐5-‐14-‐11-‐8-‐12(10-‐17(14)15)13-‐4-‐1-‐2-‐7-‐16(13)9-‐11/h3,5-‐6,11-‐13H,1-‐2,4,7-‐10H2/p+1/t11?,12?,13-‐/m0/s1 FQEQMASDZFXSJI-‐BPCQOVAHSA-‐O
VALYLTRYPTOPHAN 102.8337944 100.1520261 c(C([H])([H])[C@@]([H])(C([O-‐])=O)N([H])C(=O)[C@]([H])(C([H])(C([H])([H])[H])C([H])([H])[H])[N+]([H])([H])[H])(c1c(n2[H])c([H])c([H])c([H])c1[H])c2[H] InChI=1S/C16H21N3O3/c1-‐9(2)14(17)15(20)19-‐13(16(21)22)7-‐10-‐8-‐18-‐12-‐6-‐4-‐3-‐5-‐11(10)12/h3-‐6,8-‐9,13-‐14,18H,7,17H2,1-‐2H3,(H,19,20)(H,21,22)/t13-‐,14-‐/m0/s1 LZDNBBYBDGBADK-‐KBPBESRZSA-‐N
METHOXYCHLOR 102.2778914 113.9698417 C(Cl)(Cl)(Cl)C([H])(c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H] InChI=1S/C16H15Cl3O2/c1-‐20-‐13-‐7-‐3-‐11(4-‐8-‐13)15(16(17,18)19)12-‐5-‐9-‐14(21-‐2)10-‐6-‐12/h3-‐10,15H,1-‐2H3 IAKOZHOLGAGEJT-‐UHFFFAOYSA-‐N
TRIGONELLINE 98.33937076 111.591612 [n+](C([H])([H])[H])(c([H])c([H])c([H])c1C(=O)[O-‐])c1[H] InChI=1S/C7H7NO2/c1-‐8-‐4-‐2-‐3-‐6(5-‐8)7(9)10/h2-‐5H,1H3 WWNNZCOKKKDOPX-‐UHFFFAOYSA-‐N
ESTRONE	  BENZOATE 95.01444123 121.0242531 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(c([H])c4[H])OC(c5c([H])c([H])c([H])c([H])c5[H])=O)c24)C3([H])C([H])([H])C([H])([H])C1=O InChI=1S/C25H26O3/c1-‐25-‐14-‐13-‐20-‐19-‐10-‐8-‐18(28-‐24(27)16-‐5-‐3-‐2-‐4-‐6-‐16)15-‐17(19)7-‐9-‐21(20)22(25)11-‐12-‐23(25)26/h2-‐6,8,10,15,20-‐22H,7,9,11-‐14H2,1H3/t20?,21?,22?,25-‐/m0/s1 HKUKRSLIEVXDMS-‐DJYNTIJESA-‐N
2,6-‐DIHYDROXY-‐4-‐METHOXYTOLUENE 91.69475607 108.7718544 c1(C([H])([H])[H])c(O[H])c([H])c(c([H])c1O[H])OC([H])([H])[H] InChI=1S/C8H10O3/c1-‐5-‐7(9)3-‐6(11-‐2)4-‐8(5)10/h3-‐4,9-‐10H,1-‐2H3 YPIDZFLQKNEKRA-‐UHFFFAOYSA-‐N
PENICILLIC	  ACID 96.20491285 110.4376187 [C@]1(O[H])(C(C([H])([H])[H])=C([H])[H])OC(C([H])=C1OC([H])([H])[H])=O InChI=1S/C8H10O4/c1-‐5(2)8(10)6(11-‐3)4-‐7(9)12-‐8/h4,10H,1H2,2-‐3H3/t8-‐/m0/s1 YCOFRPYSZKIPBQ-‐QMMMGPOBSA-‐N
3,4-‐DIHYDROXYCARANE 98.20301719 100.9849082 C12([H])C([H])(C1(C([H])([H])[H])C([H])([H])[H])C([H])([H])C([H])(O[H])[C@@](C([H])([H])[H])(O[H])C2([H])[H] InChI=1S/C10H18O2/c1-‐9(2)6-‐4-‐8(11)10(3,12)5-‐7(6)9/h6-‐8,11-‐12H,4-‐5H2,1-‐3H3/t6?,7?,8?,10-‐/m0/s1 AHVKNBRJVKCGKJ-‐RKSFOETPSA-‐N
12a-‐HYDROXY-‐9-‐DEMETHYLMUNDUSERONE-‐8-‐CARBOXYLIC	  ACID 86.59198567 215.7520526 [C@@]12(O[H])C([H])(C([H])([H])Oc(c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c3[H])c13)Oc4c(c([H])c([H])c(O[H])c4C([O-‐])=O)C2=O InChI=1S/C19H16O9/c1-‐25-‐12-‐5-‐9-‐11(6-‐13(12)26-‐2)27-‐7-‐14-‐19(9,24)17(21)8-‐3-‐4-‐10(20)15(18(22)23)16(8)28-‐14/h3-‐6,14,20,24H,7H2,1-‐2H3,(H,22,23)/p-‐1/t14?,19-‐/m1/s1 OCHPVPSALUKLOM-‐JANGERMGSA-‐M

CONVALLATOXIN 95.80634085 102.269353
[C@@]1(O[H])(C([H])([H])C([H])([H])[C@]2([H])C(C([H])([H])OC3=O)=C3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])[C@]5([C@]4(C([H])=O)C([H])([H])C([H])([H])[C@@]([H])(C5([H])[H])O[C@]6([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@
@]6([H])O[H])O[H])O[H] InChI=1S/C29H42O10/c1-‐15-‐22(32)23(33)24(34)25(38-‐15)39-‐17-‐3-‐8-‐27(14-‐30)19-‐4-‐7-‐26(2)18(16-‐11-‐21(31)37-‐13-‐16)6-‐10-‐29(26,36)20(19)5-‐9-‐28(27,35)12-‐17/h11,14-‐15,17-‐20,22-‐25,32-‐36H,3-‐10,12-‐13H2,1-‐2H3/t15-‐,17-‐,18+,19?,20?,22-‐,23+,24+,25-‐,26+,27-‐,28-‐,29-‐/m0/s1 HULMNSIAKWANQO-‐OKPGQIJDSA-‐N

ERYTHROMYCIN	  STEARATE 103.8354688 99.85098434
[C@@]1([H])(O[C@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])[C@@]1([H])O[H])O[C@@]([H])([C@](C([H])([H])[H])(O[H])C([H])([H])[C@@]([H])(C([H])([H])[H])C(=O)[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@]([C@@]([H])(C([H])([H])C([H])([H])[H])OC(=O)[C@]([
H])(C([H])([H])[H])[C@@]2([H])O[C@]([H])(O[C@]([H])([C@]([H])(O[H])[C@]3(C([H])([H])[H])OC([H])([H])[H])C([H])([H])[H])C3([H])[H])(C([H])([H])[H])O[H])[C@@]2([H])C([H])([H])[H]

InChI=1S/C37H67NO13/c1-‐14-‐25-‐37(10,45)30(41)20(4)27(39)18(2)16-‐35(8,44)32(51-‐34-‐28(40)24(38(11)12)15-‐19(3)47-‐34)21(5)29(22(6)33(43)49-‐25)50-‐26-‐17-‐36(9,46-‐13)31(42)23(7)48-‐26/h18-‐26,28-‐32,34,40-‐42,44-‐45H,14-‐17H2,1-‐13H3/p+1/t18-‐,19-‐,20+,21+,22-‐,23+,24+,25-‐,26+,28-‐,29+,30-‐
,31+,32-‐,34+,35-‐,36-‐,37-‐/m1/s1 ULGZDMOVFRHVEP-‐RWJQBGPGSA-‐O

ZOLMITRIPTAN 102.4824218 95.97758068 C1(=O)OC([H])([H])[C@]([H])(C([H])([H])c(c([H])c([H])c2c3c(C([H])([H])C([H])([H])N(C([H])([H])[H])C([H])([H])[H])c([H])n2[H])c3[H])N1[H] InChI=1S/C16H21N3O2/c1-‐19(2)6-‐5-‐12-‐9-‐17-‐15-‐4-‐3-‐11(8-‐14(12)15)7-‐13-‐10-‐21-‐16(20)18-‐13/h3-‐4,8-‐9,13,17H,5-‐7,10H2,1-‐2H3,(H,18,20)/t13-‐/m0/s1 ULSDMUVEXKOYBU-‐ZDUSSCGKSA-‐N
MENTHYL	  BENZOATE 101.0507092 100.9146651 [C@@]1([H])(C([H])([H])[C@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]1([H])C([H])(C([H])([H])[H])C([H])([H])[H])OC(c2c([H])c([H])c([H])c([H])c2[H])=O InChI=1S/C17H24O2/c1-‐12(2)15-‐10-‐9-‐13(3)11-‐16(15)19-‐17(18)14-‐7-‐5-‐4-‐6-‐8-‐14/h4-‐8,12-‐13,15-‐16H,9-‐11H2,1-‐3H3/t13-‐,15+,16-‐/m1/s1 TTYVYRHNIVBWCB-‐VNQPRFMTSA-‐N
TETRAHYDROCORTISONE-‐3,21-‐DIACETATE 97.61040356 99.35928284 [C@@]1(C([H])([H])[H])(C([H])([H])C2=O)C([H])(C([H])([H])C([H])([H])[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@@]([H])(C([H])([H])C4([H])[H])OC(C([H])([H])[H])=O)[C@@]34C([H])([H])[H] InChI=1S/C25H36O7/c1-‐14(26)31-‐13-‐21(29)25(30)10-‐8-‐19-‐18-‐6-‐5-‐16-‐11-‐17(32-‐15(2)27)7-‐9-‐23(16,3)22(18)20(28)12-‐24(19,25)4/h16-‐19,22,30H,5-‐13H2,1-‐4H3/t16-‐,17-‐,18?,19?,22?,23+,24+,25+/m1/s1 PXQRJZNDFRAFTF-‐SJAFLYPYSA-‐N
CHLORQUINALDOL 88.49044701 98.59664378 c12c(c([H])c([H])c(C([H])([H])[H])n1)c(c([H])c(Cl)c2O[H])Cl InChI=1S/C10H7Cl2NO/c1-‐5-‐2-‐3-‐6-‐7(11)4-‐8(12)10(14)9(6)13-‐5/h2-‐4,14H,1H3 GPTXWRGISTZRIO-‐UHFFFAOYSA-‐N
LIMONIN 92.09332807 102.1690057 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])[C@]4([H])[C@]3(C([H])([H])OC(C5([H])[H])=O)[C@@]5([H])OC4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c6c([H])c([H])oc6[H])OC7=O)[C@]7([H])O2 InChI=1S/C26H30O8/c1-‐22(2)15-‐9-‐16(27)24(4)14(25(15)12-‐31-‐18(28)10-‐17(25)33-‐22)5-‐7-‐23(3)19(13-‐6-‐8-‐30-‐11-‐13)32-‐21(29)20-‐26(23,24)34-‐20/h6,8,11,14-‐15,17,19-‐20H,5,7,9-‐10,12H2,1-‐4H3/t14-‐,15-‐,17-‐,19-‐,20+,23-‐,24-‐,25+,26+/m0/s1 KBDSLGBFQAGHBE-‐MSGMIQHVSA-‐N
BIOCHANIN	  A,	  DIMETHYL	  ETHER 81.69374564 100.663797 C1(=O)C(c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])=C([H])Oc(c([H])c(OC([H])([H])[H])c([H])c3OC([H])([H])[H])c13 InChI=1S/C18H16O5/c1-‐20-‐12-‐6-‐4-‐11(5-‐7-‐12)14-‐10-‐23-‐16-‐9-‐13(21-‐2)8-‐15(22-‐3)17(16)18(14)19/h4-‐10H,1-‐3H3 PVVORTURQPBPEQ-‐UHFFFAOYSA-‐N
THEANINE 82.21293811 120.5927599 C([O-‐])([C@@]([H])([N+]([H])([H])[H])C([H])([H])C([H])([H])C(N([H])C([H])([H])C([H])([H])[H])=O)=O InChI=1S/C7H14N2O3/c1-‐2-‐9-‐6(10)4-‐3-‐5(8)7(11)12/h5H,2-‐4,8H2,1H3,(H,9,10)(H,11,12)/t5-‐/m0/s1 DATAGRPVKZEWHA-‐YFKPBYRVSA-‐N
DIHYDROJASMONIC	  ACID,	  METHYL	  ESTER 82.72164184 109.5344935 C([H])(C([H])([H])C([H])([H])C1=O)(C([H])([H])C(OC([H])([H])[H])=O)C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C13H22O3/c1-‐3-‐4-‐5-‐6-‐11-‐10(7-‐8-‐12(11)14)9-‐13(15)16-‐2/h10-‐11H,3-‐9H2,1-‐2H3 KVWWIYGFBYDJQC-‐UHFFFAOYSA-‐N
PEMPIDINE	  TARTRATE 87.99747639 113.3878277 [NH+]1(C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C1(C([H])([H])[H])C([H])([H])[H] InChI=1S/C10H21N/c1-‐9(2)7-‐6-‐8-‐10(3,4)11(9)5/h6-‐8H2,1-‐5H3/p+1 XULIXFLCVXWHRF-‐UHFFFAOYSA-‐O
CHLOROCRESOL 91.23325166 119.6494958 c1(C([H])([H])[H])c([H])c(O[H])c([H])c([H])c1Cl InChI=1S/C7H7ClO/c1-‐5-‐4-‐6(9)2-‐3-‐7(5)8/h2-‐4,9H,1H3 CFKMVGJGLGKFKI-‐UHFFFAOYSA-‐N
METHENAMINE 72.89369556 93.3284134 N(C([H])([H])N12)(C([H])([H])N3C1([H])[H])C([H])([H])N(C3([H])[H])C2([H])[H] InChI=1S/C6H12N4/c1-‐7-‐2-‐9-‐4-‐8(1)5-‐10(3-‐7)6-‐9/h1-‐6H2 VKYKSIONXSXAKP-‐UHFFFAOYSA-‐N
TRIFLUOPERAZINE	  HYDROCHLORIDE 70.50750796 146.382002 N1(C([H])([H])C([H])([H])C([H])([H])N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[NH+]2C([H])([H])[H])c3c(c([H])c([H])c([H])c3[H])Sc(c([H])c([H])c(c4[H])C(F)(F)F)c14 InChI=1S/C21H24F3N3S/c1-‐25-‐11-‐13-‐26(14-‐12-‐25)9-‐4-‐10-‐27-‐17-‐5-‐2-‐3-‐6-‐19(17)28-‐20-‐8-‐7-‐16(15-‐18(20)27)21(22,23)24/h2-‐3,5-‐8,15H,4,9-‐14H2,1H3/p+1 ZEWQUBUPAILYHI-‐UHFFFAOYSA-‐O
TRIHEXYPHENIDYL	  HYDROCHLORIDE 73.9478136 83.05285549 [C@@](O[H])(C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])[NH+]3C([H])([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C20H31NO/c22-‐20(18-‐10-‐4-‐1-‐5-‐11-‐18,19-‐12-‐6-‐2-‐7-‐13-‐19)14-‐17-‐21-‐15-‐8-‐3-‐9-‐16-‐21/h1,4-‐5,10-‐11,19,22H,2-‐3,6-‐9,12-‐17H2/p+1/t20-‐/m1/s1 HWHLPVGTWGOCJO-‐HXUWFJFHSA-‐O
TRIPROLIDINE	  HYDROCHLORIDE 76.49657661 83.76532093 C(/c1c([H])c([H])c([H])c([H])n1)(\c2c([H])c([H])c(c([H])c2[H])C([H])([H])[H])=C([H])\C([H])([H])[NH+]3C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C19H22N2/c1-‐16-‐7-‐9-‐17(10-‐8-‐16)18(19-‐6-‐2-‐3-‐12-‐20-‐19)11-‐15-‐21-‐13-‐4-‐5-‐14-‐21/h2-‐3,6-‐12H,4-‐5,13-‐15H2,1H3/p+1/b18-‐11+ CBEQULMOCCWAQT-‐WOJGMQOQSA-‐O
AVOCADYNE 124.340949 96.09799737 C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(C([H])([H])O[H])O[H])#C[H] InChI=1S/C17H32O3/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐16(19)14-‐17(20)15-‐18/h1,16-‐20H,3-‐15H2 OHLQBKZXSJYBMK-‐UHFFFAOYSA-‐N
PROMAZINE	  HYDROCHLORIDE 81.19028628 82.72170958 [NH+](C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(c1c2c([H])c([H])c([H])c1[H])c3c(S2)c([H])c([H])c([H])c3[H] InChI=1S/C17H20N2S/c1-‐18(2)12-‐7-‐13-‐19-‐14-‐8-‐3-‐5-‐10-‐16(14)20-‐17-‐11-‐6-‐4-‐9-‐15(17)19/h3-‐6,8-‐11H,7,12-‐13H2,1-‐2H3/p+2 ZGUGWUXLJSTTMA-‐UHFFFAOYSA-‐P
PROMETHAZINE	  HYDROCHLORIDE 86.92762525 69.15476203 [NH+](C([H])([H])C([H])(C([H])([H])[H])[NH+](C([H])([H])[H])C([H])([H])[H])(c1c2c([H])c([H])c([H])c1[H])c3c(S2)c([H])c([H])c([H])c3[H] InChI=1S/C17H20N2S/c1-‐13(18(2)3)12-‐19-‐14-‐8-‐4-‐6-‐10-‐16(14)20-‐17-‐11-‐7-‐5-‐9-‐15(17)19/h4-‐11,13H,12H2,1-‐3H3/p+2 PWWVAXIEGOYWEE-‐UHFFFAOYSA-‐P
AMINOTHIAZOLE 76.59097524 92.13428118 c1(N([H])[H])sc([H])c([H])n1 InChI=1S/C3H4N2S/c4-‐3-‐5-‐1-‐2-‐6-‐3/h1-‐2H,(H2,4,5) RAIPHJJURHTUIC-‐UHFFFAOYSA-‐N
SULFATHIAZOLE 85.2127168 89.12386383 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])N([H])c2sc([H])c([H])n2 InChI=1S/C9H9N3O2S2/c10-‐7-‐1-‐3-‐8(4-‐2-‐7)16(13,14)12-‐9-‐11-‐5-‐6-‐15-‐9/h1-‐6H,10H2,(H,11,12) JNMRHUJNCSQMMB-‐UHFFFAOYSA-‐N
THEOPHYLLINE 72.46365736 90.10726683 N1(C([H])([H])[H])C(=O)N(C([H])([H])[H])C(c(n([H])c([H])[nH+]2)c12)=O InChI=1S/C7H8N4O2/c1-‐10-‐5-‐4(8-‐3-‐9-‐5)6(12)11(2)7(10)13/h3H,1-‐2H3,(H,8,9)/p+1 ZFXYFBGIUFBOJW-‐UHFFFAOYSA-‐O
RESORCINOL	  MONOACETATE 68.78752143 102.7123362 C(C([H])([H])[H])(=O)Oc1c([H])c([H])c([H])c(O[H])c1[H] InChI=1S/C8H8O3/c1-‐6(9)11-‐8-‐4-‐2-‐3-‐7(10)5-‐8/h2-‐5,10H,1H3 ZZPKZRHERLGEKA-‐UHFFFAOYSA-‐N
2-‐THIOURACIL 77.6193586 95.33819602 n1c(O[H])c([H])c([H])nc1[S-‐] InChI=1S/C4H4N2OS/c7-‐3-‐1-‐2-‐5-‐4(8)6-‐3/h1-‐2H,(H2,5,6,7,8)/p-‐1 ZEMGGZBWXRYJHK-‐UHFFFAOYSA-‐M
ATORVASTATIN	  CALCIUM 32.09510297 36.07117792 C(C(c1c([H])c([H])c([H])c([H])c1[H])=O)(C(c2c([H])c([H])c([H])c([H])c2[H])=C([NH+]3C([H])([H])C([H])([H])[C@@]([H])(O[H])C([H])([H])[C@@]([H])(O[H])C([H])([H])C(=O)[O-‐])c4c([H])c([H])c(c([H])c4[H])F)=C3C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C33H34FNO5/c1-‐21(2)31-‐30(33(40)24-‐11-‐7-‐4-‐8-‐12-‐24)29(22-‐9-‐5-‐3-‐6-‐10-‐22)32(23-‐13-‐15-‐25(34)16-‐14-‐23)35(31)18-‐17-‐26(36)19-‐27(37)20-‐28(38)39/h3-‐16,21,26-‐27,36-‐37H,17-‐20H2,1-‐2H3,(H,38,39)/t26-‐,27-‐/m1/s1 RHYZIJMRTYNJHW-‐KAYWLYCHSA-‐N 5.47 6.09
1R,9S-‐HYDRASTINE 84.49075816 94.93788556 c12c(c([H])c([H])c(OC([H])([H])[H])c1OC([H])([H])[H])[C@@]([H])(OC2=O)[C@]3([H])N(C([H])([H])[H])C([H])([H])C([H])([H])c(c([H])c(OC([H])([H])O4)c4c5[H])c35 InChI=1S/C21H21NO6/c1-‐22-‐7-‐6-‐11-‐8-‐15-‐16(27-‐10-‐26-‐15)9-‐13(11)18(22)19-‐12-‐4-‐5-‐14(24-‐2)20(25-‐3)17(12)21(23)28-‐19/h4-‐5,8-‐9,18-‐19H,6-‐7,10H2,1-‐3H3/t18-‐,19-‐/m1/s1 JZUTXVTYJDCMDU-‐RTBURBONSA-‐N
3-‐DESHYDROXYSAPPANOL	  TRIMETHYL	  ETHER 104.1082914 100.626508 c12c(c([H])c(OC([H])([H])[H])c([H])c1[H])OC([H])([H])[C@@]([H])(C([H])([H])c(c([H])c([H])c(c3OC([H])([H])[H])OC([H])([H])[H])c3[H])[C@]2([H])O[H] InChI=1S/C19H22O5/c1-‐21-‐14-‐5-‐6-‐15-‐17(10-‐14)24-‐11-‐13(19(15)20)8-‐12-‐4-‐7-‐16(22-‐2)18(9-‐12)23-‐3/h4-‐7,9-‐10,13,19-‐20H,8,11H2,1-‐3H3/t13-‐,19+/m1/s1 KXFFLWDYUNIJNU-‐YJYMSZOUSA-‐N
ARTEMISININ 76.15889837 104.6928196 [C@@]([C@]1([H])[C@]([H])(C([H])([H])[H])C([H])([H])C2([H])[H])(OO[C@@](O3)(C([H])([H])C1([H])[H])C([H])([H])[H])([C@]2([H])[C@@]([H])(C([H])([H])[H])C(O4)=O)[C@@]34[H] InChI=1S/C15H22O5/c1-‐8-‐4-‐5-‐11-‐9(2)12(16)17-‐13-‐15(11)10(8)6-‐7-‐14(3,18-‐13)19-‐20-‐15/h8-‐11,13H,4-‐7H2,1-‐3H3/t8-‐,9-‐,10+,11+,13-‐,14-‐,15-‐/m1/s1 BLUAFEHZUWYNDE-‐NNWCWBAJSA-‐N
CONIFERYL	  ALCOHOL 66.12316832 49.70280278 c1(O[H])c([H])c(c([H])c([H])c1O[H])\C([H])=C([H])\C([H])([H])O[H] InChI=1S/C9H10O3/c10-‐5-‐1-‐2-‐7-‐3-‐4-‐8(11)9(12)6-‐7/h1-‐4,6,10-‐12H,5H2/b2-‐1+ ZCKDCRKBURQZPT-‐OWOJBTEDSA-‐N
GLUCITOL-‐4-‐GUCOPYANOSIDE 90.64837424 90.98745332 [C@]1([H])(O[C@]([H])([C@@]([H])(C([H])([H])O[H])O[H])[C@]([H])(O[H])[C@]([H])(C([H])([H])O[H])O[H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C12H24O11/c13-‐1-‐4(16)7(18)11(5(17)2-‐14)23-‐12-‐10(21)9(20)8(19)6(3-‐15)22-‐12/h4-‐21H,1-‐3H2/t4-‐,5+,6+,7+,8+,9-‐,10+,11+,12-‐/m0/s1 VQHSOMBJVWLPSR-‐WELRSGGNSA-‐N

ERYTHROMYCIN 92.42132033 75.84939697
[C@@]1([H])(O[C@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])[C@@]1([H])O[H])O[C@@]([H])([C@](C([H])([H])[H])(O[H])C([H])([H])[C@@]([H])(C([H])([H])[H])C(=O)[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@]([C@@]([H])(C([H])([H])C([H])([H])[H])OC(=O)[C@]([
H])(C([H])([H])[H])[C@@]2([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@]3(C([H])([H])[H])OC([H])([H])[H])O[H])C3([H])[H])(C([H])([H])[H])O[H])[C@@]2([H])C([H])([H])[H]

InChI=1S/C37H67NO13/c1-‐14-‐25-‐37(10,45)30(41)20(4)27(39)18(2)16-‐35(8,44)32(51-‐34-‐28(40)24(38(11)12)15-‐19(3)47-‐34)21(5)29(22(6)33(43)49-‐25)50-‐26-‐17-‐36(9,46-‐13)31(42)23(7)48-‐26/h18-‐26,28-‐32,34,40-‐42,44-‐45H,14-‐17H2,1-‐13H3/p+1/t18-‐,19-‐,20+,21+,22-‐,23+,24+,25-‐,26+,28-‐,29+,30-‐
,31+,32-‐,34+,35-‐,36-‐,37-‐/m1/s1 ULGZDMOVFRHVEP-‐RWJQBGPGSA-‐O

VERATRIDINE 133.6760323 82.27543341
[C@@](C1([H])[H])([C@]2([H])[C@]([C@@]13O[H])(O[H])C([H])([H])[C@@]([H])([C@@]4(O[H])[C@@]3([H])C([H])([H])[NH+]5[C@@]([C@@]4(C([H])([H])[H])O[H])([H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[H])C5([H])[H])O[H])(O6)[C@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]7([H])OC(=O)c(
c([H])c8OC([H])([H])[H])c([H])c(c8OC([H])([H])[H])OC([H])([H])[H])[C@](C([H])([H])C2([H])[H])([C@@]67O[H])[H]

InChI=1S/C37H53NO12/c1-‐19-‐7-‐10-‐26-‐32(3,41)36(44)25(17-‐38(26)16-‐19)34(43)18-‐35-‐24(33(34,42)15-‐27(36)39)9-‐8-‐23-‐31(35,2)12-‐11-‐28(37(23,45)50-‐35)49-‐30(40)20-‐13-‐21(46-‐4)29(48-‐6)22(14-‐20)47-‐5/h13-‐14,19,23-‐28,39,41-‐45H,7-‐12,15-‐18H2,1-‐6H3/p+1/t19-‐,23-‐,24-‐,25-‐,26-‐,27-‐
,28+,31+,32+,33+,34+,35-‐,36-‐,37+/m0/s1 FBHLLEDFRJCBDS-‐PLTGVJHISA-‐O

AGMATINE	  SULFATE 110.0224975 111.9194769 C(N([H])[H])(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])=[N+]([H])[H] InChI=1S/C5H14N4/c6-‐3-‐1-‐2-‐4-‐9-‐5(7)8/h1-‐4,6H2,(H4,7,8,9)/p+2 QYPPJABKJHAVHS-‐UHFFFAOYSA-‐P
LAPACHOL 108.1706076 115.5012022 C1(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])=C([O-‐])C(c(c([H])c([H])c([H])c2[H])c2C1=O)=O InChI=1S/C15H14O3/c1-‐9(2)7-‐8-‐12-‐13(16)10-‐5-‐3-‐4-‐6-‐11(10)14(17)15(12)18/h3-‐7,18H,8H2,1-‐2H3/p-‐1 CIEYTVIYYGTCCI-‐UHFFFAOYSA-‐M
BATYL	  ALCOHOL 108.3350738 92.93633322 C([H])(C([H])([H])OC([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(C([H])([H])O[H])O[H] InChI=1S/C21H44O3/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐15-‐16-‐17-‐18-‐24-‐20-‐21(23)19-‐22/h21-‐23H,2-‐20H2,1H3 OGBUMNBNEWYMNJ-‐UHFFFAOYSA-‐N
RETINOL 31.96024065 18.99477616 C1(=C(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C1(C([H])([H])[H])C([H])([H])[H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])([H])O[H] InChI=1S/C20H30O/c1-‐16(8-‐6-‐9-‐17(2)13-‐15-‐21)11-‐12-‐19-‐18(3)10-‐7-‐14-‐20(19,4)5/h6,8-‐9,11-‐13,21H,7,10,14-‐15H2,1-‐5H3/b9-‐6+,12-‐11+,16-‐8+,17-‐13+ FPIPGXGPPPQFEQ-‐OVSJKPMPSA-‐N
DIPROTIN	  A 116.7787707 108.3166827 N1(C([H])([H])C([H])([H])C([H])([H])[C@@]1([H])C(=O)N([H])[C@@]([H])([C@@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])C([O-‐])=O)C(=O)[C@]([H])([C@@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C17H31N3O4/c1-‐5-‐10(3)13(18)16(22)20-‐9-‐7-‐8-‐12(20)15(21)19-‐14(17(23)24)11(4)6-‐2/h10-‐14H,5-‐9,18H2,1-‐4H3,(H,19,21)(H,23,24)/t10-‐,11-‐,12-‐,13-‐,14-‐/m0/s1 JNTMAZFVYNDPLB-‐PEDHHIEDSA-‐N
GUVACINE	  HYDROCHLORIDE 108.6771636 114.9955469 C(C1([H])[H])(=C([H])C([H])([H])C([H])([H])[N+]1([H])[H])C([O-‐])=O InChI=1S/C6H9NO2/c8-‐6(9)5-‐2-‐1-‐3-‐7-‐4-‐5/h2,7H,1,3-‐4H2,(H,8,9) QTDZOWFRBNTPQR-‐UHFFFAOYSA-‐N

AZADIRACHTIN 74.42213486 51.12495838
C1([C@]([H])(C([H])([H])[C@@]23[H])OC([H])([C@@]24O[H])OC([H])=C4[H])([C@]5(C([H])([H])[H])[C@]([H])(O[H])[C@@]6([H])C([H])([C@@]7(C([H])([H])O[C@]8(O[H])C(OC([H])([H])[H])=O)[C@]58[H])[C@@](C([H])([H])O6)(C(OC([H])([H])[H])=O)[C@@]([H])(C([H])([H])[C@]7([H])OC(=O)\C(\C([H])([
H])[H])=C([H])\C([H])([H])[H])OC(C([H])([H])[H])=O)[C@]3(O1)C([H])([H])[H]

InChI=1S/C35H44O16/c1-‐8-‐15(2)24(38)49-‐18-‐12-‐19(48-‐16(3)36)32(26(39)43-‐6)13-‐46-‐21-‐22(32)31(18)14-‐47-‐34(42,27(40)44-‐7)25(31)29(4,23(21)37)35-‐20-‐11-‐17(30(35,5)51-‐35)33(41)9-‐10-‐45-‐28(33)50-‐20/h8-‐10,17-‐23,25,28,37,41-‐42H,11-‐14H2,1-‐7H3/b15-‐8+/t17-‐,18+,19-‐,20+,21-‐,22?,23-‐
,25+,28?,29-‐,30+,31+,32+,33+,34+,35?/m1/s1 FTNJWQUOZFUQQJ-‐APTPXFPHSA-‐N

FOLIC	  ACID 109.7100116 98.40373144 N(=C(N([H])[H])N([H])c(c12)nc([H])c(C([H])([H])N([H])c(c([H])c3[H])c([H])c([H])c3C(=O)N([H])[C@@]([H])(C([H])([H])C([H])([H])C([O-‐])=O)C([O-‐])=O)n1)C2=O InChI=1S/C19H19N7O6/c20-‐19-‐25-‐15-‐14(17(30)26-‐19)23-‐11(8-‐22-‐15)7-‐21-‐10-‐3-‐1-‐9(2-‐4-‐10)16(29)24-‐12(18(31)32)5-‐6-‐13(27)28/h1-‐4,8,12,21H,5-‐7H2,(H,24,29)(H,27,28)(H,31,32)(H3,20,22,25,26,30)/p-‐2/t12-‐/m0/s1 OVBPIULPVIDEAO-‐LBPRGKRZSA-‐L
BERBAMINE	  HYDROCHLORIDE 92.27001138 102.5332499 c12c(c(c([H])c(OC([H])([H])[H])c1OC([H])([H])[H])C([H])([H])C([H])([H])N3C([H])([H])[H])[C@@]3([H])C([H])([H])c(c4[H])c([H])c(c([H])c4[H])Oc(c([H])c5[H])c([H])c(O[H])c5C([H])([H])[C@@]6([H])c(c7C([H])([H])C([H])([H])[NH+]6C([H])([H])[H])c([H])c(c(OC([H])([H])[H])c7[H])O2 InChI=1S/C37H40N2O6/c1-‐38-‐13-‐11-‐23-‐18-‐32(41-‐3)33-‐21-‐28(23)29(38)17-‐24-‐9-‐10-‐27(20-‐31(24)40)44-‐26-‐8-‐6-‐7-‐22(15-‐26)16-‐30-‐35-‐25(12-‐14-‐39(30)2)19-‐34(42-‐4)36(43-‐5)37(35)45-‐33/h6-‐10,15,18-‐21,29-‐30,40H,11-‐14,16-‐17H2,1-‐5H3/p+1/t29-‐,30+/m0/s1 JEKDOWMTUCHNIR-‐XZWHSSHBSA-‐O
ABSCISIC	  ACID	  (cis,trans;	  +/-‐) 92.9081404 70.84551613 [C@]1(O[H])(\C([H])=C([H])\C(\C([H])([H])[H])=C([H])/C([O-‐])=O)C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C(C([H])=C1C([H])([H])[H])=O InChI=1S/C15H20O4/c1-‐10(7-‐13(17)18)5-‐6-‐15(19)11(2)8-‐12(16)9-‐14(15,3)4/h5-‐8,19H,9H2,1-‐4H3,(H,17,18)/p-‐1/b6-‐5+,10-‐7-‐/t15-‐/m1/s1 JLIDBLDQVAYHNE-‐YKALOCIXSA-‐M
FARNESOL 89.90827616 89.37567696 C(/C([H])([H])[H])(\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])=C([H])/C([H])([H])C([H])([H])\C(\C([H])([H])[H])=C([H])\C([H])([H])O[H] InChI=1S/C15H26O/c1-‐13(2)7-‐5-‐8-‐14(3)9-‐6-‐10-‐15(4)11-‐12-‐16/h7,9,11,16H,5-‐6,8,10,12H2,1-‐4H3/b14-‐9+,15-‐11+ CRDAMVZIKSXKFV-‐YFVJMOTDSA-‐N

GITOXIN 102.1577218 103.3760088
[C@@]1(O[H])(C([H])([H])[C@@]([H])([C@]2([H])C(C([H])([H])OC3=O)=C3[H])O[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@@]1([H])C([H])([H])C([H])([H])[C@]([C@@]45C([H])([H])[H])([H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[C@@]([H])(C([H])([H])[C@]6([H])O[H])O[C@@]([H])(
[C@@]6([H])OC([H])(C([H])([H])[C@]7([H])O[H])O[C@@]([H])([C@@]7([H])OC8([H])C([H])([H])[C@]([H])(O[H])C([H])([C@@]([H])(C([H])([H])[H])O8)O[H])C([H])([H])[H])C([H])([H])[H]

InChI=1S/C41H64O14/c1-‐19-‐36(47)27(42)14-‐33(50-‐19)54-‐38-‐21(3)52-‐34(16-‐29(38)44)55-‐37-‐20(2)51-‐32(15-‐28(37)43)53-‐24-‐8-‐10-‐39(4)23(13-‐24)6-‐7-‐26-‐25(39)9-‐11-‐40(5)35(22-‐12-‐31(46)49-‐18-‐22)30(45)17-‐41(26,40)48/h12,19-‐21,23-‐30,32-‐38,42-‐45,47-‐48H,6-‐11,13-‐18H2,1-‐5H3/t19-‐,20-‐,21-‐,23-‐
,24+,25?,26-‐,27+,28+,29+,30+,32+,33?,34?,35+,36?,37-‐,38-‐,39+,40-‐,41+/m1/s1 LKRDZKPBAOKJBT-‐OEYNLDBRSA-‐N

NORELEAGNINE 98.71708805 99.40450761 n1([H])c(c([H])c([H])c([H])c2[H])c2c(C([H])([H])C([H])([H])[N+]3([H])[H])c1C3([H])[H] InChI=1S/C11H12N2/c1-‐2-‐4-‐10-‐8(3-‐1)9-‐5-‐6-‐12-‐7-‐11(9)13-‐10/h1-‐4,12-‐13H,5-‐7H2/p+1 CFTOTSJVQRFXOF-‐UHFFFAOYSA-‐O
GINKGOLIDE	  A 113.8183783 103.7236469 [C@@]12(O3)C([C@]([H])(C4([H])[C@]1(O[H])[C@]([H])(C([H])([H])[H])C(O4)=O)O[H])([C@]([H])(OC2=O)[C@@]([H])([C@@]5([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])O[H])[C@@]5([C@]36[H])[C@]([H])(C(=O)O6)O[H] InChI=1S/C20H24O11/c1-‐5-‐12(24)28-‐11-‐8(22)18-‐10-‐6(21)7(16(2,3)4)17(18)9(23)13(25)30-‐15(17)31-‐20(18,14(26)29-‐10)19(5,11)27/h5-‐11,15,21-‐23,27H,1-‐4H3/t5-‐,6-‐,7+,8+,9+,10-‐,11?,15+,17-‐,18?,19-‐,20+/m1/s1 AMOGMTLMADGEOQ-‐JSHNNAHISA-‐N
KINETIN	  RIBOSIDE 112.0487216 114.7111157 n1(c([H])nc2c1nc([H])nc2N([H])C([H])([H])c3c([H])c([H])c([H])o3)[C@]4([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]4([H])O[H])C([H])([H])O[H] InChI=1S/C15H17N5O5/c21-‐5-‐9-‐11(22)12(23)15(25-‐9)20-‐7-‐19-‐10-‐13(17-‐6-‐18-‐14(10)20)16-‐4-‐8-‐2-‐1-‐3-‐24-‐8/h1-‐3,6-‐7,9,11-‐12,15,21-‐23H,4-‐5H2,(H,16,17,18)/t9-‐,11-‐,12-‐,15-‐/m1/s1 CAGLGYNQQSIUGX-‐SDBHATRESA-‐N
3-‐HYDROXYFLAVONE 102.5688874 133.4519663 C1([O-‐])=C(c2c([H])c([H])c([H])c([H])c2[H])Oc(c([H])c([H])c([H])c3[H])c3C1=O InChI=1S/C15H10O3/c16-‐13-‐11-‐8-‐4-‐5-‐9-‐12(11)18-‐15(14(13)17)10-‐6-‐2-‐1-‐3-‐7-‐10/h1-‐9,17H/p-‐1 HVQAJTFOCKOKIN-‐UHFFFAOYSA-‐M
ERYSOLIN 72.61629553 108.5905794 S(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[NH+]=C=S)(=O)=O InChI=1S/C6H11NO2S2/c1-‐11(8,9)5-‐3-‐2-‐4-‐7-‐6-‐10/h2-‐5H2,1H3/p+1 WNCZPWWLBZOFJL-‐UHFFFAOYSA-‐O
CHOLIC	  ACID,	  METHYL	  ESTER 40.87431093 26.0212783 [C@@]1(C([H])([H])[H])([C@@]([H])(O[H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C(OC([H])([H])[H])=O)C([H])(C23[H])[C@]([H])(O[H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C25H42O5/c1-‐14(5-‐8-‐22(29)30-‐4)17-‐6-‐7-‐18-‐23-‐19(13-‐21(28)25(17,18)3)24(2)10-‐9-‐16(26)11-‐15(24)12-‐20(23)27/h14-‐21,23,26-‐28H,5-‐13H2,1-‐4H3/t14?,15-‐,16+,17+,18?,19?,20+,21-‐,23?,24-‐,25+/m0/s1 DLYVTEULDNMQAR-‐WRELVWFXSA-‐N 5.43 5.08
7-‐OXOCALLITRISIC	  ACID,	  METHYL	  ESTER 105.6148022 127.8265508 C1([H])(C([H])([H])C(=O)c2c3c([H])c([H])c(C([H])(C([H])([H])[H])C([H])([H])[H])c2[H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[C@@]1(C([H])([H])[H])C(OC([H])([H])[H])=O InChI=1S/C21H28O3/c1-‐13(2)14-‐7-‐8-‐16-‐15(11-‐14)17(22)12-‐18-‐20(16,3)9-‐6-‐10-‐21(18,4)19(23)24-‐5/h7-‐8,11,13,18H,6,9-‐10,12H2,1-‐5H3/t18?,20-‐,21-‐/m1/s1 URPBIQPJABGDJD-‐VTVVEXCCSA-‐N
SHIKIMIC	  ACID 97.12505483 81.48534697 C(C([H])([H])[C@@]1([H])O[H])(C([O-‐])=O)=C([H])[C@]([H])([C@@]1([H])O[H])O[H] InChI=1S/C7H10O5/c8-‐4-‐1-‐3(7(11)12)2-‐5(9)6(4)10/h1,4-‐6,8-‐10H,2H2,(H,11,12)/p-‐1/t4-‐,5-‐,6-‐/m1/s1 JXOHGGNKMLTUBP-‐HSUXUTPPSA-‐M
CAFESTOL	  ACETATE 89.68131274 108.6011139 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])c2c3c([H])c([H])o2)C3([H])C([H])([H])C([H])([H])[C@](C([H])([H])[C@]4([H])[C@@]5(O[H])C([H])([H])OC(C([H])([H])[H])=O)(C5([H])[H])C1([H])C([H])([H])C4([H])[H] InChI=1S/C22H30O4/c1-‐14(23)26-‐13-‐22(24)12-‐21-‐9-‐5-‐17-‐16-‐7-‐10-‐25-‐18(16)6-‐8-‐20(17,2)19(21)4-‐3-‐15(22)11-‐21/h7,10,15,17,19,24H,3-‐6,8-‐9,11-‐13H2,1-‐2H3/t15-‐,17?,19?,20+,21+,22+/m1/s1 PTGGVIKFNQSFBY-‐WAKDWFRPSA-‐N

LANATOSIDE	  C 86.14528855 102.512181
[C@@]1(O[H])(C([H])([H])C([H])([H])[C@]2([H])C(C([H])([H])OC3=O)=C3[H])[C@]2(C([H])([H])[H])[C@@]([H])(C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])C([H])([C@@]45C([H])([H])[H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[C@@]([H])(C([H])([H])[C@]6([H])O[H])O[C@@]([H])([C@@]6([H])O[
C@@]([H])(C([H])([H])[C@]7([H])O[H])O[C@@]([H])([C@@]7([H])O[C@@]([H])(C([H])([H])[C@]8([H])OC(C([H])([H])[H])=O)O[C@@]([H])([C@@]8([H])O[C@]9([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]9([H])O[H])O[H])C([H])([H])[H])C([H])([H])[H])C([H])([H])[H])O[H]

InChI=1S/C49H76O20/c1-‐21-‐43(67-‐38-‐17-‐32(53)44(22(2)62-‐38)68-‐39-‐18-‐33(64-‐24(4)51)45(23(3)63-‐39)69-‐46-‐42(58)41(57)40(56)34(19-‐50)66-‐46)31(52)16-‐37(61-‐21)65-‐27-‐9-‐11-‐47(5)26(14-‐27)7-‐8-‐29-‐30(47)15-‐35(54)48(6)28(10-‐12-‐49(29,48)59)25-‐13-‐36(55)60-‐20-‐25/h13,21-‐23,26-‐35,37-‐46,50,52-‐
54,56-‐59H,7-‐12,14-‐20H2,1-‐6H3/t21-‐,22-‐,23-‐,26?,27+,28-‐,29?,30?,31+,32+,33+,34-‐,35-‐,37+,38+,39+,40-‐,41+,42-‐,43-‐,44-‐,45-‐,46+,47+,48+,49+/m1/s1 JAYAGJDXJIDEKI-‐YBYZECQXSA-‐N

ICHTHYNONE 118.7688122 105.5671819 C(=C([H])Oc1c2c([H])c(c(OC(C([H])([H])[H])(C([H])([H])[H])C([H])=C3[H])c13)OC([H])([H])[H])(c4c([H])c5c(c([H])c4OC([H])([H])[H])OC([H])([H])O5)C2=O InChI=1S/C23H20O7/c1-‐23(2)6-‐5-‐12-‐21-‐14(8-‐19(26-‐4)22(12)30-‐23)20(24)15(10-‐27-‐21)13-‐7-‐17-‐18(29-‐11-‐28-‐17)9-‐16(13)25-‐3/h5-‐10H,11H2,1-‐4H3 NPYOKEDYJXYSTA-‐UHFFFAOYSA-‐N
OXYPHENCYCLIMINE	  HYDROCHLORIDE 103.8550134 92.10410883 C1(C([H])([H])OC(=O)[C@](O[H])(C2([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H])c3c([H])c([H])c([H])c([H])c3[H])=NC([H])([H])C([H])([H])C([H])([H])N1C([H])([H])[H] InChI=1S/C20H28N2O3/c1-‐22-‐14-‐8-‐13-‐21-‐18(22)15-‐25-‐19(23)20(24,16-‐9-‐4-‐2-‐5-‐10-‐16)17-‐11-‐6-‐3-‐7-‐12-‐17/h2,4-‐5,9-‐10,17,24H,3,6-‐8,11-‐15H2,1H3/t20-‐/m1/s1 DUDKAZCAISNGQN-‐HXUWFJFHSA-‐N
N-‐AMINOHEXYL-‐5-‐CHLORO-‐1-‐NAPTHALENESULFONAMIDE	  HYDROCHLORIDE105.8055831 87.75336612 S(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])(=O)(=O)c1c([H])c([H])c([H])c2c1c([H])c([H])c([H])c2Cl InChI=1S/C16H21ClN2O2S/c17-‐15-‐9-‐5-‐8-‐14-‐13(15)7-‐6-‐10-‐16(14)22(20,21)19-‐12-‐4-‐2-‐1-‐3-‐11-‐18/h5-‐10,19H,1-‐4,11-‐12,18H2/p+1 IDEHCMNLNCJQST-‐UHFFFAOYSA-‐O
FLUCONAZOLE 106.4897626 86.63671061 C(O[H])(C([H])([H])n(c1[H])nc([H])n1)(C([H])([H])n(c2[H])nc([H])n2)c3c([H])c([H])c(c([H])c3F)F InChI=1S/C13H12F2N6O/c14-‐10-‐1-‐2-‐11(12(15)3-‐10)13(22,4-‐20-‐8-‐16-‐6-‐18-‐20)5-‐21-‐9-‐17-‐7-‐19-‐21/h1-‐3,6-‐9,22H,4-‐5H2 RFHAOTPXVQNOHP-‐UHFFFAOYSA-‐N
OXIBENDAZOLE 119.4628597 102.4595085 c1(N([H])C(OC([H])([H])[H])=O)n([H])c2c(c([H])c([H])c(OC([H])([H])C([H])([H])C([H])([H])[H])c2[H])n1 InChI=1S/C12H15N3O3/c1-‐3-‐6-‐18-‐8-‐4-‐5-‐9-‐10(7-‐8)14-‐11(13-‐9)15-‐12(16)17-‐2/h4-‐5,7H,3,6H2,1-‐2H3,(H2,13,14,15,16) RAOCRURYZCVHMG-‐UHFFFAOYSA-‐N
PENTOLINIUM	  TARTRATE 116.6636443 91.92502257 [N+]1(C([H])([H])C([H])([H])C([H])([H])C1([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]2(C([H])([H])C([H])([H])C([H])([H])C2([H])[H])C([H])([H])[H] InChI=1S/C15H32N2/c1-‐16(12-‐6-‐7-‐13-‐16)10-‐4-‐3-‐5-‐11-‐17(2)14-‐8-‐9-‐15-‐17/h3-‐15H2,1-‐2H3/q+2 XSBSKEQEUFOSDD-‐UHFFFAOYSA-‐N
ISOROTENONE 87.44128254 78.61996678 c1(O[C@]([H])(C([H])([H])Oc(c23)c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H])[C@]3(C4=O)[H])c4c([H])c([H])c(c15)oc(C([H])(C([H])([H])[H])C([H])([H])[H])c5[H] InChI=1S/C23H22O6/c1-‐11(2)16-‐8-‐14-‐15(28-‐16)6-‐5-‐12-‐22(24)21-‐13-‐7-‐18(25-‐3)19(26-‐4)9-‐17(13)27-‐10-‐20(21)29-‐23(12)14/h5-‐9,11,20-‐21H,10H2,1-‐4H3/t20-‐,21+/m1/s1 DJDRQIXLFYUYAA-‐RTWAWAEBSA-‐N

beta-‐SITOSTEROL 92.99037352 92.47281584
[C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(C([H])([H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])=C(C([H])([H])[C@@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[
H] InChI=1S/C29H50O/c1-‐7-‐21(19(2)3)9-‐8-‐20(4)25-‐12-‐13-‐26-‐24-‐11-‐10-‐22-‐18-‐23(30)14-‐16-‐28(22,5)27(24)15-‐17-‐29(25,26)6/h10,19-‐21,23-‐27,30H,7-‐9,11-‐18H2,1-‐6H3/t20?,21?,23-‐,24?,25+,26?,27?,28-‐,29+/m0/s1 KZJWDPNRJALLNS-‐LRWZISJQSA-‐N

3beta,7beta-‐DIACETOXYDEOXODEACETOXYDEOXYDIHYDROGEDUNIN 67.83690656 51.91504483 C1(=C([H])C(=O)OC2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(OC(C([H])([H])[H])=O)C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C30H40O7/c1-‐17(31)35-‐23-‐9-‐12-‐28(5)20-‐8-‐11-‐29(6)22(15-‐25(33)37-‐26(29)19-‐10-‐13-‐34-‐16-‐19)30(20,7)24(36-‐18(2)32)14-‐21(28)27(23,3)4/h10,13,15-‐16,20-‐21,23-‐24,26H,8-‐9,11-‐12,14H2,1-‐7H3/t20?,21?,23-‐,24-‐,26?,28-‐,29-‐,30-‐/m0/s1 HNFPPWVGLWDXQQ-‐ICBYKNSCSA-‐N
COTARNINE	  CHLORIDE 93.28641276 85.95196902 c1(c(C([H])([H])C([H])([H])[N+](C([H])([H])[H])=C1[H])c([H])c(c23)OC([H])([H])O2)c3OC([H])([H])[H] InChI=1S/C12H14NO3/c1-‐13-‐4-‐3-‐8-‐5-‐10-‐12(16-‐7-‐15-‐10)11(14-‐2)9(8)6-‐13/h5-‐6H,3-‐4,7H2,1-‐2H3/q+1 KGZAOSLMBZSSTE-‐UHFFFAOYSA-‐N
3beta-‐HYDROXYDEOXYDESACETOXY-‐7-‐OXOGEDUNIN 22.22054983 10.83054953 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])=C([H])[C@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C26H32O6/c1-‐22(2)16-‐12-‐18(28)25(5)15(23(16,3)9-‐7-‐17(22)27)6-‐10-‐24(4)19(14-‐8-‐11-‐30-‐13-‐14)31-‐21(29)20-‐26(24,25)32-‐20/h7-‐9,11,13,15-‐17,19-‐20,27H,6,10,12H2,1-‐5H3/t15?,16?,17-‐,19-‐,20+,23+,24-‐,25-‐,26+/m0/s1 APNJDIVXMGGHDX-‐MHKPZZPRSA-‐N 5.3 5.62
1,7-‐DIDEACETOXY-‐1,7-‐DIOXOKHIVORIN 97.88817819 80.53724323 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C([H])([C@@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])[C@@]([H])(C([H])([H])C4=O)OC(C([H])([H])[H])=O)[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)C6([H])O2 InChI=1S/C28H34O8/c1-‐14(29)34-‐20-‐12-‐18(30)26(5)16-‐7-‐9-‐25(4)21(15-‐8-‐10-‐33-‐13-‐15)35-‐23(32)22-‐28(25,36-‐22)27(16,6)19(31)11-‐17(26)24(20,2)3/h8,10,13,16-‐17,20-‐22H,7,9,11-‐12H2,1-‐6H3/t16?,17?,20-‐,21+,22?,25+,26-‐,27+,28?/m1/s1 AFBBIVHQSLMMLH-‐TWDGNWCTSA-‐N

FRIEDELIN 90.31286311 111.9510804
[C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@@](C23[H])(C([H])([H])[H])C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C2([H])[H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C([H])([H])[H])(C([H])([C@@]45C([H])([H])[H])C([H])([H])C([H])([H])C(=O)[C@]4([H])C([H])([H])[H])C1([H])C(
[H])([H])C5([H])[H] InChI=1S/C30H50O/c1-‐20-‐21(31)9-‐10-‐22-‐27(20,5)12-‐11-‐23-‐28(22,6)16-‐18-‐30(8)24-‐19-‐25(2,3)13-‐14-‐26(24,4)15-‐17-‐29(23,30)7/h20,22-‐24H,9-‐19H2,1-‐8H3/t20-‐,22?,23?,24?,26+,27+,28-‐,29+,30-‐/m0/s1 OFMXGFHWLZPCFL-‐QDTNQAACSA-‐N



GIBBERELLIC	  ACID 82.4020369 102.3963016 [C@]1([C@]([H])(C([H])([H])C2([H])[H])[C@@]3([C@@]4([H])C([O-‐])=O)C([H])([H])[C@@]2(C(=C([H])[H])C3([H])[H])O[H])(O5)[C@@]4([H])[C@@]([C@@]([H])(O[H])C([H])=C1[H])(C5=O)C([H])([H])[H] InChI=1S/C19H22O6/c1-‐9-‐7-‐17-‐8-‐18(9,24)5-‐3-‐10(17)19-‐6-‐4-‐11(20)16(2,15(23)25-‐19)13(19)12(17)14(21)22/h4,6,10-‐13,20,24H,1,3,5,7-‐8H2,2H3,(H,21,22)/p-‐1/t10-‐,11+,12-‐,13-‐,16-‐,17+,18+,19-‐/m1/s1 IXORZMNAPKEEDV-‐OBDJNFEBSA-‐M
4-‐METHYLDAPHNETIN 78.20485842 61.22753043 c1(OC(=O)C([H])=C2C([H])([H])[H])c2c([H])c([H])c([O-‐])c1O[H] InChI=1S/C10H8O4/c1-‐5-‐4-‐8(12)14-‐10-‐6(5)2-‐3-‐7(11)9(10)13/h2-‐4,11,13H,1H3/p-‐1 NWQBYMPNIJXFNQ-‐UHFFFAOYSA-‐M
ERGOSTEROL	  ACETATE 112.4401512 81.64336425 C1(=C([H])C([H])=C2C3([H])C([H])([H])C([H])([H])C4(C([H])([H])[H])C2([H])C([H])([H])C([H])([H])C4([H])C([H])(C([H])([H])[H])\C([H])=C([H])\C([H])(C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])C3(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(OC(C([H])([H])[H])=O)C1(C([H])([H])[H])C([H])([H])[H] InChI=1S/C32H50O2/c1-‐20(2)21(3)10-‐11-‐22(4)25-‐13-‐14-‐26-‐24-‐12-‐15-‐28-‐30(6,7)29(34-‐23(5)33)17-‐19-‐32(28,9)27(24)16-‐18-‐31(25,26)8/h10-‐12,15,20-‐22,25-‐27,29H,13-‐14,16-‐19H2,1-‐9H3/b11-‐10+ NZNSOPHQRHNYSM-‐ZHACJKMWSA-‐N
CHENODIOL 71.61963011 37.88310951 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])[C@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])[C@]([H])(O[H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H40O4/c1-‐14(4-‐7-‐21(27)28)17-‐5-‐6-‐18-‐22-‐19(9-‐11-‐24(17,18)3)23(2)10-‐8-‐16(25)12-‐15(23)13-‐20(22)26/h14-‐20,22,25-‐26H,4-‐13H2,1-‐3H3,(H,27,28)/p-‐1/t14-‐,15+,16-‐,17-‐,18?,19?,20-‐,22?,23+,24-‐/m1/s1 RUDATBOHQWOJDD-‐GXLBFMQUSA-‐M
KHELLIN 102.2267976 83.14979575 c12c(OC(C([H])([H])[H])=C([H])C1=O)c(c3c(c([H])c([H])o3)c2OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C14H12O5/c1-‐7-‐6-‐9(15)10-‐11(16-‐2)8-‐4-‐5-‐18-‐12(8)14(17-‐3)13(10)19-‐7/h4-‐6H,1-‐3H3 HSMPDPBYAYSOBC-‐UHFFFAOYSA-‐N

ENTANDROPHRAGMIN 0.616264355 -‐0.388678037
C(OC(O1)(O2)C([H])([H])[H])([C@]3([H])OC(C([H])(C([H])([H])[H])C([H])([H])[H])=O)(C2(C([H])([H])C(=O)O[C@@]4([H])c5c([H])c([H])oc5[H])[C@]4(C([H])([H])[H])C([H])([H])[C@@]6([H])OC(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)C16[C@]7([C@](O[H])(C([H])([H])[C@@]8([C@]7([H])C([H])([H
])C(OC([H])([H])[H])=O)C([H])([H])[H])[C@]3(O[H])[C@@]8([H])OC(=O)C9(C([H])([H])[H])C([H])(O9)C([H])([H])[H])C([H])([H])[H]

InChI=1S/C43H56O17/c1-‐12-‐21(4)30(47)53-‐25-‐16-‐35(7)28(23-‐13-‐14-‐52-‐18-‐23)54-‐27(45)17-‐40(35)43-‐32(55-‐29(46)20(2)3)41(50)31(56-‐33(48)36(8)22(5)57-‐36)34(6)19-‐39(41,49)37(9,24(34)15-‐26(44)51-‐11)42(25,43)59-‐38(10,58-‐40)60-‐43/h13-‐14,18,20-‐22,24-‐25,28,31-‐32,49-‐50H,12,15-‐17,19H2,1-‐
11H3/t21?,22?,24-‐,25+,28-‐,31-‐,32+,34+,35+,36?,37+,38?,39+,40?,41-‐,42?,43?/m0/s1 BUVRFGBECZFCRL-‐DLKYJPJDSA-‐N

PICROTIN 89.13528482 88.43810771 [C@]12([C@]3([H])O1)[C@](C([H])([H])[H])([C@]([H])(OC2=O)[C@]([H])(OC4=O)[C@]([H])([C@]45[H])C(C([H])([H])[H])(C([H])([H])[H])O[H])[C@]5(C3([H])[H])O[H] InChI=1S/C15H18O7/c1-‐12(2,18)6-‐7-‐10(16)20-‐8(6)9-‐13(3)14(7,19)4-‐5-‐15(13,22-‐5)11(17)21-‐9/h5-‐9,18-‐19H,4H2,1-‐3H3/t5-‐,6+,7-‐,8-‐,9-‐,13-‐,14-‐,15+/m1/s1 RYEFFICCPKWYML-‐QCGISDTRSA-‐N
ORTHOTHYMOTINIC	  ACID 82.07639374 75.50175893 c1(c(C([H])([H])[H])c([H])c([H])c(C([H])(C([H])([H])[H])C([H])([H])[H])c1O[H])C([O-‐])=O InChI=1S/C11H14O3/c1-‐6(2)8-‐5-‐4-‐7(3)9(10(8)12)11(13)14/h4-‐6,12H,1-‐3H3,(H,13,14)/p-‐1 FNWNGQGTFICQJU-‐UHFFFAOYSA-‐M
SAFROLE 100.8979104 83.42369238 c12c(c([H])c([H])c(C([H])([H])C([H])=C([H])[H])c1[H])OC([H])([H])O2 InChI=1S/C10H10O2/c1-‐2-‐3-‐8-‐4-‐5-‐9-‐10(6-‐8)12-‐7-‐11-‐9/h2,4-‐6H,1,3,7H2 ZMQAAUBTXCXRIC-‐UHFFFAOYSA-‐N
POTASSIUM	  p-‐AMINOBENZOATE 88.18138062 85.02493425 C(=O)([O-‐])c1c([H])c([H])c(c([H])c1[H])N([H])[H] InChI=1S/C7H7NO2/c8-‐6-‐3-‐1-‐5(2-‐4-‐6)7(9)10/h1-‐4H,8H2,(H,9,10)/p-‐1 ALYNCZNDIQEVRV-‐UHFFFAOYSA-‐M
DEOXYGEDUNOL	  ACETATE 49.18314545 23.25070849 C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])=C([H])[C@@]([H])(OC(C([H])([H])[H])=O)C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C30H38O7/c1-‐17(31)35-‐23-‐9-‐12-‐28(5)20-‐8-‐11-‐29(6)22(15-‐25(33)37-‐26(29)19-‐10-‐13-‐34-‐16-‐19)30(20,7)24(36-‐18(2)32)14-‐21(28)27(23,3)4/h9-‐10,12-‐13,15-‐16,20-‐21,23-‐24,26H,8,11,14H2,1-‐7H3/t20?,21?,23-‐,24-‐,26-‐,28+,29+,30+/m1/s1 GODATXYKWYGJRN-‐FTUKGHNWSA-‐N
CHELIDONINE	  (+) 82.29019985 59.49987473 C1([H])(C([H])(O[H])C([H])([H])c(c23)c([H])c(c4c2[H])OC([H])([H])O4)C3([H])[NH+](C([H])([H])c5c1c([H])c([H])c(c56)OC([H])([H])O6)C([H])([H])[H] InChI=1S/C20H19NO5/c1-‐21-‐7-‐13-‐11(2-‐3-‐15-‐20(13)26-‐9-‐23-‐15)18-‐14(22)4-‐10-‐5-‐16-‐17(25-‐8-‐24-‐16)6-‐12(10)19(18)21/h2-‐3,5-‐6,14,18-‐19,22H,4,7-‐9H2,1H3/p+1 GHKISGDRQRSCII-‐UHFFFAOYSA-‐O
AMOXICILLIN 87.94454923 75.16465538 N12[C@]([C@]([H])(N([H])C(=O)[C@@]([H])(N([H])[H])c3c([H])c([H])c(c([H])c3[H])O[H])C1=O)([H])SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([O-‐])=O InChI=1S/C16H19N3O5S/c1-‐16(2)11(15(23)24)19-‐13(22)10(14(19)25-‐16)18-‐12(21)9(17)7-‐3-‐5-‐8(20)6-‐4-‐7/h3-‐6,9-‐11,14,20H,17H2,1-‐2H3,(H,18,21)(H,23,24)/p-‐1/t9-‐,10+,11-‐,14+/m0/s1 LSQZJLSUYDQPKJ-‐BBGACYKPSA-‐M
CHLOROTHIAZIDE 78.07986407 69.92901585 S1(=O)(=O)[N-‐]C([H])=Nc(c([H])c(c2S(N([H])[H])(=O)=O)Cl)c1c2[H] InChI=1S/C7H5ClN3O4S2/c8-‐4-‐1-‐5-‐7(2-‐6(4)16(9,12)13)17(14,15)11-‐3-‐10-‐5/h1-‐3H,(H2-‐,9,10,11,12,13)/q-‐1 FJAQCHDLDMMLJX-‐UHFFFAOYSA-‐N
ROTENONE 43.8643072 23.21910503 c1(O[C@]([H])(C([H])([H])Oc(c23)c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H])[C@@]3([H])C4=O)c4c([H])c([H])c5c1C([H])([H])[C@@]([H])(O5)C(C([H])([H])[H])=C([H])[H] InChI=1S/C23H22O6/c1-‐11(2)16-‐8-‐14-‐15(28-‐16)6-‐5-‐12-‐22(24)21-‐13-‐7-‐18(25-‐3)19(26-‐4)9-‐17(13)27-‐10-‐20(21)29-‐23(12)14/h5-‐7,9,16,20-‐21H,1,8,10H2,2-‐4H3/t16-‐,20-‐,21+/m1/s1 JUVIOZPCNVVQFO-‐HBGVWJBISA-‐N
HETEROPEUCENIN,	  METHYL	  ETHER 110.3382727 302.3829834 c1(c(O[H])c([H])c(c2C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])OC([H])([H])[H])c2OC(C([H])([H])[H])=C([H])C1=O InChI=1S/C16H18O4/c1-‐9(2)5-‐6-‐11-‐14(19-‐4)8-‐13(18)15-‐12(17)7-‐10(3)20-‐16(11)15/h5,7-‐8,18H,6H2,1-‐4H3 KVNRDSLYCOJCRD-‐UHFFFAOYSA-‐N
PODOFILOX 95.18764251 63.87168641 [C@@]([H])(C([H])([H])OC1=O)([C@@]([H])(O[H])c(c([H])c(OC([H])([H])O2)c2c3[H])c3[C@@]4([H])c(c([H])c5OC([H])([H])[H])c([H])c(c5OC([H])([H])[H])OC([H])([H])[H])[C@]14[H] InChI=1S/C22H22O8/c1-‐25-‐16-‐4-‐10(5-‐17(26-‐2)21(16)27-‐3)18-‐11-‐6-‐14-‐15(30-‐9-‐29-‐14)7-‐12(11)20(23)13-‐8-‐28-‐22(24)19(13)18/h4-‐7,13,18-‐20,23H,8-‐9H2,1-‐3H3/t13-‐,18+,19-‐,20-‐/m0/s1 YJGVMLPVUAXIQN-‐XVVDYKMHSA-‐N
CAMPTOTHECIN 107.2824899 74.80648286 N(C([H])([H])c(c12)c([H])c(c3[nH+]1)c([H])c([H])c([H])c3[H])(C4=O)C2=C([H])C5=C4C([H])([H])OC([C@@]5(C([H])([H])C([H])([H])[H])O[H])=O InChI=1S/C20H16N2O4/c1-‐2-‐20(25)14-‐8-‐16-‐17-‐12(7-‐11-‐5-‐3-‐4-‐6-‐15(11)21-‐17)9-‐22(16)18(23)13(14)10-‐26-‐19(20)24/h3-‐8,25H,2,9-‐10H2,1H3/p+1/t20-‐/m0/s1 VSJKWCGYPAHWDS-‐FQEVSTJZSA-‐O
CIANIDANOL 92.34237653 72.86813744 O1[C@@]([H])([C@@]([H])(O[H])C([H])([H])c2c1c([H])c(O[H])c([H])c2O[H])c3c([H])c([H])c(c(O[H])c3[H])O[H] InChI=1S/C15H14O6/c16-‐8-‐4-‐11(18)9-‐6-‐13(20)15(21-‐14(9)5-‐8)7-‐1-‐2-‐10(17)12(19)3-‐7/h1-‐5,13,15-‐20H,6H2/t13-‐,15+/m0/s1 PFTAWBLQPZVEMU-‐DZGCQCFKSA-‐N
CHLORTHALIDONE 67.03760062 62.40739286 [C@]1(O[H])(c(c([H])c([H])c(c2S(N([H])[H])(=O)=O)Cl)c2[H])c3c(C(=O)N1[H])c([H])c([H])c([H])c3[H] InChI=1S/C14H11ClN2O4S/c15-‐11-‐6-‐5-‐8(7-‐12(11)22(16,20)21)14(19)10-‐4-‐2-‐1-‐3-‐9(10)13(18)17-‐14/h1-‐7,19H,(H,17,18)(H2,16,20,21)/t14-‐/m0/s1 JIVPVXMEBJLZRO-‐AWEZNQCLSA-‐N
FISSINOLIDE 51.75868679 27.44343391 [C@@]12(C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])C(=C([C@]34C([H])([H])[H])C([H])([H])C(O[C@@]3([H])c5c([H])c([H])oc5[H])=O)C1([H])C([H])([H])C4([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C29H36O8/c1-‐15(30)36-‐26-‐18-‐11-‐17-‐19(29(5,24(18)33)21(27(26,2)3)13-‐22(31)34-‐6)7-‐9-‐28(4)20(17)12-‐23(32)37-‐25(28)16-‐8-‐10-‐35-‐14-‐16/h8,10,14,18-‐19,21,25-‐26H,7,9,11-‐13H2,1-‐6H3/t18-‐,19?,21+,25+,26+,28-‐,29-‐/m1/s1 YOTCKRFNSMJTGD-‐PSWUJVJRSA-‐N
ACETARSOL 85.71109768 58.73085726 [As](O[H])([O-‐])(=O)c(c([H])c([H])c(c1N([H])C(C([H])([H])[H])=O)O[H])c1[H] InChI=1S/C8H10AsNO5/c1-‐5(11)10-‐7-‐4-‐6(9(13,14)15)2-‐3-‐8(7)12/h2-‐4,12H,1H3,(H,10,11)(H2,13,14,15)/p-‐1 ODFJOVXVLFUVNQ-‐UHFFFAOYSA-‐M
AMINOGLUTETHIMIDE 77.00096553 52.32588978 C1(=O)C(C([H])([H])C([H])([H])[H])(c2c([H])c([H])c(c([H])c2[H])N([H])[H])C([H])([H])C([H])([H])C(=O)N1[H] InChI=1S/C13H16N2O2/c1-‐2-‐13(8-‐7-‐11(16)15-‐12(13)17)9-‐3-‐5-‐10(14)6-‐4-‐9/h3-‐6H,2,7-‐8,14H2,1H3,(H,15,16,17) ROBVIMPUHSLWNV-‐UHFFFAOYSA-‐N
ALVERINE	  CITRATE 74.39910959 48.34385409 [NH+](C([H])([H])C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])C([H])([H])C([H])([H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C20H27N/c1-‐2-‐21(17-‐9-‐15-‐19-‐11-‐5-‐3-‐6-‐12-‐19)18-‐10-‐16-‐20-‐13-‐7-‐4-‐8-‐14-‐20/h3-‐8,11-‐14H,2,9-‐10,15-‐18H2,1H3/p+1 ZPFXAOWNKLFJDN-‐UHFFFAOYSA-‐O
AMILORIDE	  HYDROCHLORIDE 65.11005627 51.46206193 c1(c(N([H])[H])nc(c(Cl)n1)N([H])[H])C(=O)N([H])C(N([H])[H])=N[H] InChI=1S/C6H8ClN7O/c7-‐2-‐4(9)13-‐3(8)1(12-‐2)5(15)14-‐6(10)11/h(H4,8,9,13)(H4,10,11,14,15) XSDQTOBWRPYKKA-‐UHFFFAOYSA-‐N
ALLOPURINOL 84.35589585 68.80182585 c(c1[H])(C(=O)N([H])C([H])=[NH+]2)c2n([H])n1 InChI=1S/C5H4N4O/c10-‐5-‐3-‐1-‐8-‐9-‐4(3)6-‐2-‐7-‐5/h1-‐2H,(H2,6,7,8,9,10)/p+1 OFCNXPDARWKPPY-‐UHFFFAOYSA-‐O
AMITRIPTYLINE	  HYDROCHLORIDE 80.4547566 53.22132109 C(=C([H])\C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(/c1c(c([H])c([H])c([H])c1[H])C([H])([H])C2([H])[H])\c3c2c([H])c([H])c([H])c3[H] InChI=1S/C20H23N/c1-‐21(2)15-‐7-‐12-‐20-‐18-‐10-‐5-‐3-‐8-‐16(18)13-‐14-‐17-‐9-‐4-‐6-‐11-‐19(17)20/h3-‐6,8-‐12H,7,13-‐15H2,1-‐2H3/p+1 KRMDCWKBEZIMAB-‐UHFFFAOYSA-‐O
DIHYDRO-‐OBLIQUIN 74.85961507 74.37456893 O1C([H])(C([H])(C([H])([H])[H])C([H])([H])[H])C([H])([H])Oc2c1c([H])c(C([H])=C([H])C(O3)=O)c3c2[H] InChI=1S/C14H14O4/c1-‐8(2)13-‐7-‐16-‐11-‐6-‐10-‐9(5-‐12(11)17-‐13)3-‐4-‐14(15)18-‐10/h3-‐6,8,13H,7H2,1-‐2H3 IZXSTWMUJGTAMI-‐UHFFFAOYSA-‐N
XANTHYLETIN 85.94792906 75.53336239 c1(c(c([H])c(c23)C([H])=C([H])C(C([H])([H])[H])(C([H])([H])[H])O2)C([H])=C([H])C(=O)O1)c3[H] InChI=1S/C14H12O3/c1-‐14(2)6-‐5-‐10-‐7-‐9-‐3-‐4-‐13(15)16-‐11(9)8-‐12(10)17-‐14/h3-‐8H,1-‐2H3 QOTBQNVNUBKJMS-‐UHFFFAOYSA-‐N
8beta-‐HYDROXYCARAPIN,	  3,8-‐HEMIACETAL 49.61733633 28.53902045 [C@](O[H])(C(C([H])([H])[H])(C([H])([H])[H])[C@]1([H])C([H])([H])C(OC([H])([H])[H])=O)(O2)C([H])(C([H])([H])C23C4([H])C([H])([H])C([H])([H])[C@]5(C([H])([H])[H])C3=C([H])C(=O)O[C@@]5([H])c6c([H])c([H])oc6[H])C([C@@]14C([H])([H])[H])=O InChI=1S/C27H32O8/c1-‐23(2)17(10-‐19(28)32-‐5)25(4)16-‐6-‐8-‐24(3)18(11-‐20(29)34-‐22(24)14-‐7-‐9-‐33-‐13-‐14)26(16)12-‐15(21(25)30)27(23,31)35-‐26/h7,9,11,13,15-‐17,22,31H,6,8,10,12H2,1-‐5H3/t15?,16?,17-‐,22-‐,24+,25+,26?,27-‐/m0/s1 URGZBBCARSDFSL-‐ATUWCVGMSA-‐N
DIHYDROPTAEROXYLIN 85.01047149 94.20047154 c12c(c([H])c3c(C([H])([H])C([H])([H])C([H])(C([H])([H])O3)C([H])([H])[H])c1O[H])OC(=C([H])C2=O)C([H])([H])[H] InChI=1S/C15H16O4/c1-‐8-‐3-‐4-‐10-‐12(18-‐7-‐8)6-‐13-‐14(15(10)17)11(16)5-‐9(2)19-‐13/h5-‐6,8,17H,3-‐4,7H2,1-‐2H3 XSGWRNKNCNDJLK-‐UHFFFAOYSA-‐N
PEUCENIN 168.9671984 137.1074329 c12c(c([H])c(c(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c1O[H])[O-‐])OC(=C([H])C2=O)C([H])([H])[H] InChI=1S/C15H16O4/c1-‐8(2)4-‐5-‐10-‐11(16)7-‐13-‐14(15(10)18)12(17)6-‐9(3)19-‐13/h4,6-‐7,16,18H,5H2,1-‐3H3/p-‐1 DTNGBIGBPPPNNB-‐UHFFFAOYSA-‐M
7-‐DESHYDROXYPYROGALLIN-‐4-‐CARBOXYLIC	  ACID 69.88540072 100.1634928 c12c(c([H])c([H])c([O-‐])c1O[H])C([H])=C(C([H])=C(O[H])C2=O)C([O-‐])=O InChI=1S/C12H8O6/c13-‐7-‐2-‐1-‐5-‐3-‐6(12(17)18)4-‐8(14)11(16)9(5)10(7)15/h1-‐4,13,15H,(H,14,16)(H,17,18)/p-‐2 XCSLJQFPTAZKDV-‐UHFFFAOYSA-‐L
RIBAVIRIN 87.3890792 112.3271288 n(c([H])nc1C(N([H])[H])=O)(n1)[C@]2([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])C([H])([H])O[H] InChI=1S/C8H12N4O5/c9-‐6(16)7-‐10-‐2-‐12(11-‐7)8-‐5(15)4(14)3(1-‐13)17-‐8/h2-‐5,8,13-‐15H,1H2,(H2,9,16)/t3-‐,4-‐,5-‐,8-‐/m1/s1 IWUCXVSUMQZMFG-‐AFCXAGJDSA-‐N
EUPATORIOCHROMENE 88.12881204 84.54186547 c1(C(C([H])([H])[H])=O)c([H])c(C([H])=C([H])C(O2)(C([H])([H])[H])C([H])([H])[H])c2c([H])c1[O-‐] InChI=1S/C13H14O3/c1-‐8(14)10-‐6-‐9-‐4-‐5-‐13(2,3)16-‐12(9)7-‐11(10)15/h4-‐7,15H,1-‐3H3/p-‐1 SVUVYHFYZBCYRF-‐UHFFFAOYSA-‐M
ETHOXYQUIN 119.7174037 108.2725835 C(C([H])([H])[H])(=C([H])C1(C([H])([H])[H])C([H])([H])[H])c2c(N1[H])c([H])c([H])c(OC([H])([H])C([H])([H])[H])c2[H] InChI=1S/C14H19NO/c1-‐5-‐16-‐11-‐6-‐7-‐13-‐12(8-‐11)10(2)9-‐14(3,4)15-‐13/h6-‐9,15H,5H2,1-‐4H3 DECIPOUIJURFOJ-‐UHFFFAOYSA-‐N
FENOPROFEN 96.36583721 160.1930083 C([O-‐])(=O)C([H])(C([H])([H])[H])c1c([H])c([H])c([H])c(Oc2c([H])c([H])c([H])c([H])c2[H])c1[H] InChI=1S/C15H14O3/c1-‐11(15(16)17)12-‐6-‐5-‐9-‐14(10-‐12)18-‐13-‐7-‐3-‐2-‐4-‐8-‐13/h2-‐11H,1H3,(H,16,17)/p-‐1 RDJGLLICXDHJDY-‐UHFFFAOYSA-‐M
IRIGENIN	  TRIMETHYL	  ETHER 91.27434269 216.1983117 c12c(c([H])c(c(OC([H])([H])[H])c1OC([H])([H])[H])OC([H])([H])[H])OC([H])=C(c(c([H])c3OC([H])([H])[H])c([H])c(c3OC([H])([H])[H])OC([H])([H])[H])C2=O InChI=1S/C21H22O8/c1-‐23-‐14-‐7-‐11(8-‐15(24-‐2)19(14)26-‐4)12-‐10-‐29-‐13-‐9-‐16(25-‐3)20(27-‐5)21(28-‐6)17(13)18(12)22/h7-‐10H,1-‐6H3 NCEXCGUAXVAJMI-‐UHFFFAOYSA-‐N

HYGROMYCIN	  B 91.80748347 103.7023728
C1([C@]([H])(O[H])[C@@]([H])(O[H])[C@]([H])([C@@]([H])(C([H])(C([H])([H])O[H])N([H])[H])O1)O[H])(O[C@]([H])([C@@]2([H])[C@]3([H])O[H])[C@@]([H])(C([H])([H])O[H])O[C@@]3([H])O[C@]4([H])[C@@]([H])(O[H])[C@]([H])(N([H])[H])C([H])([H])[C@]([H])([N+]([H])([H])C([H])([H])[H])[C@@]4([H
])O[H])O2 InChI=1S/C20H37N3O13/c1-‐23-‐7-‐2-‐5(21)9(26)16(10(7)27)33-‐19-‐13(30)17-‐15(8(4-‐25)32-‐19)35-‐20(36-‐17)18(31)12(29)11(28)14(34-‐20)6(22)3-‐24/h5-‐19,23-‐31H,2-‐4,21-‐22H2,1H3/p+1/t5-‐,6?,7+,8-‐,9+,10-‐,11-‐,12+,13+,14-‐,15+,16-‐,17-‐,18-‐,19+,20?/m1/s1 ONCSSPOCYKWCTO-‐WOZJRPKHSA-‐O

PRENYLETIN 135.9648692 176.7954109 c12c(c([H])c(c(OC([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c1[H])O[H])C([H])=C([H])C(=O)O2 InChI=1S/C14H14O4/c1-‐9(2)5-‐6-‐17-‐13-‐8-‐12-‐10(7-‐11(13)15)3-‐4-‐14(16)18-‐12/h3-‐5,7-‐8,15H,6H2,1-‐2H3 AWEFUQDNSBBNCR-‐UHFFFAOYSA-‐N
ANDIROBIN 98.71165667 103.7529282 C1(C(=C([H])[H])C([H])(C([H])([H])C2([H])[H])C3(C([H])([H])[H])C([H])=C([H])C(C(C([H])([H])[H])(C([H])([H])[H])C3([H])C([H])([H])C(OC([H])([H])[H])=O)=O)([C@]2(C([H])([H])[H])[C@]([H])(c4c([H])c([H])oc4[H])OC5=O)C5([H])O1 InChI=1S/C27H32O7/c1-‐15-‐17(25(4)10-‐8-‐19(28)24(2,3)18(25)13-‐20(29)31-‐6)7-‐11-‐26(5)21(16-‐9-‐12-‐32-‐14-‐16)33-‐23(30)22-‐27(15,26)34-‐22/h8-‐10,12,14,17-‐18,21-‐22H,1,7,11,13H2,2-‐6H3/t17?,18?,21-‐,22?,25?,26-‐,27?/m0/s1 BFUCTROUWLSVBH-‐WECPIXGDSA-‐N
DIHYDROTANSHINONE	  I 129.0706924 111.4474644 C1(c(c([H])c([H])c2c3c([H])c([H])c([H])c2C([H])([H])[H])c3C(C4=O)=O)=C4C([H])(C([H])([H])O1)C([H])([H])[H] InChI=1S/C18H14O3/c1-‐9-‐4-‐3-‐5-‐12-‐11(9)6-‐7-‐13-‐15(12)17(20)16(19)14-‐10(2)8-‐21-‐18(13)14/h3-‐7,10H,8H2,1-‐2H3 HARGZZNYNSYSGJ-‐UHFFFAOYSA-‐N
LEVULINIC	  ACID,	  	  3-‐BENZYLIDENYL-‐ 110.107541 134.6928503 C(/C([H])([H])C([O-‐])=O)(\C(C([H])([H])[H])=O)=C([H])\c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C12H12O3/c1-‐9(13)11(8-‐12(14)15)7-‐10-‐5-‐3-‐2-‐4-‐6-‐10/h2-‐7H,8H2,1H3,(H,14,15)/p-‐1/b11-‐7-‐ BNQYXFAVUMPZFG-‐XFFZJAGNSA-‐M
BUPROPION 108.5314436 105.6032569 C(=O)(C([H])(C([H])([H])[H])[N+]([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])c1c([H])c([H])c([H])c(Cl)c1[H] InChI=1S/C13H18ClNO/c1-‐9(15-‐13(2,3)4)12(16)10-‐6-‐5-‐7-‐11(14)8-‐10/h5-‐9,15H,1-‐4H3/p+1 SNPPWIUOZRMYNY-‐UHFFFAOYSA-‐O
IRBESARTAN 47.18026743 76.04855353 N1(C([H])([H])c(c([H])c2[H])c([H])c([H])c2c3c([H])c([H])c([H])c([H])c3c([n-‐]nn4)n4)C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=[NH+]C5(C([H])([H])C([H])([H])C([H])([H])C5([H])[H])C1=O InChI=1S/C25H27N6O/c1-‐2-‐3-‐10-‐22-‐26-‐25(15-‐6-‐7-‐16-‐25)24(32)31(22)17-‐18-‐11-‐13-‐19(14-‐12-‐18)20-‐8-‐4-‐5-‐9-‐21(20)23-‐27-‐29-‐30-‐28-‐23/h4-‐5,8-‐9,11-‐14H,2-‐3,6-‐7,10,15-‐17H2,1H3/q-‐1/p+1 YZTMOTXOTDTVTA-‐UHFFFAOYSA-‐O
PALMATINE	  CHLORIDE 97.61871806 110.1330232 [n+](C([H])([H])C([H])([H])c(c12)c([H])c(c(OC([H])([H])[H])c1[H])OC([H])([H])[H])(c3[H])c2c([H])c(c([H])c([H])c(OC([H])([H])[H])c4OC([H])([H])[H])c34 InChI=1S/C21H22NO4/c1-‐23-‐18-‐6-‐5-‐13-‐9-‐17-‐15-‐11-‐20(25-‐3)19(24-‐2)10-‐14(15)7-‐8-‐22(17)12-‐16(13)21(18)26-‐4/h5-‐6,9-‐12H,7-‐8H2,1-‐4H3/q+1 QUCQEUCGKKTEBI-‐UHFFFAOYSA-‐N
NEOSTIGMINE	  BROMIDE 101.0941296 95.11806106 C(=O)(N(C([H])([H])[H])C([H])([H])[H])Oc(c([H])c([H])c([H])c1[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])c1[H] InChI=1S/C12H19N2O2/c1-‐13(2)12(15)16-‐11-‐8-‐6-‐7-‐10(9-‐11)14(3,4)5/h6-‐9H,1-‐5H3/q+1 ALWKGYPQUAPLQC-‐UHFFFAOYSA-‐N
CAPTOPRIL 105.1793208 167.0179911 N1(C([H])([H])C([H])([H])C([H])([H])[C@@]1([H])C([O-‐])=O)C(=O)[C@]([H])(C([H])([H])[H])C([H])([H])S[H] InChI=1S/C9H15NO3S/c1-‐6(5-‐14)8(11)10-‐4-‐2-‐3-‐7(10)9(12)13/h6-‐7,14H,2-‐5H2,1H3,(H,12,13)/p-‐1/t6-‐,7+/m1/s1 FAKRSMQSSFJEIM-‐RQJHMYQMSA-‐M
TESTOSTERONE	  PROPIONATE 133.5390786 121.0428847 [C@]12(C([H])([H])[H])C(C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@]4([H])OC(C([H])([H])C([H])([H])[H])=O)=C([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C22H32O3/c1-‐4-‐20(24)25-‐19-‐8-‐7-‐17-‐16-‐6-‐5-‐14-‐13-‐15(23)9-‐11-‐21(14,2)18(16)10-‐12-‐22(17,19)3/h13,16-‐19H,4-‐12H2,1-‐3H3/t16?,17?,18?,19-‐,21-‐,22-‐/m0/s1 PDMMFKSKQVNJMI-‐PPRDLICTSA-‐N

ODORATONE 98.76163862 77.67643832
[C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]2([H])C([H])(C([H])([H])[H])C3([H])C([H])(O[H])C([H])(C(C([H])([H])[H])(C([H])([H])[H])O3)O[H])[C@@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1=C([H])C([H])([H])C5([H])[C@]4(C([H])([H])[H])C([H])([H])C([H])([H])C(=O)C5(C([H])([H])[H])C([H])([
H])[H] InChI=1S/C30H48O4/c1-‐17(24-‐23(32)25(33)27(4,5)34-‐24)18-‐11-‐15-‐30(8)20-‐9-‐10-‐21-‐26(2,3)22(31)13-‐14-‐28(21,6)19(20)12-‐16-‐29(18,30)7/h9,17-‐19,21,23-‐25,32-‐33H,10-‐16H2,1-‐8H3/t17?,18-‐,19?,21?,23?,24?,25?,28+,29-‐,30+/m0/s1 QVEUBDDZMCFHNJ-‐COJXZTARSA-‐N

ORNITHINE	  aKETOGLUTARATE 94.85305022 86.95841494 C([O-‐])(C([H])(C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])[N+]([H])([H])[H])=O InChI=1S/C5H12N2O2/c6-‐3-‐1-‐2-‐4(7)5(8)9/h4H,1-‐3,6-‐7H2,(H,8,9)/p+1 AHLPHDHHMVZTML-‐UHFFFAOYSA-‐O
HERNIARIN 104.5195591 148.3225937 O1C(=O)C([H])=C([H])c(c([H])c([H])c(OC([H])([H])[H])c2[H])c12 InChI=1S/C10H8O3/c1-‐12-‐8-‐4-‐2-‐7-‐3-‐5-‐10(11)13-‐9(7)6-‐8/h2-‐6H,1H3 LIIALPBMIOVAHH-‐UHFFFAOYSA-‐N
TRIACETYLRESVERATROL 143.5587933 160.5570074 c(c([H])c(c([H])c1OC(C([H])([H])[H])=O)\C([H])=C([H])\c(c([H])c2[H])c([H])c([H])c2OC(C([H])([H])[H])=O)(OC(C([H])([H])[H])=O)c1[H] InChI=1S/C20H18O6/c1-‐13(21)24-‐18-‐8-‐6-‐16(7-‐9-‐18)4-‐5-‐17-‐10-‐19(25-‐14(2)22)12-‐20(11-‐17)26-‐15(3)23/h4-‐12H,1-‐3H3/b5-‐4+ PDAYUJSOJIMKIS-‐SNAWJCMRSA-‐N
3-‐PINANONE	  OXIME 123.0462015 95.73483728 [C@@]12([H])C([H])([H])[C@@]([H])(C([H])([H])\C(=N/O[H])\C1([H])C([H])([H])[H])C2(C([H])([H])[H])C([H])([H])[H] InChI=1S/C10H17NO/c1-‐6-‐8-‐4-‐7(10(8,2)3)5-‐9(6)11-‐12/h6-‐8,12H,4-‐5H2,1-‐3H3/b11-‐9+/t6?,7-‐,8+/m0/s1 PLKZJFBLYSCGKF-‐IUJJKOSZSA-‐N
ATRANORIN 109.7010212 122.9033244 c1(c(C([H])([H])[H])c([H])c(c(C([H])=O)c1O[H])O[H])C(=O)Oc(c([H])c2C([H])([H])[H])c(C([H])([H])[H])c(c2C(OC([H])([H])[H])=O)O[H] InChI=1S/C19H18O8/c1-‐8-‐5-‐12(21)11(7-‐20)17(23)15(8)19(25)27-‐13-‐6-‐9(2)14(18(24)26-‐4)16(22)10(13)3/h5-‐7,21-‐23H,1-‐4H3 YLOYKYXNDHOHHT-‐UHFFFAOYSA-‐N
15-‐NORCARYOPHYLLEN-‐3-‐ONE 90.82450515 72.07489687 C1([H])(C2([H])[H])C([H])(C2(C([H])([H])[H])C([H])([H])[H])C([H])([H])C([H])([H])\C(=C([H])\C([H])([H])C([H])([H])C1=O)\C([H])([H])[H] InChI=1S/C14H22O/c1-‐10-‐5-‐4-‐6-‐13(15)11-‐9-‐14(2,3)12(11)8-‐7-‐10/h5,11-‐12H,4,6-‐9H2,1-‐3H3/b10-‐5+ MBZBBVTYLUNZPJ-‐BJMVGYQFSA-‐N
LONCHOCARPIC	  ACID 36.30419537 26.49412278 c1(c2OC([H])([H])[H])c(c(c(OC(C([H])([H])[H])(C([H])([H])[H])C([H])=C3[H])c23)C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])OC(C(c4c([H])c([H])c(c([H])c4[H])[O-‐])=C1[O-‐])=O InChI=1S/C26H26O6/c1-‐14(2)6-‐11-‐17-‐22-‐18(12-‐13-‐26(3,4)32-‐22)23(30-‐5)20-‐21(28)19(25(29)31-‐24(17)20)15-‐7-‐9-‐16(27)10-‐8-‐15/h6-‐10,12-‐13,27-‐28H,11H2,1-‐5H3/p-‐2 QKTFIWUHGFCLHF-‐UHFFFAOYSA-‐L
COSMOSIIN 134.6386815 204.4391191 c12c(c([H])c(O[C@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])c([H])c1[O-‐])OC(=C([H])C2=O)c4c([H])c([H])c(c([H])c4[H])[O-‐] InChI=1S/C21H20O10/c22-‐8-‐16-‐18(26)19(27)20(28)21(31-‐16)29-‐11-‐5-‐12(24)17-‐13(25)7-‐14(30-‐15(17)6-‐11)9-‐1-‐3-‐10(23)4-‐2-‐9/h1-‐7,16,18-‐24,26-‐28H,8H2/p-‐2/t16-‐,18-‐,19+,20-‐,21-‐/m1/s1 KMOUJOKENFFTPU-‐QNDFHXLGSA-‐L

STIGMASTEROL 103.2266927 110.2442452 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])[C@]([H])(C([H])([H])[H])\C([H])=C([H])\C([H])(C([H])([H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])=C(C([H])([H])[C@@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C29H48O/c1-‐7-‐21(19(2)3)9-‐8-‐20(4)25-‐12-‐13-‐26-‐24-‐11-‐10-‐22-‐18-‐23(30)14-‐16-‐28(22,5)27(24)15-‐17-‐29(25,26)6/h8-‐10,19-‐21,23-‐27,30H,7,11-‐18H2,1-‐6H3/b9-‐8+/t20-‐,21?,23+,24?,25-‐,26?,27?,28+,29-‐/m1/s1 HCXVJBMSMIARIN-‐ZIPLBMGGSA-‐N

HEDERACOSIDE	  C 109.8276421 127.6858679

[C@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C(=C([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(OC5([H])OC([H])([H])[C@@]([H])([C@]([H])(O[H])[C@@]5([H])OC6([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])
(O[H])[C@@]6([H])O[H])O[H])O[H])[C@@]4(C([H])([H])[H])C([H])([H])O[H])C([H])([C@@]27C(=O)O[C@]8([H])O[C@]([H])(C([H])([H])O[C@]([H])(O[C@]9([H])C([H])([H])O[H])[C@]([H])(O[H])[C@]([H])([C@]9([H])OC%10([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]%10([H])O
[H])O[H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]8([H])O[H])O[H])C([H])([H])C(C([H])([H])C7([H])[H])(C([H])([H])[H])C([H])([H])[H]

InChI=1S/C59H96O26/c1-‐24-‐34(63)38(67)42(71)49(78-‐24)83-‐46-‐29(20-‐60)80-‐48(45(74)41(46)70)77-‐22-‐30-‐37(66)40(69)44(73)51(81-‐30)85-‐53(75)59-‐17-‐15-‐54(3,4)19-‐27(59)26-‐9-‐10-‐32-‐55(5)13-‐12-‐33(56(6,23-‐61)31(55)11-‐14-‐58(32,8)57(26,7)16-‐18-‐59)82-‐52-‐47(36(65)28(62)21-‐76-‐52)84-‐50-‐
43(72)39(68)35(64)25(2)79-‐50/h9,24-‐25,27-‐52,60-‐74H,10-‐23H2,1-‐8H3/t24-‐,25-‐,27?,28-‐,29+,30+,31?,32?,33-‐,34-‐,35-‐,36-‐,37+,38+,39+,40-‐,41+,42+,43+,44+,45+,46+,47+,48+,49?,50?,51-‐,52?,55-‐,56-‐,57+,58+,59-‐/m0/s1 RYHDIBJJJRNDSX-‐JINWQKPISA-‐N

6,3'-‐DIMETHOXYFLAVONE 120.3938261 131.6999689 C(c1c([H])c([H])c([H])c(OC([H])([H])[H])c1[H])(Oc(c([H])c([H])c(c2[H])OC([H])([H])[H])c2C3=O)=C3[H] InChI=1S/C17H14O4/c1-‐19-‐12-‐5-‐3-‐4-‐11(8-‐12)17-‐10-‐15(18)14-‐9-‐13(20-‐2)6-‐7-‐16(14)21-‐17/h3-‐10H,1-‐2H3 LLLIKVGWTVPYAL-‐UHFFFAOYSA-‐N

OLEANANOIC	  ACID	  ACETATE 103.7331765 112.2866845
[C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(OC(C([H])([H])[H])=O)C2(C([H])([H])[H])C([H])([H])[H])C3([H])C([H])([H])C([H])([H])C([H])([C@]1(C([H])([H])[H])C([H])([H])C4([H])[H])C([H])(C45C(O[H])=O)C([H])([H])C(C([H])([H])C5([H])[H])(C([H])([H]
)[H])C([H])([H])[H] InChI=1S/C32H52O4/c1-‐20(33)36-‐25-‐12-‐13-‐29(6)23(28(25,4)5)11-‐14-‐31(8)24(29)10-‐9-‐21-‐22-‐19-‐27(2,3)15-‐17-‐32(22,26(34)35)18-‐16-‐30(21,31)7/h21-‐25H,9-‐19H2,1-‐8H3,(H,34,35)/t21?,22?,23?,24?,25?,29-‐,30-‐,31-‐,32?/m0/s1 YDHTWQABZAECEX-‐ZWIHSFFCSA-‐N

2-‐PROPYL-‐3-‐HYDROXYETHYLENEPYRAN-‐4-‐ONE 129.2772844 128.5048659 C1(\C([H])=C([H])\O[H])=C(C([H])([H])C([H])([H])C([H])([H])[H])OC([H])=C([H])C1=O InChI=1S/C10H12O3/c1-‐2-‐3-‐10-‐8(4-‐6-‐11)9(12)5-‐7-‐13-‐10/h4-‐7,11H,2-‐3H2,1H3/b6-‐4+ DNXWUWRYEBKICC-‐GQCTYLIASA-‐N

FUCOSTANOL 102.9367974 77.21132838
[C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])([H])C([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]
34C([H])([H])[H] InChI=1S/C29H52O/c1-‐7-‐21(19(2)3)9-‐8-‐20(4)25-‐12-‐13-‐26-‐24-‐11-‐10-‐22-‐18-‐23(30)14-‐16-‐28(22,5)27(24)15-‐17-‐29(25,26)6/h19-‐27,30H,7-‐18H2,1-‐6H3/t20?,21-‐,22?,23+,24?,25-‐,26?,27?,28+,29-‐/m1/s1 LGJMUZUPVCAVPU-‐UXEYTGHTSA-‐N

SALSOLIDINE 93.79676504 117.3321162 c1(C2([H])C([H])([H])[H])c(C([H])([H])C([H])([H])[N+]2([H])[H])c([H])c(c(OC([H])([H])[H])c1[H])OC([H])([H])[H] InChI=1S/C12H17NO2/c1-‐8-‐10-‐7-‐12(15-‐3)11(14-‐2)6-‐9(10)4-‐5-‐13-‐8/h6-‐8,13H,4-‐5H2,1-‐3H3/p+1 HMYJLVDKPJHJCF-‐UHFFFAOYSA-‐O
EVOXINE 94.62646539 93.99573055 c12c(c([H])c([H])c(OC([H])([H])C([H])(O[H])C(C([H])([H])[H])(C([H])([H])[H])O[H])c1OC([H])([H])[H])c(OC([H])([H])[H])c(c3n2)c([H])c([H])o3 InChI=1S/C18H21NO6/c1-‐18(2,21)13(20)9-‐25-‐12-‐6-‐5-‐10-‐14(16(12)23-‐4)19-‐17-‐11(7-‐8-‐24-‐17)15(10)22-‐3/h5-‐8,13,20-‐21H,9H2,1-‐4H3 FGANMDNHTVJAHL-‐UHFFFAOYSA-‐N
TOTARALOLAL 100.8508841 80.51765338 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])[C@]2(C([H])([H])[H])C([H])=O)C2([H])C([H])([H])C([H])([H])c3c1c([H])c([H])c(c3C([H])(C([H])([H])[H])C([H])([H])[H])O[H] InChI=1S/C20H28O2/c1-‐13(2)18-‐14-‐6-‐9-‐17-‐19(3,12-‐21)10-‐5-‐11-‐20(17,4)15(14)7-‐8-‐16(18)22/h7-‐8,12-‐13,17,22H,5-‐6,9-‐11H2,1-‐4H3/t17?,19-‐,20-‐/m1/s1 QMRLEXVAVRHWSE-‐IPNZSQQUSA-‐N
LAGOCHILIN 95.66608992 99.12205097 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]([H])([C@@]2(C([H])([H])[H])C([H])([H])O[H])O[H])C2([H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]13C([H])([H])C([H])([H])[C@@](C([H])([H])O[H])(C([H])([H])C([H])([H])O[H])O3 InChI=1S/C20H36O5/c1-‐14-‐4-‐5-‐15-‐17(2,12-‐22)16(24)6-‐7-‐18(15,3)20(14)9-‐8-‐19(13-‐23,25-‐20)10-‐11-‐21/h14-‐16,21-‐24H,4-‐13H2,1-‐3H3/t14-‐,15?,16+,17+,18+,19+,20-‐/m1/s1 XYPPDQHBNJURHU-‐RHFXQVJCSA-‐N

CHRYSANTHELLIN	  A 17.41768297 25.1392373

[C@]1(C([H])(O[H])C2([H])[H])(C([H])(C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C1([H])[H])C([C@@]23C([H])([H])[H])=C([H])C([H])([H])C4([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C5([H])[C@]4(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C5(C([H])([H])[H])C([H])([H])[H])OC([H])(
O[C@@]6([H])C([H])([H])[H])[C@]([H])(O[H])[C@@]([H])([C@@]6([H])O[C@]7([H])OC([H])([H])[C@]([H])([C@]([H])(O[H])[C@@]7([H])O[H])O[H])O[H])C(=O)O[C@]8([H])OC([H])([H])[C@@]([H])([C@@]([H])(O[H])[C@@]8([H])OC([H])(O[C@@]9([H])C([H])([H])[H])[C@]([H])(O[H])[C@@]([H])([C@@]
9([H])O[C@]%10([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]%10([H])O[H])O[H])O[H])O[H]

InChI=1S/C58H94O25/c1-‐23-‐44(80-‐47-‐40(69)34(63)27(60)21-‐74-‐47)38(67)42(71)48(76-‐23)79-‐33-‐13-‐14-‐55(7)30(54(33,5)6)12-‐15-‐56(8)31(55)11-‐10-‐25-‐26-‐18-‐53(3,4)16-‐17-‐58(26,32(62)19-‐57(25,56)9)52(73)83-‐51-‐46(35(64)28(61)22-‐75-‐51)82-‐49-‐43(72)39(68)45(24(2)77-‐49)81-‐50-‐
41(70)37(66)36(65)29(20-‐59)78-‐50/h10,23-‐24,26-‐51,59-‐72H,11-‐22H2,1-‐9H3/t23-‐,24-‐,26?,27+,28-‐,29+,30?,31?,32?,33-‐,34-‐,35+,36+,37-‐,38-‐,39-‐,40+,41+,42+,43+,44-‐,45-‐,46+,47-‐,48?,49?,50-‐,51-‐,55-‐,56+,57+,58+/m0/s1 PLKRAHMPROXVOQ-‐WCGDQBFLSA-‐N 5.28 5.48

EPICOPROSTEROL 97.38213683 90.48718383 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C27H48O/c1-‐18(2)7-‐6-‐8-‐19(3)23-‐11-‐12-‐24-‐22-‐10-‐9-‐20-‐17-‐21(28)13-‐15-‐26(20,4)25(22)14-‐16-‐27(23,24)5/h18-‐25,28H,6-‐17H2,1-‐5H3/t19?,20-‐,21-‐,22?,23-‐,24?,25?,26+,27-‐/m1/s1 QYIXCDOBOSTCEI-‐TWYDCWTBSA-‐N
LOGANIN 87.41573624 98.86927383 C1(C(OC([H])([H])[H])=O)=C([H])O[C@]([H])([C@]([H])([C@]([H])([C@@]([H])(O[H])C2([H])[H])C([H])([H])[H])[C@@]12[H])O[C@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H] InChI=1S/C17H26O10/c1-‐6-‐9(19)3-‐7-‐8(15(23)24-‐2)5-‐25-‐16(11(6)7)27-‐17-‐14(22)13(21)12(20)10(4-‐18)26-‐17/h5-‐7,9-‐14,16-‐22H,3-‐4H2,1-‐2H3/t6-‐,7+,9-‐,10+,11+,12+,13-‐,14+,16-‐,17-‐/m0/s1 AMBQHHVBBHTQBF-‐UOUCRYGSSA-‐N
DIOSMETIN 119.4408369 122.1247708 c12c(c([H])c([O-‐])c([H])c1O[H])OC(=C([H])C2=O)c3c([H])c([H])c(c(O[H])c3[H])OC([H])([H])[H] InChI=1S/C16H12O6/c1-‐21-‐13-‐3-‐2-‐8(4-‐10(13)18)14-‐7-‐12(20)16-‐11(19)5-‐9(17)6-‐15(16)22-‐14/h2-‐7,17-‐19H,1H3/p-‐1 MBNGWHIJMBWFHU-‐UHFFFAOYSA-‐M
2-‐METHYL-‐3-‐HYDROXYETHYLENEPYRAN-‐4-‐ONE 107.0219887 96.24039156 C1(\C([H])=C([H])\O[H])=C(C([H])([H])[H])OC([H])=C([H])C1=O InChI=1S/C8H8O3/c1-‐6-‐7(2-‐4-‐9)8(10)3-‐5-‐11-‐6/h2-‐5,9H,1H3/b4-‐2+ AFMHCDNELHMGHI-‐DUXPYHPUSA-‐N
DIHYDROJASMONIC	  ACID 102.490292 113.6719032 C([H])(C([H])([H])C([H])([H])C1=O)(C([H])([H])C([O-‐])=O)C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C12H20O3/c1-‐2-‐3-‐4-‐5-‐10-‐9(8-‐12(14)15)6-‐7-‐11(10)13/h9-‐10H,2-‐8H2,1H3,(H,14,15)/p-‐1 PQEYTAGBXNEUQL-‐UHFFFAOYSA-‐M
3,7-‐DIHYDROXYFLAVONE 120.8369994 151.54803 C([O-‐])(C(=O)c(c([H])c([H])c(c1[H])[O-‐])c1O2)=C2c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C15H10O4/c16-‐10-‐6-‐7-‐11-‐12(8-‐10)19-‐15(14(18)13(11)17)9-‐4-‐2-‐1-‐3-‐5-‐9/h1-‐8,16,18H/p-‐2 UWQJWDYDYIJWKY-‐UHFFFAOYSA-‐L
beta-‐CARYOPHYLLENE	  ALCOHOL 113.0198226 117.3523384 C1([H])(C2([H])[H])C([H])(C2(C([H])([H])[H])C([H])([H])[H])C([H])([H])C([H])([H])C(C([H])([H])C([H])([H])C3([H])[H])(C([H])([H])[H])C([H])([H])[C@]13O[H] InChI=1S/C15H26O/c1-‐13(2)9-‐12-‐11(13)5-‐8-‐14(3)6-‐4-‐7-‐15(12,16)10-‐14/h11-‐12,16H,4-‐10H2,1-‐3H3/t11?,12?,14?,15-‐/m0/s1 FUQAYSQLAOJBBC-‐QEOVQVNQSA-‐N
CATECHIN	  PENTAACETATE 104.8827613 82.46909291 O1[C@]([H])(c(c([H])c([H])c(c2OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)c2[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])c3c1c([H])c(OC(C([H])([H])[H])=O)c([H])c3OC(C([H])([H])[H])=O InChI=1S/C25H24O11/c1-‐12(26)31-‐18-‐9-‐21(33-‐14(3)28)19-‐11-‐24(35-‐16(5)30)25(36-‐22(19)10-‐18)17-‐6-‐7-‐20(32-‐13(2)27)23(8-‐17)34-‐15(4)29/h6-‐10,24-‐25H,11H2,1-‐5H3/t24-‐,25+/m0/s1 BKYWAYNSDFXIPL-‐LOSJGSFVSA-‐N
LUPANINE	  PERCHLORATE 104.4762414 115.5121208 N1(C([H])(C([H])([H])C([H])([H])C([H])([H])C1=O)C([H])(C([H])([H])C2([H])[C@@]([H])([NH+]34)C([H])([H])C([H])([H])C([H])([H])C3([H])[H])C4([H])[H])C2([H])[H] InChI=1S/C15H24N2O/c18-‐15-‐6-‐3-‐5-‐14-‐11-‐8-‐12(10-‐17(14)15)13-‐4-‐1-‐2-‐7-‐16(13)9-‐11/h11-‐14H,1-‐10H2/p+1/t11?,12?,13-‐,14?/m0/s1 JYIJIIVLEOETIQ-‐RFPFOJJUSA-‐O
SWIETENOLIDE-‐3-‐ACETATE 66.2533791 54.04683116 [C@]1(C([H])([H])[H])([C@@]2([H])C([H])(O[H])C(OC([H])([H])[H])=O)C(=O)[C@@]([H])(C([H])([H])C(=C([C@]34C([H])([H])[H])C([H])([H])C(O[C@@]3([H])c5c([H])c([H])oc5[H])=O)C1([H])C([H])([H])C4([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C2(C([H])([H])[H])C([H])([H])[H] InChI=1S/C29H36O9/c1-‐14(30)37-‐25-‐17-‐11-‐16-‐18(29(5,23(17)33)22(27(25,2)3)21(32)26(34)35-‐6)7-‐9-‐28(4)19(16)12-‐20(31)38-‐24(28)15-‐8-‐10-‐36-‐13-‐15/h8,10,13,17-‐18,21-‐22,24-‐25,32H,7,9,11-‐12H2,1-‐6H3/t17-‐,18?,21?,22+,24+,25+,28-‐,29-‐/m1/s1 LUDUHKJIKKLONS-‐AEXLHLMCSA-‐N
3beta-‐ACETOXYDEOXYANGOLENSIC	  ACID,	  METHYL	  ESTER 21.86607642 13.97659875 [C@@]1(C([H])([H])C(=O)O[C@@]2([H])c3c([H])c([H])oc3[H])(C(=C([H])[H])C([H])([C@@]4(C([H])([H])[H])[C@]([H])(C([H])([H])[C@]([H])(OC(C([H])([H])[H])=O)C([C@]4([H])C([H])([H])C(OC([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H])O1)C([H])([H])C5([H])[H])[C@]25C([H])([H])[H] InChI=1S/C29H38O8/c1-‐16-‐19-‐8-‐10-‐27(5)25(18-‐9-‐11-‐34-‐15-‐18)36-‐24(32)14-‐29(16,27)37-‐22-‐13-‐21(35-‐17(2)30)26(3,4)20(28(19,22)6)12-‐23(31)33-‐7/h9,11,15,19-‐22,25H,1,8,10,12-‐14H2,2-‐7H3/t19?,20-‐,21-‐,22-‐,25-‐,27-‐,28+,29-‐/m0/s1 UWOANMOYULTSJG-‐UASXDGGGSA-‐N 5.35 6.03
ERGOSTA-‐7,22-‐DIEN-‐3-‐ONE 94.38655203 71.12445482 C1(=C([H])C([H])([H])C([H])([C@]23C([H])([H])[H])C([H])([H])C(C([H])([H])C2([H])[H])=O)C3([H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])C1([H])C([H])([H])C([H])([H])[C@]4([H])C([H])(C([H])([H])[H])\C([H])=C([H])\C([H])(C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C28H44O/c1-‐18(2)19(3)7-‐8-‐20(4)24-‐11-‐12-‐25-‐23-‐10-‐9-‐21-‐17-‐22(29)13-‐15-‐27(21,5)26(23)14-‐16-‐28(24,25)6/h7-‐8,10,18-‐21,24-‐26H,9,11-‐17H2,1-‐6H3/b8-‐7+/t19?,20?,21?,24-‐,25?,26?,27+,28-‐/m1/s1 AHWOEMBXZXGDBQ-‐LUNJRORMSA-‐N

URSOLIC	  ACID 70.91836099 120.1126648
C1(=C([H])C([H])([H])C2([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C4(C([H])([H])[H])C([H])([H])[H])O[H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@](C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]5([H])C([H])([H])[H])(C(
O[H])=O)C15[H] InChI=1S/C30H48O3/c1-‐18-‐10-‐15-‐30(25(32)33)17-‐16-‐28(6)20(24(30)19(18)2)8-‐9-‐22-‐27(5)13-‐12-‐23(31)26(3,4)21(27)11-‐14-‐29(22,28)7/h8,18-‐19,21-‐24,31H,9-‐17H2,1-‐7H3,(H,32,33)/t18-‐,19+,21?,22?,23+,24?,27+,28-‐,29-‐,30+/m1/s1 WCGUUGGRBIKTOS-‐POPPTPIPSA-‐N 4.94 4.8

PRIEURIANIN 25.49143377 22.79346543
[C@]1(C([H])([H])[H])([C@@]([H])(OC(=O)C([H])(O[H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])[C@]2([H])OC([H])=O)[C@](O[H])(C(C([H])([H])[C@@]1([H])c(c([H])c([H])o3)c3[H])=O)C(C2([H])[C@@]4(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C(O[C@](C([H])([H])[H])(C([H])([H])
OC(C([H])([H])[H])=O)C4([H])C([H])([H])C(OC([H])([H])[H])=O)=O)=C([H])[H]

InChI=1S/C38H50O16/c1-‐10-‐19(2)31(45)34(46)53-‐33-‐32(51-‐18-‐39)30(20(3)38(47)26(42)13-‐24(37(33,38)8)23-‐11-‐12-‐49-‐16-‐23)36(7)25(14-‐28(43)48-‐9)35(6,17-‐50-‐21(4)40)54-‐29(44)15-‐27(36)52-‐22(5)41/h11-‐12,16,18-‐19,24-‐25,27,30-‐33,45,47H,3,10,13-‐15,17H2,1-‐2,4-‐9H3/t19?,24-‐,25?,27-‐
,30?,31?,32+,33-‐,35+,36+,37+,38+/m0/s1 LRLMYQFHTXHFRH-‐DRQIBZQFSA-‐N 5.47 5.63

CHRYSANTHEMYL	  ALCOHOL 105.2426313 106.8064761 C1([H])(\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])(C1(C([H])([H])[H])C([H])([H])[H])C([H])([H])O[H] InChI=1S/C10H18O/c1-‐7(2)5-‐8-‐9(6-‐11)10(8,3)4/h5,8-‐9,11H,6H2,1-‐4H3 HIPIENNKVJCMAP-‐UHFFFAOYSA-‐N
ANDROSTERONE	  ACETATE 100.8042343 76.87766255 [C@]12(C([H])([H])[H])[C@@]([H])(C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])C4=O)C([H])([H])[C@@]([H])(C([H])([H])C2([H])[H])OC(C([H])([H])[H])=O InChI=1S/C21H32O3/c1-‐13(22)24-‐15-‐8-‐10-‐20(2)14(12-‐15)4-‐5-‐16-‐17-‐6-‐7-‐19(23)21(17,3)11-‐9-‐18(16)20/h14-‐18H,4-‐12H2,1-‐3H3/t14-‐,15+,16?,17?,18?,20-‐,21-‐/m0/s1 FDCINQSOYQUNKB-‐AMWCYYRJSA-‐N
ISOXICAM 86.60269654 111.1542429 S1(=O)(=O)c(c([H])c([H])c([H])c2[H])c2C(=C(C(=O)N([H])c3c([H])c(on3)C([H])([H])[H])N1C([H])([H])[H])[O-‐] InChI=1S/C14H13N3O5S/c1-‐8-‐7-‐11(16-‐22-‐8)15-‐14(19)12-‐13(18)9-‐5-‐3-‐4-‐6-‐10(9)23(20,21)17(12)2/h3-‐7,18H,1-‐2H3,(H,15,16,19)/p-‐1 YYUAYBYLJSNDCX-‐UHFFFAOYSA-‐M
DANTROLENE	  SODIUM 114.2826998 111.7406859 N1C(=O)C([H])([H])N(\N=C([H])\c(c([H])c([H])c2c(c([H])c3[H])c([H])c([H])c3[N+](=O)[O-‐])o2)C1=O InChI=1S/C14H10N4O5/c19-‐13-‐8-‐17(14(20)16-‐13)15-‐7-‐11-‐5-‐6-‐12(23-‐11)9-‐1-‐3-‐10(4-‐2-‐9)18(21)22/h1-‐7H,8H2,(H,16,19,20)/b15-‐7+ OZOMQRBLCMDCEG-‐VIZOYTHASA-‐N
4-‐AMINO-‐3-‐	  (5-‐CHLOROTHIEN-‐2-‐YL)BUTANOIC	  ACID 99.70463139 116.8771174 c1(C([H])(C([H])([H])[N+]([H])([H])[H])C([H])([H])C([O-‐])=O)c([H])c([H])c(Cl)s1 InChI=1S/C8H10ClNO2S/c9-‐7-‐2-‐1-‐6(13-‐7)5(4-‐10)3-‐8(11)12/h1-‐2,5H,3-‐4,10H2,(H,11,12) CDFQDLUHBLZCGL-‐UHFFFAOYSA-‐N
PHYSCION 112.8232269 111.9327965 C1(=O)c2c(c([H])c(C([H])([H])[H])c([H])c2O[H])C(c(c([H])c(OC([H])([H])[H])c([H])c3O[H])c13)=O InChI=1S/C16H12O5/c1-‐7-‐3-‐9-‐13(11(17)4-‐7)16(20)14-‐10(15(9)19)5-‐8(21-‐2)6-‐12(14)18/h3-‐6,17-‐18H,1-‐2H3 FFWOKTFYGVYKIR-‐UHFFFAOYSA-‐N
LECANORIC	  ACID 60.78868603 61.2054798 c1(c(C([H])([H])[H])c([H])c(c([H])c1O[H])O[H])C(=O)Oc(c([H])c2C([H])([H])[H])c([H])c(c2C([O-‐])=O)O[H] InChI=1S/C16H14O7/c1-‐7-‐3-‐9(17)5-‐11(18)14(7)16(22)23-‐10-‐4-‐8(2)13(15(20)21)12(19)6-‐10/h3-‐6,17-‐19H,1-‐2H3,(H,20,21)/p-‐1 HEMSJKZDHNSSEW-‐UHFFFAOYSA-‐M
CLOFIBRATE 127.701187 114.713345 C(C([H])([H])[H])(C([H])([H])[H])(Oc(c([H])c1[H])c([H])c([H])c1Cl)C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C12H15ClO3/c1-‐4-‐15-‐11(14)12(2,3)16-‐10-‐7-‐5-‐9(13)6-‐8-‐10/h5-‐8H,4H2,1-‐3H3 KNHUKKLJHYUCFP-‐UHFFFAOYSA-‐N
QUIPAZINE	  MALEATE 102.8701548 102.6204866 n1c2c(c([H])c([H])c([H])c2[H])c([H])c([H])c1N(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])[N+]3([H])[H] InChI=1S/C13H15N3/c1-‐2-‐4-‐12-‐11(3-‐1)5-‐6-‐13(15-‐12)16-‐9-‐7-‐14-‐8-‐10-‐16/h1-‐6,14H,7-‐10H2/p+1 XRXDAJYKGWNHTQ-‐UHFFFAOYSA-‐O
SULFAMETHAZINE 97.37214044 90.45685057 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])N([H])c2nc(C([H])([H])[H])c([H])c(C([H])([H])[H])n2 InChI=1S/C12H14N4O2S/c1-‐8-‐7-‐9(2)15-‐12(14-‐8)16-‐19(17,18)11-‐5-‐3-‐10(13)4-‐6-‐11/h3-‐7H,13H2,1-‐2H3,(H,14,15,16) ASWVTGNCAZCNNR-‐UHFFFAOYSA-‐N
TOLNAFTATE 118.9876672 126.2602048 C(=S)(Oc(c([H])c([H])c(c12)c([H])c([H])c([H])c1[H])c2[H])[NH+](C([H])([H])[H])c3c([H])c([H])c([H])c(C([H])([H])[H])c3[H] InChI=1S/C19H17NOS/c1-‐14-‐6-‐5-‐9-‐17(12-‐14)20(2)19(22)21-‐18-‐11-‐10-‐15-‐7-‐3-‐4-‐8-‐16(15)13-‐18/h3-‐13H,1-‐2H3/p+1 FUSNMLFNXJSCDI-‐UHFFFAOYSA-‐O
TRIPELENNAMINE	  CITRATE 93.75011522 81.24565155 N(C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])c2c([H])c([H])c([H])c([H])n2 InChI=1S/C16H21N3/c1-‐18(2)12-‐13-‐19(16-‐10-‐6-‐7-‐11-‐17-‐16)14-‐15-‐8-‐4-‐3-‐5-‐9-‐15/h3-‐11H,12-‐14H2,1-‐2H3/p+1 UFLGIAIHIAPJJC-‐UHFFFAOYSA-‐O
PYRIMETHAMINE 107.41518 72.59056224 n1c(N([H])[H])nc(c(c2c([H])c([H])c(c([H])c2[H])Cl)c1N([H])[H])C([H])([H])C([H])([H])[H] InChI=1S/C12H13ClN4/c1-‐2-‐9-‐10(11(14)17-‐12(15)16-‐9)7-‐3-‐5-‐8(13)6-‐4-‐7/h3-‐6H,2H2,1H3,(H4,14,15,16,17) WKSAUQYGYAYLPV-‐UHFFFAOYSA-‐N

NONOXYNOL-‐9 27.96054204 32.74277371
c(OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])O[H])(c([H])c1[H])c([H])c([H])c1C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H]
)C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C33H60O10/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐32-‐10-‐12-‐33(13-‐11-‐32)43-‐31-‐30-‐42-‐29-‐28-‐41-‐27-‐26-‐40-‐25-‐24-‐39-‐23-‐22-‐38-‐21-‐20-‐37-‐19-‐18-‐36-‐17-‐16-‐35-‐15-‐14-‐34/h10-‐13,34H,2-‐9,14-‐31H2,1H3 FBWNMEQMRUMQSO-‐UHFFFAOYSA-‐N 5.43 5.46

NORSTICTIC	  ACID 1.823314936 10.90282871 c1(c(O[H])c(C([H])([H])[H])c(c2O3)OC(c(c(c([H])c([O-‐])c4C([H])=O)C([H])([H])[H])c34)=O)c2C([H])(OC1=O)O[H] InChI=1S/C18H12O9/c1-‐5-‐3-‐8(20)7(4-‐19)14-‐9(5)16(22)26-‐13-‐6(2)12(21)10-‐11(15(13)25-‐14)18(24)27-‐17(10)23/h3-‐4,18,20-‐21,24H,1-‐2H3/p-‐1 IEVVSJFLBYOUCJ-‐UHFFFAOYSA-‐M 6.26 5.94
TRANYLCYPROMINE	  SULFATE 84.19023447 73.89489228 [C@@]1([H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])(C1([H])[H])[N+]([H])([H])[H] InChI=1S/C9H11N/c10-‐9-‐6-‐8(9)7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5,8-‐9H,6,10H2/p+1/t8-‐,9?/m0/s1 AELCINSCMGFISI-‐IENPIDJESA-‐O
PHTHALYLSULFATHIAZOLE 107.0153244 115.532343 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])C(=O)c2c([H])c([H])c([H])c([H])c2C([O-‐])=O)[N-‐]c3sc([H])c([H])n3 InChI=1S/C17H13N3O5S2/c21-‐15(13-‐3-‐1-‐2-‐4-‐14(13)16(22)23)19-‐11-‐5-‐7-‐12(8-‐6-‐11)27(24,25)20-‐17-‐18-‐9-‐10-‐26-‐17/h1-‐10H,(H3,18,19,20,21,22,23)/p-‐2 HGFBJLWPYUPIED-‐UHFFFAOYSA-‐L
ACETYLSEROTONIN 91.28767121 100.658936 n1([H])c(c([H])c([H])c(c2[H])O[H])c2c(C([H])([H])C([H])([H])N([H])C(C([H])([H])[H])=O)c1[H] InChI=1S/C12H14N2O2/c1-‐8(15)13-‐5-‐4-‐9-‐7-‐14-‐12-‐3-‐2-‐10(16)6-‐11(9)12/h2-‐3,6-‐7,14,16H,4-‐5H2,1H3,(H,13,15) MVAWJSIDNICKHF-‐UHFFFAOYSA-‐N
NIFLUMIC	  ACID 83.73040054 79.62787785 c1(nc([H])c([H])c([H])c1C([O-‐])=O)N([H])c(c([H])c([H])c([H])c2C(F)(F)F)c2[H] InChI=1S/C13H9F3N2O2/c14-‐13(15,16)8-‐3-‐1-‐4-‐9(7-‐8)18-‐11-‐10(12(19)20)5-‐2-‐6-‐17-‐11/h1-‐7H,(H,17,18)(H,19,20)/p-‐1 JZFPYUNJRRFVQU-‐UHFFFAOYSA-‐M
MOLSIDOMINE 97.13889135 70.90201093 [n+]1(N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])O2)c([H])c(on1)[N-‐]C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C9H14N4O4/c1-‐2-‐16-‐9(14)10-‐8-‐7-‐13(11-‐17-‐8)12-‐3-‐5-‐15-‐6-‐4-‐12/h7H,2-‐6H2,1H3 XLFWDASMENKTKL-‐UHFFFAOYSA-‐N
KETOTIFEN	  FUMARATE 89.35503585 94.79450631 c(c([H])c([H])s1)(c12)\C(=C(\C([H])([H])C3([H])[H])/C([H])([H])C([H])([H])N3C([H])([H])[H])\c4c(C([H])([H])C2=O)c([H])c([H])c([H])c4[H] InChI=1S/C19H19NOS/c1-‐20-‐9-‐6-‐13(7-‐10-‐20)18-‐15-‐5-‐3-‐2-‐4-‐14(15)12-‐17(21)19-‐16(18)8-‐11-‐22-‐19/h2-‐5,8,11H,6-‐7,9-‐10,12H2,1H3 ZCVMWBYGMWKGHF-‐UHFFFAOYSA-‐N
BENFLUOREX	  HYDROCHLORIDE 87.7122958 93.54073169 C(F)(F)(F)c1c([H])c([H])c([H])c(C([H])([H])C([H])(C([H])([H])[H])[N+]([H])([H])C([H])([H])C([H])([H])OC(c2c([H])c([H])c([H])c([H])c2[H])=O)c1[H] InChI=1S/C19H20F3NO2/c1-‐14(12-‐15-‐6-‐5-‐9-‐17(13-‐15)19(20,21)22)23-‐10-‐11-‐25-‐18(24)16-‐7-‐3-‐2-‐4-‐8-‐16/h2-‐9,13-‐14,23H,10-‐12H2,1H3/p+1 CJAVTWRYCDNHSM-‐UHFFFAOYSA-‐O
TRIAMCINOLONE	  DIACETATE 104.9127505 98.08060915 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O)C([H])([C@]23F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C25H31FO8/c1-‐13(27)33-‐12-‐20(31)25(32)21(34-‐14(2)28)10-‐18-‐17-‐6-‐5-‐15-‐9-‐16(29)7-‐8-‐22(15,3)24(17,26)19(30)11-‐23(18,25)4/h7-‐9,17-‐19,21,30,32H,5-‐6,10-‐12H2,1-‐4H3/t17?,18?,19-‐,21+,22-‐,23-‐,24-‐,25+/m0/s1 XGMPVBXKDAHORN-‐KUZKEXDLSA-‐N
TRICHLORMETHIAZIDE 86.78596368 81.82198343 S1(=O)(=O)c(c2[H])c(c([H])c(Cl)c2S(N([H])[H])(=O)=O)N([H])C([H])(C([H])(Cl)Cl)N1[H] InChI=1S/C8H8Cl3N3O4S2/c9-‐3-‐1-‐4-‐6(2-‐5(3)19(12,15)16)20(17,18)14-‐8(13-‐4)7(10)11/h1-‐2,7-‐8,13-‐14H,(H2,12,15,16) LMJSLTNSBFUCMU-‐UHFFFAOYSA-‐N
TRIAMTERENE 69.60550181 78.62688037 c12c(c(nc(N([H])[H])n1)N([H])[H])nc(c3c([H])c([H])c([H])c([H])c3[H])c(N([H])[H])n2 InChI=1S/C12H11N7/c13-‐9-‐7(6-‐4-‐2-‐1-‐3-‐5-‐6)16-‐8-‐10(14)18-‐12(15)19-‐11(8)17-‐9/h1-‐5H,(H6,13,14,15,17,18,19) FNYLWPVRPXGIIP-‐UHFFFAOYSA-‐N
SULFASALAZINE 72.91430682 126.1995383 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N=Nc(c([H])c([H])c(c2C([O-‐])=O)O[H])c2[H])N([H])c3c([H])c([H])c([H])c([H])n3 InChI=1S/C18H14N4O5S/c23-‐16-‐9-‐6-‐13(11-‐15(16)18(24)25)21-‐20-‐12-‐4-‐7-‐14(8-‐5-‐12)28(26,27)22-‐17-‐3-‐1-‐2-‐10-‐19-‐17/h1-‐11,23H,(H,19,22)(H,24,25)/p-‐1/b21-‐20+ NCEXYHBECQHGNR-‐QZQOTICOSA-‐M
PECTOLINARIN 155.8443563 39.10264658 c12c(c([H])c(c(OC([H])([H])[H])c1O[H])O[C@@]3([H])O[C@]([H])(C([H])([H])O[C@]4([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]4([H])O[H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])OC(=C([H])C2=O)c5c([H])c([H])c(c([H])c5[H])OC([H])([H])[H] InChI=1S/C29H34O15/c1-‐11-‐20(31)23(34)25(36)28(41-‐11)40-‐10-‐18-‐21(32)24(35)26(37)29(44-‐18)43-‐17-‐9-‐16-‐19(22(33)27(17)39-‐3)14(30)8-‐15(42-‐16)12-‐4-‐6-‐13(38-‐2)7-‐5-‐12/h4-‐9,11,18,20-‐21,23-‐26,28-‐29,31-‐37H,10H2,1-‐3H3/t11-‐,18+,20-‐,21+,23+,24-‐,25+,26+,28+,29-‐/m0/s1 DUXQKCCELUKXOE-‐NCNDPSPSSA-‐N
FLUMEQUINE 107.0486457 74.98688953 C(C([O-‐])=O)(C(=O)c1c(N23)c(c([H])c(F)c1[H])C([H])([H])C([H])([H])C2([H])C([H])([H])[H])=C3[H] InChI=1S/C14H12FNO3/c1-‐7-‐2-‐3-‐8-‐4-‐9(15)5-‐10-‐12(8)16(7)6-‐11(13(10)17)14(18)19/h4-‐7H,2-‐3H2,1H3,(H,18,19)/p-‐1 DPSPPJIUMHPXMA-‐UHFFFAOYSA-‐M

ENOXOLONE 4.34778205 35.61038165
C1(=C([H])C(=O)C2([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C4(C([H])([H])[H])C([H])([H])[H])O[H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@]5(C([H])([H])[H])C([O-‐
])=O)[C@@]1([H])C5([H])[H] InChI=1S/C30H46O4/c1-‐25(2)21-‐8-‐11-‐30(7)23(28(21,5)10-‐9-‐22(25)32)20(31)16-‐18-‐19-‐17-‐27(4,24(33)34)13-‐12-‐26(19,3)14-‐15-‐29(18,30)6/h16,19,21-‐23,32H,8-‐15,17H2,1-‐7H3,(H,33,34)/p-‐1/t19-‐,21?,22-‐,23?,26+,27-‐,28-‐,29+,30+/m0/s1 MPDGHEJMBKOTSU-‐VOPRYAMFSA-‐M 6.26 6.28

ADENINE 81.97764828 90.1372964 c12c(nc([H])nc1N([H])[H])n([H])c([H])n2 InChI=1S/C5H5N5/c6-‐4-‐3-‐5(9-‐1-‐7-‐3)10-‐2-‐8-‐4/h1-‐2H,(H3,6,7,8,9,10) GFFGJBXGBJISGV-‐UHFFFAOYSA-‐N
TRIMEPRAZINE	  TARTRATE 96.2766611 67.157571 [NH+](C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(c1c2c([H])c([H])c([H])c1[H])c3c(S2)c([H])c([H])c([H])c3[H] InChI=1S/C18H22N2S/c1-‐14(12-‐19(2)3)13-‐20-‐15-‐8-‐4-‐6-‐10-‐17(15)21-‐18-‐11-‐7-‐5-‐9-‐16(18)20/h4-‐11,14H,12-‐13H2,1-‐3H3/p+2 ZZHLYYDVIOPZBE-‐UHFFFAOYSA-‐P
ISOBUTYLMETHYLXANTHINE 74.61189342 126.3308895 N1(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N(C([H])([H])[H])C(c(n([H])c([H])[nH+]2)c12)=O InChI=1S/C10H14N4O2/c1-‐6(2)4-‐14-‐8-‐7(11-‐5-‐12-‐8)9(15)13(3)10(14)16/h5-‐6H,4H2,1-‐3H3,(H,11,12)/p+1 APIXJSLKIYYUKG-‐UHFFFAOYSA-‐O
ACACETIN	  DIACETATE 127.5561675 133.4581785 c12c(c([H])c(OC(C([H])([H])[H])=O)c([H])c1OC(C([H])([H])[H])=O)OC(=C([H])C2=O)c3c([H])c([H])c(c([H])c3[H])OC([H])([H])[H] InChI=1S/C20H16O7/c1-‐11(21)25-‐15-‐8-‐18(26-‐12(2)22)20-‐16(23)10-‐17(27-‐19(20)9-‐15)13-‐4-‐6-‐14(24-‐3)7-‐5-‐13/h4-‐10H,1-‐3H3 VYHHSBHXZVSILO-‐UHFFFAOYSA-‐N
MECAMYLAMINE	  HYDROCHLORIDE 106.7830088 93.56428198 [C@@]1(C([H])([H])[H])([N+]([H])([H])C([H])([H])[H])C([H])(C2([H])[H])C([H])([H])C([H])(C2([H])[H])C1(C([H])([H])[H])C([H])([H])[H] InChI=1S/C11H21N/c1-‐10(2)8-‐5-‐6-‐9(7-‐8)11(10,3)12-‐4/h8-‐9,12H,5-‐7H2,1-‐4H3/p+1/t8?,9?,11-‐/m0/s1 IMYZQPCYWPFTAG-‐AMUVOQDHSA-‐O



ASTAXANTHIN 87.18757245 95.24623809
C(\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C([H])=C(/C([H])([H])[H])\C([H])=C([H])\C([H])=C(/C([H])([H])[H])\C([H])=C([H])\C(C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])(C1=O)O[H])=C1C([H])([H])[H])(C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C
([H])(C2=O)O[H])=C2C([H])([H])[H] InChI=1S/C40H52O4/c1-‐27(17-‐13-‐19-‐29(3)21-‐23-‐33-‐31(5)37(43)35(41)25-‐39(33,7)8)15-‐11-‐12-‐16-‐28(2)18-‐14-‐20-‐30(4)22-‐24-‐34-‐32(6)38(44)36(42)26-‐40(34,9)10/h11-‐24,35-‐36,41-‐42H,25-‐26H2,1-‐10H3/b12-‐11+,17-‐13+,18-‐14+,23-‐21+,24-‐22+,27-‐15+,28-‐16+,29-‐19+,30-‐20+ MQZIGYBFDRPAKN-‐QISQUURKSA-‐N

ALBENDAZOLE 95.90404839 102.7204306 c1(N([H])C(OC([H])([H])[H])=O)n([H])c2c(c([H])c([H])c(SC([H])([H])C([H])([H])C([H])([H])[H])c2[H])n1 InChI=1S/C12H15N3O2S/c1-‐3-‐6-‐18-‐8-‐4-‐5-‐9-‐10(7-‐8)14-‐11(13-‐9)15-‐12(16)17-‐2/h4-‐5,7H,3,6H2,1-‐2H3,(H2,13,14,15,16) HXHWSAZORRCQMX-‐UHFFFAOYSA-‐N
BEZAFIBRATE 74.46550986 72.82366066 C(C([H])([H])[H])(C([H])([H])[H])(Oc(c([H])c1[H])c([H])c([H])c1C([H])([H])C([H])([H])N([H])C(=O)c2c([H])c([H])c(c([H])c2[H])Cl)C([O-‐])=O InChI=1S/C19H20ClNO4/c1-‐19(2,18(23)24)25-‐16-‐9-‐3-‐13(4-‐10-‐16)11-‐12-‐21-‐17(22)14-‐5-‐7-‐15(20)8-‐6-‐14/h3-‐10H,11-‐12H2,1-‐2H3,(H,21,22)(H,23,24)/p-‐1 IIBYAHWJQTYFKB-‐UHFFFAOYSA-‐M
TRIACETIN 86.73511416 98.20017352 C(C([H])([H])[H])(=O)OC([H])(C([H])([H])OC(C([H])([H])[H])=O)C([H])([H])OC(C([H])([H])[H])=O InChI=1S/C9H14O6/c1-‐6(10)13-‐4-‐9(15-‐8(3)12)5-‐14-‐7(2)11/h9H,4-‐5H2,1-‐3H3 URAYPUMNDPQOKB-‐UHFFFAOYSA-‐N
PROADIFEN	  HYDROCHLORIDE 53.54596761 36.20957852 C(C([H])([H])C([H])([H])C([H])([H])[H])(c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])c2[H])C(OC([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=O InChI=1S/C23H31NO2/c1-‐4-‐17-‐23(20-‐13-‐9-‐7-‐10-‐14-‐20,21-‐15-‐11-‐8-‐12-‐16-‐21)22(25)26-‐19-‐18-‐24(5-‐2)6-‐3/h7-‐16H,4-‐6,17-‐19H2,1-‐3H3/p+1 SNTQPLDRUZOSDP-‐UHFFFAOYSA-‐O
HELENINE 115.1734486 115.9868594 C1(=O)C(=C([H])[H])[C@]2([H])[C@@]([H])(C([H])([H])[C@@](C3=C2[H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[C@]3([H])C([H])([H])[H])O1 InChI=1S/C15H20O2/c1-‐9-‐5-‐4-‐6-‐15(3)8-‐13-‐11(7-‐12(9)15)10(2)14(16)17-‐13/h7,9,11,13H,2,4-‐6,8H2,1,3H3/t9-‐,11+,13+,15+/m0/s1 PXOYOCNNSUAQNS-‐AGNJHWRGSA-‐N

2,3-‐DIACETOXY-‐7,8-‐EPOXY-‐24,29-‐DINOR-‐1,3,5-‐FRIEDELATRIENE-‐20-‐CARBOXYLIC	  ACID37.72323495 63.61495094
C12(C([H])(O1)C([H])([H])c(c3c([H])c(c4OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)c4C([H])([H])[H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@]5(C([H])([H])[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C5([H])C6([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]6(C([H])([H])[H])C([O-‐
])=O InChI=1S/C33H44O7/c1-‐18-‐21-‐15-‐25-‐33(40-‐25)30(6,22(21)16-‐23(38-‐19(2)34)26(18)39-‐20(3)35)12-‐13-‐31(7)24-‐17-‐29(5,27(36)37)10-‐9-‐28(24,4)11-‐14-‐32(31,33)8/h16,24-‐25H,9-‐15,17H2,1-‐8H3,(H,36,37)/p-‐1/t24?,25?,28-‐,29-‐,30+,31+,32+,33?/m1/s1 MAAVNXPPBHQXNL-‐INMPMWFSSA-‐M

DALBERGIONE,	  4-‐METHOXY-‐4'-‐HYDROXY-‐ 246.5793137 114.1367077 C1(C([H])(C([H])=C([H])[H])c2c([H])c([H])c(c([H])c2[H])O[H])=C([H])C(C(OC([H])([H])[H])=C([H])C1=O)=O InChI=1S/C16H14O4/c1-‐3-‐12(10-‐4-‐6-‐11(17)7-‐5-‐10)13-‐8-‐15(19)16(20-‐2)9-‐14(13)18/h3-‐9,12,17H,1H2,2H3 DLCVFIMWFKVRTM-‐UHFFFAOYSA-‐N
ALDICARB 80.05470054 120.4755798 C(N([H])C([H])([H])[H])(O\N=C([H])\C(C([H])([H])[H])(C([H])([H])[H])SC([H])([H])[H])=O InChI=1S/C7H14N2O2S/c1-‐7(2,12-‐4)5-‐9-‐11-‐6(10)8-‐3/h5H,1-‐4H3,(H,8,10)/b9-‐5+ QGLZXHRNAYXIBU-‐WEVVVXLNSA-‐N
2,3,4'-‐TRIHYDROXY-‐4-‐METHOXYBENZOPHENONE 112.0528172 114.7989779 c1(c([H])c([H])c(c(O[H])c1O[H])OC([H])([H])[H])C(=O)c2c([H])c([H])c(c([H])c2[H])O[H] InChI=1S/C14H12O5/c1-‐19-‐11-‐7-‐6-‐10(13(17)14(11)18)12(16)8-‐2-‐4-‐9(15)5-‐3-‐8/h2-‐7,15,17-‐18H,1H3 YYQLEVUVEAKBKB-‐UHFFFAOYSA-‐N
3alpha-‐HYDROXY-‐4,4-‐BISNOR-‐8,11,13-‐PODOCARPATRIENE 100.9143586 77.88004122 [C@]12(C([H])([H])[H])[C@]([H])(C([H])([H])C([H])([H])c(c([H])c([H])c([H])c3[H])c13)C([H])([H])[C@]([H])(O[H])C([H])([H])C2([H])[H] InChI=1S/C15H20O/c1-‐15-‐9-‐8-‐13(16)10-‐12(15)7-‐6-‐11-‐4-‐2-‐3-‐5-‐14(11)15/h2-‐5,12-‐13,16H,6-‐10H2,1H3/t12-‐,13-‐,15+/m1/s1 MVNJNWNFUCRWBW-‐NFAWXSAZSA-‐N
ROCCELLIC	  ACID 61.84990804 76.62908636 C([O-‐])(=O)[C@]([H])(C([H])([H])[H])[C@]([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([O-‐])=O InChI=1S/C17H32O4/c1-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐15(17(20)21)14(2)16(18)19/h14-‐15H,3-‐13H2,1-‐2H3,(H,18,19)(H,20,21)/p-‐2/t14-‐,15+/m1/s1 CADNMISJDLVPCK-‐CABCVRRESA-‐L
3beta-‐ACETOXY-‐23-‐BROMO-‐ISOALLOSPIROST-‐9	  (11)-‐ENE-‐12-‐ONE 96.21677691 102.6047961 C1(C([H])(Br)C([H])([H])C([H])(C([H])([H])O1)C([H])([H])[H])([C@@]2([H])C([H])([H])[H])O[C@]([H])([C@]23[H])C([H])([H])C([H])(C([H])(C4=C([H])C5=O)C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@]([H])(C([H])([H])C6([H])[H])OC(C([H])([H])[H])=O)[C@@]46C([H])([H])[H])[C@@]35C([H])([H])[H] InChI=1S/C29H41BrO5/c1-‐15-‐10-‐24(30)29(33-‐14-‐15)16(2)26-‐23(35-‐29)12-‐22-‐20-‐7-‐6-‐18-‐11-‐19(34-‐17(3)31)8-‐9-‐27(18,4)21(20)13-‐25(32)28(22,26)5/h13,15-‐16,18-‐20,22-‐24,26H,6-‐12,14H2,1-‐5H3/t15?,16-‐,18-‐,19-‐,20?,22?,23-‐,24?,26-‐,27-‐,28+,29?/m0/s1 UZOSLJNYISOLSY-‐WFUCIPNVSA-‐N
RETUSOQUINONE 92.24445925 96.97024311 C1(C([H])([H])[H])=C([H])\C(\C([H])=C([H])C1=O)=C([H])/C(C([H])([H])[H])=C([H])[H] InChI=1S/C11H12O/c1-‐8(2)6-‐10-‐4-‐5-‐11(12)9(3)7-‐10/h4-‐7H,1H2,2-‐3H3/b10-‐6-‐ URRXOUHZIHBLGJ-‐POHAHGRESA-‐N
FLAVANONE 79.68208782 76.98650204 O(C([H])(c1c([H])c([H])c([H])c([H])c1[H])C2([H])[H])c(c([H])c([H])c([H])c3[H])c3C2=O InChI=1S/C15H12O2/c16-‐13-‐10-‐15(11-‐6-‐2-‐1-‐3-‐7-‐11)17-‐14-‐9-‐5-‐4-‐8-‐12(13)14/h1-‐9,15H,10H2 ZONYXWQDUYMKFB-‐UHFFFAOYSA-‐N
14-‐METHOXY-‐4,4-‐BISNOR-‐8,11,13-‐PODOCARPATRIEN-‐3-‐ONE 100.867782 118.0052068 [C@]12(C([H])([H])[H])C([H])(C([H])([H])C([H])([H])c3c1c([H])c([H])c([H])c3OC([H])([H])[H])C([H])([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C16H20O2/c1-‐16-‐9-‐8-‐12(17)10-‐11(16)6-‐7-‐13-‐14(16)4-‐3-‐5-‐15(13)18-‐2/h3-‐5,11H,6-‐10H2,1-‐2H3/t11?,16-‐/m0/s1 YWUOMZILANUHKZ-‐NBFOKTCDSA-‐N
LEVALBUTEROL	  HYDROCHLORIDE 85.65719881 95.03599358 c1(C([H])([H])O[H])c(O[H])c([H])c([H])c([C@@]([H])(O[H])C([H])([H])[N+]([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])c1[H] InChI=1S/C13H21NO3/c1-‐13(2,3)14-‐7-‐12(17)9-‐4-‐5-‐11(16)10(6-‐9)8-‐15/h4-‐6,12,14-‐17H,7-‐8H2,1-‐3H3/p+1/t12-‐/m0/s1 NDAUXUAQIAJITI-‐LBPRGKRZSA-‐O
2-‐ETHOXYCARBONYL-‐2-‐HYDROXY-‐5,7-‐DIMETHOXYISOFLAVANONE 103.9751059 106.8937842 [C@]1(O[H])(C(OC([H])([H])C([H])([H])[H])=O)Oc(c([H])c(OC([H])([H])[H])c([H])c2OC([H])([H])[H])c2C(=O)C1([H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C20H20O7/c1-‐4-‐26-‐19(22)20(23)17(12-‐8-‐6-‐5-‐7-‐9-‐12)18(21)16-‐14(25-‐3)10-‐13(24-‐2)11-‐15(16)27-‐20/h5-‐11,17,23H,4H2,1-‐3H3/t17?,20-‐/m1/s1 BSEKDHRYMZTILL-‐UUSAFJCLSA-‐N
CHLORPROPHAM 106.975969 104.8439002 C(OC([H])(C([H])([H])[H])C([H])([H])[H])(=O)N([H])c1c([H])c([H])c([H])c(Cl)c1[H] InChI=1S/C10H12ClNO2/c1-‐7(2)14-‐10(13)12-‐9-‐5-‐3-‐4-‐8(11)6-‐9/h3-‐7H,1-‐2H3,(H,12,13) CWJSHJJYOPWUGX-‐UHFFFAOYSA-‐N
HAEMATOXYLONE,	  TETRAMETHYL-‐ 90.54108686 141.2897867 c1(c([H])c([H])c(c2OC([H])([H])[H])OC([H])([H])[H])c2OC([H])([H])C(C([H])([H])c(c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c3[H])c3C1=O)=O InChI=1S/C20H20O7/c1-‐23-‐15-‐6-‐5-‐13-‐18(22)14-‐9-‐17(25-‐3)16(24-‐2)8-‐11(14)7-‐12(21)10-‐27-‐19(13)20(15)26-‐4/h5-‐6,8-‐9H,7,10H2,1-‐4H3 OAQFLNPTAZZENS-‐UHFFFAOYSA-‐N
RHOIFOLIN 203.0900872 101.6797202 [C@]1([H])(O[C@]2([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])O[H])[C@@]([H])(O[H])[C@]([H])(O[H])[C@]([H])(O[C@@]1([H])Oc(c([H])c3[O-‐])c([H])c(c34)OC(=C([H])C4=O)c5c([H])c([H])c(c([H])c5[H])[O-‐])C([H])([H])O[H] InChI=1S/C27H30O14/c1-‐10-‐20(32)22(34)24(36)26(37-‐10)41-‐25-‐23(35)21(33)18(9-‐28)40-‐27(25)38-‐13-‐6-‐14(30)19-‐15(31)8-‐16(39-‐17(19)7-‐13)11-‐2-‐4-‐12(29)5-‐3-‐11/h2-‐8,10,18,20-‐30,32-‐36H,9H2,1H3/p-‐2/t10-‐,18+,20-‐,21+,22+,23-‐,24+,25+,26-‐,27+/m0/s1 RPMNUQRUHXIGHK-‐PYXJVEIZSA-‐L
MITOTANE 98.26614683 107.6401522 C([H])(c1c([H])c([H])c(c([H])c1[H])Cl)(C([H])(Cl)Cl)c2c([H])c([H])c([H])c([H])c2Cl InChI=1S/C14H10Cl4/c15-‐10-‐7-‐5-‐9(6-‐8-‐10)13(14(17)18)11-‐3-‐1-‐2-‐4-‐12(11)16/h1-‐8,13-‐14H JWBOIMRXGHLCPP-‐UHFFFAOYSA-‐N
5,7-‐DIHYDROXYISOFLAVONE 75.5700404 54.10138667 C1(=O)C(c2c([H])c([H])c([H])c([H])c2[H])=C([H])Oc(c([H])c([O-‐])c([H])c3O[H])c13 InChI=1S/C15H10O4/c16-‐10-‐6-‐12(17)14-‐13(7-‐10)19-‐8-‐11(15(14)18)9-‐4-‐2-‐1-‐3-‐5-‐9/h1-‐8,16-‐17H/p-‐1 PJJGZPJJTHBVMX-‐UHFFFAOYSA-‐M
ANHYDROBRAZILIC	  ACID 76.12230567 56.08819733 C1(C([H])([H])C([O-‐])=O)=C([H])Oc(c2C1=O)c([H])c(c([H])c2[H])OC([H])([H])[H] InChI=1S/C12H10O5/c1-‐16-‐8-‐2-‐3-‐9-‐10(5-‐8)17-‐6-‐7(12(9)15)4-‐11(13)14/h2-‐3,5-‐6H,4H2,1H3,(H,13,14)/p-‐1 KVQVEJPIQHNLTM-‐UHFFFAOYSA-‐M
CLOZAPINE 93.38225878 86.28982179 C1([NH+](C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[NH+]2C([H])([H])[H])=[NH+]c3c(N([H])c(c([H])c([H])c([H])c4[H])c14)c([H])c([H])c(Cl)c3[H] InChI=1S/C18H19ClN4/c1-‐22-‐8-‐10-‐23(11-‐9-‐22)18-‐14-‐4-‐2-‐3-‐5-‐15(14)20-‐16-‐7-‐6-‐13(19)12-‐17(16)21-‐18/h2-‐7,12,20H,8-‐11H2,1H3/p+3 QZUDBNBUXVUHMW-‐UHFFFAOYSA-‐Q
OXOTREMORINE	  SESQUIFUMARATE 82.72287371 95.23572587 N1(C([H])([H])C([H])([H])C([H])([H])C1=O)C([H])([H])C#CC([H])([H])[NH+]2C([H])([H])C([H])([H])C([H])([H])C2([H])[H] InChI=1S/C12H18N2O/c15-‐12-‐6-‐5-‐11-‐14(12)10-‐4-‐3-‐9-‐13-‐7-‐1-‐2-‐8-‐13/h1-‐2,5-‐11H2/p+1 RSDOPYMFZBJHRL-‐UHFFFAOYSA-‐O
PAROXETINE	  HYDROCHLORIDE 76.06907528 96.73897414 c12c(c([H])c([H])c(OC([H])([H])[C@]3([H])C([H])([H])[N+]([H])([H])C([H])([H])C([H])([H])[C@@]3([H])c4c([H])c([H])c(c([H])c4[H])F)c1[H])OC([H])([H])O2 InChI=1S/C19H20FNO3/c20-‐15-‐3-‐1-‐13(2-‐4-‐15)17-‐7-‐8-‐21-‐10-‐14(17)11-‐22-‐16-‐5-‐6-‐18-‐19(9-‐16)24-‐12-‐23-‐18/h1-‐6,9,14,17,21H,7-‐8,10-‐12H2/p+1/t14-‐,17-‐/m0/s1 AHOUBRCZNHFOSL-‐YOEHRIQHSA-‐O
CARBOPLATIN 88.73790748 103.3196274 C12(C([H])([H])C([H])([H])C1([H])[H])C(=O)O[Pt]OC2=O InChI=1S/C6H8O4.Pt/c7-‐4(8)6(5(9)10)2-‐1-‐3-‐6;/h1-‐3H2,(H,7,8)(H,9,10);/q;+2/p-‐2 ZSWVADAIGMSQBB-‐UHFFFAOYSA-‐L
CARMUSTINE 97.50096001 106.746613 N(C([H])([H])C([H])([H])Cl)(N=O)C(N([H])C([H])([H])C([H])([H])Cl)=O InChI=1S/C5H9Cl2N3O2/c6-‐1-‐3-‐8-‐5(11)10(9-‐12)4-‐2-‐7/h1-‐4H2,(H,8,11) DLGOEMSEDOSKAD-‐UHFFFAOYSA-‐N
alpha-‐TOCHOPHEROL 84.16674796 85.48038041 c12c(C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])O1)c(c(O[H])c(C([H])([H])[H])c2C([H])([H])[H])C([H])([H])[H] InChI=1S/C29H50O2/c1-‐20(2)12-‐9-‐13-‐21(3)14-‐10-‐15-‐22(4)16-‐11-‐18-‐29(8)19-‐17-‐26-‐25(7)27(30)23(5)24(6)28(26)31-‐29/h20-‐22,30H,9-‐19H2,1-‐8H3 GVJHHUAWPYXKBD-‐UHFFFAOYSA-‐N
TENOXICAM 78.0984838 78.81562931 S1(=O)(=O)N(C([H])([H])[H])C(C(=O)N([H])c2c([H])c([H])c([H])c([H])n2)=C(c(sc([H])c3[H])c13)[O-‐] InChI=1S/C13H11N3O4S2/c1-‐16-‐10(13(18)15-‐9-‐4-‐2-‐3-‐6-‐14-‐9)11(17)12-‐8(5-‐7-‐21-‐12)22(16,19)20/h2-‐7,17H,1H3,(H,14,15,18)/p-‐1 LZNWYQJJBLGYLT-‐UHFFFAOYSA-‐M
TRIFLUPROMAZINE	  HYDROCHLORIDE 83.79413525 185.5777936 N1(C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])c2c(c([H])c([H])c([H])c2[H])Sc(c([H])c([H])c(c3[H])C(F)(F)F)c13 InChI=1S/C18H19F3N2S/c1-‐22(2)10-‐5-‐11-‐23-‐14-‐6-‐3-‐4-‐7-‐16(14)24-‐17-‐9-‐8-‐13(12-‐15(17)23)18(19,20)21/h3-‐4,6-‐9,12H,5,10-‐11H2,1-‐2H3/p+1 XSCGXQMFQXDFCW-‐UHFFFAOYSA-‐O
HYDRASTININE	  HYDROCHLORIDE 73.39424831 62.32194718 c12c(C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C1([H])O[H])c([H])c(OC([H])([H])O3)c3c2[H] InChI=1S/C11H13NO3/c1-‐12-‐3-‐2-‐7-‐4-‐9-‐10(15-‐6-‐14-‐9)5-‐8(7)11(12)13/h4-‐5,11,13H,2-‐3,6H2,1H3/p+1 YOJQZPVUNUQTDF-‐UHFFFAOYSA-‐O
FLUFENAMIC	  ACID 64.02570013 211.2801855 C(F)(F)(F)c(c([H])c([H])c([H])c1N([H])c2c([H])c([H])c([H])c([H])c2C([O-‐])=O)c1[H] InChI=1S/C14H10F3NO2/c15-‐14(16,17)9-‐4-‐3-‐5-‐10(8-‐9)18-‐12-‐7-‐2-‐1-‐6-‐11(12)13(19)20/h1-‐8,18H,(H,19,20)/p-‐1 LPEPZBJOKDYZAD-‐UHFFFAOYSA-‐M
5alpha-‐12-‐METHOXY-‐4,4-‐BISNOR-‐8,11,13-‐PODOCARPATRIEN-‐3-‐ONE 89.30348035 131.2295867 [C@]12(C([H])([H])[H])[C@@]([H])(C([H])([H])C([H])([H])c(c([H])c([H])c(OC([H])([H])[H])c3[H])c13)C([H])([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C16H20O2/c1-‐16-‐8-‐7-‐13(17)9-‐12(16)5-‐3-‐11-‐4-‐6-‐14(18-‐2)10-‐15(11)16/h4,6,10,12H,3,5,7-‐9H2,1-‐2H3/t12-‐,16-‐/m0/s1 MMDQZMROSQWSDC-‐LRDDRELGSA-‐N
3-‐ACETOXYPREGN-‐16-‐EN-‐12,20-‐DIONE 85.50416145 81.90622367 [C@@]1(C([H])([H])[H])(C(=O)C2([H])[H])C([H])(C([H])([H])C([H])=C1C(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@]([H])(C([H])([H])C4([H])[H])OC(C([H])([H])[H])=O)[C@@]34C([H])([H])[H] InChI=1S/C23H32O4/c1-‐13(24)18-‐7-‐8-‐19-‐17-‐6-‐5-‐15-‐11-‐16(27-‐14(2)25)9-‐10-‐22(15,3)20(17)12-‐21(26)23(18,19)4/h7,15-‐17,19-‐20H,5-‐6,8-‐12H2,1-‐4H3/t15-‐,16-‐,17?,19?,20?,22-‐,23+/m0/s1 MPXJSJVWSXWSNI-‐JHMAQGQSSA-‐N
ISORESERPINE 42.22120269 38.50124372 c12c(C([H])([H])C([H])([H])N(C([H])([H])[C@@]([H])(C([H])([H])[C@]([H])([C@]([H])(OC([H])([H])[H])[C@@]3([H])C(OC([H])([H])[H])=O)OC(=O)c(c([H])c4OC([H])([H])[H])c([H])c(c4OC([H])([H])[H])OC([H])([H])[H])[C@@]35[H])[C@@]1([H])C5([H])[H])c(c6n2[H])c([H])c([H])c(OC([H])([H])[H])c6[H] InChI=1S/C33H40N2O9/c1-‐38-‐19-‐7-‐8-‐20-‐21-‐9-‐10-‐35-‐16-‐18-‐13-‐27(44-‐32(36)17-‐11-‐25(39-‐2)30(41-‐4)26(12-‐17)40-‐3)31(42-‐5)28(33(37)43-‐6)22(18)15-‐24(35)29(21)34-‐23(20)14-‐19/h7-‐8,11-‐12,14,18,22,24,27-‐28,31,34H,9-‐10,13,15-‐16H2,1-‐6H3/t18-‐,22+,24+,27-‐,28+,31+/m1/s1 QEVHRUUCFGRFIF-‐VPHNHGCZSA-‐N
AUSTRICINE 86.81495974 102.6153083 [C@@]12([H])C(=C(C([H])([H])[H])C([H])([H])[C@]([H])(O[H])[C@@]([H])([C@@]([H])(C(=O)O3)C([H])([H])[H])[C@@]13[H])C(C([H])=C2C([H])([H])[H])=O InChI=1S/C15H18O4/c1-‐6-‐4-‐10(17)13-‐8(3)15(18)19-‐14(13)12-‐7(2)5-‐9(16)11(6)12/h5,8,10,12-‐14,17H,4H2,1-‐3H3/t8-‐,10-‐,12+,13+,14+/m0/s1 YMUOZXZDDBRJEP-‐HBYJKHNMSA-‐N
THIOPENTAL	  SODIUM 84.51274548 73.02339295 N1=C([S-‐])N([H])C(C(C([H])([H])C([H])([H])[H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])C1=O)=O InChI=1S/C11H18N2O2S/c1-‐4-‐6-‐7(3)11(5-‐2)8(14)12-‐10(16)13-‐9(11)15/h7H,4-‐6H2,1-‐3H3,(H2,12,13,14,15,16)/p-‐1 IUJDSEJGGMCXSG-‐UHFFFAOYSA-‐M
ERGOSTEROL 52.34163009 31.67880924 C1(=C([H])C([H])=C(C23C([H])([H])[H])C([H])([H])C([H])(C([H])([H])C2([H])[H])O[H])C3([H])C([H])([H])C([H])([H])C4(C([H])([H])[H])C1([H])C([H])([H])C([H])([H])C4([H])C([H])(C([H])([H])[H])\C([H])=C([H])\C([H])(C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C28H44O/c1-‐18(2)19(3)7-‐8-‐20(4)24-‐11-‐12-‐25-‐23-‐10-‐9-‐21-‐17-‐22(29)13-‐15-‐27(21,5)26(23)14-‐16-‐28(24,25)6/h7-‐10,18-‐20,22,24-‐26,29H,11-‐17H2,1-‐6H3/b8-‐7+ DNVPQKQSNYMLRS-‐BQYQJAHWSA-‐N
ISOSAFROLE 79.82847139 75.01020361 c12c(c([H])c([H])c(c1[H])\C([H])=C([H])\C([H])([H])[H])OC([H])([H])O2 InChI=1S/C10H10O2/c1-‐2-‐3-‐8-‐4-‐5-‐9-‐10(6-‐8)12-‐7-‐11-‐9/h2-‐6H,7H2,1H3/b3-‐2+ VHVOLFRBFDOUSH-‐NSCUHMNNSA-‐N
METAMPICILLIN	  SODIUM 54.33111582 110.5310143 N12C([H])(C([H])(N([H])C(=O)C([H])(c3c([H])c([H])c([H])c([H])c3[H])N=C([H])[H])C1=O)SC(C([H])([H])[H])(C([H])([H])[H])C2([H])C(=O)[O-‐] InChI=1S/C17H19N3O4S/c1-‐17(2)12(16(23)24)20-‐14(22)11(15(20)25-‐17)19-‐13(21)10(18-‐3)9-‐7-‐5-‐4-‐6-‐8-‐9/h4-‐8,10-‐12,15H,3H2,1-‐2H3,(H,19,21)(H,23,24)/p-‐1 FZECHKJQHUVANE-‐UHFFFAOYSA-‐M
3-‐DEACETYLKHIVORIN 88.69133089 94.06886881 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C([H])([C@@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])[C@@]([H])(C([H])([H])[C@]4([H])OC(C([H])([H])[H])=O)O[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)C6([H])O2 InChI=1S/C30H40O9/c1-‐15(31)36-‐21-‐13-‐20(33)26(3,4)19-‐12-‐22(37-‐16(2)32)29(7)18(28(19,21)6)8-‐10-‐27(5)23(17-‐9-‐11-‐35-‐14-‐17)38-‐25(34)24-‐30(27,29)39-‐24/h9,11,14,18-‐24,33H,8,10,12-‐13H2,1-‐7H3/t18?,19?,20-‐,21+,22-‐,23+,24?,27+,28-‐,29+,30?/m1/s1 PDKGFQJSCXMICA-‐GBOCIRNBSA-‐N
CORTISONE 69.53504523 76.36628072 [C@@]1(C([H])([H])[H])(C([H])([H])C2=O)C([H])(C([H])([H])C([H])([H])[C@]1(O[H])C(C([H])([H])O[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C21H28O5/c1-‐19-‐7-‐5-‐13(23)9-‐12(19)3-‐4-‐14-‐15-‐6-‐8-‐21(26,17(25)11-‐22)20(15,2)10-‐16(24)18(14)19/h9,14-‐15,18,22,26H,3-‐8,10-‐11H2,1-‐2H3/t14?,15?,18?,19-‐,20-‐,21-‐/m0/s1 MFYSYFVPBJMHGN-‐BDQMTFAOSA-‐N
PENTOBARBITAL 94.07425382 94.35269891 N1=C(O[H])N([H])C(C(C([H])([H])C([H])([H])[H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])C1=O)=O InChI=1S/C11H18N2O3/c1-‐4-‐6-‐7(3)11(5-‐2)8(14)12-‐10(16)13-‐9(11)15/h7H,4-‐6H2,1-‐3H3,(H2,12,13,14,15,16) WEXRUCMBJFQVBZ-‐UHFFFAOYSA-‐N
DALBERGIONE 269.8143778 72.19292712 C1(C([H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])=C([H])[H])=C([H])C(C([H])=C([H])C1=O)=O InChI=1S/C15H12O2/c1-‐2-‐13(11-‐6-‐4-‐3-‐5-‐7-‐11)14-‐10-‐12(16)8-‐9-‐15(14)17/h2-‐10,13H,1H2 GHCDJBVCFINEBQ-‐UHFFFAOYSA-‐N
DIHYDRO-‐7-‐DESACETYLDEOXYGEDUNIN 48.28281305 54.81621802 C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(O[H])C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])([H])C([H])([H])C(=O)C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C26H34O5/c1-‐23(2)17-‐12-‐20(28)26(5)16(24(17,3)10-‐7-‐19(23)27)6-‐9-‐25(4)18(26)13-‐21(29)31-‐22(25)15-‐8-‐11-‐30-‐14-‐15/h8,11,13-‐14,16-‐17,20,22,28H,6-‐7,9-‐10,12H2,1-‐5H3/t16?,17?,20-‐,22-‐,24+,25+,26+/m1/s1 BQDRKSSNLHIYIM-‐FCELLAAXSA-‐N 5.48 5.2
SUCCINYLSULFATHIAZOLE 71.324917 92.68125502 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])C(C([H])([H])C([H])([H])C([O-‐])=O)=O)N([H])c2sc([H])c([H])n2 InChI=1S/C13H13N3O5S2/c17-‐11(5-‐6-‐12(18)19)15-‐9-‐1-‐3-‐10(4-‐2-‐9)23(20,21)16-‐13-‐14-‐7-‐8-‐22-‐13/h1-‐4,7-‐8H,5-‐6H2,(H,14,16)(H,15,17)(H,18,19)/p-‐1 SKVLYVHULOWXTD-‐UHFFFAOYSA-‐M
ACEPHATE 83.6011751 75.83015721 P(OC([H])([H])[H])(SC([H])([H])[H])(=O)N([H])C(C([H])([H])[H])=O InChI=1S/C4H10NO3PS/c1-‐4(6)5-‐9(7,8-‐2)10-‐3/h1-‐3H3,(H,5,6,7) YASYVMFAVPKPKE-‐UHFFFAOYSA-‐N
QUININE	  ETHYL	  CARBONATE 64.18539129 58.73727821 [NH+]12C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@]1([H])[C@@]([H])(OC(OC([H])([H])C([H])([H])[H])=O)c3c([H])c([H])nc(c([H])c([H])c(OC([H])([H])[H])c4[H])c34)[C@@]([H])(C([H])=C([H])[H])C2([H])[H] InChI=1S/C23H28N2O4/c1-‐4-‐15-‐14-‐25-‐11-‐9-‐16(15)12-‐21(25)22(29-‐23(26)28-‐5-‐2)18-‐8-‐10-‐24-‐20-‐7-‐6-‐17(27-‐3)13-‐19(18)20/h4,6-‐8,10,13,15-‐16,21-‐22H,1,5,9,11-‐12,14H2,2-‐3H3/p+1/t15-‐,16-‐,21+,22-‐/m0/s1 NSBRKSWSLRQPJW-‐FRMGNDQPSA-‐O
BENDIOCARB 84.45951509 88.09792461 c12c(c([H])c([H])c([H])c1OC(N([H])C([H])([H])[H])=O)OC(C([H])([H])[H])(C([H])([H])[H])O2 InChI=1S/C11H13NO4/c1-‐11(2)15-‐8-‐6-‐4-‐5-‐7(9(8)16-‐11)14-‐10(13)12-‐3/h4-‐6H,1-‐3H3,(H,12,13) XEGGRYVFLWGFHI-‐UHFFFAOYSA-‐N
DEOXYANDIROBIN	  LACTONE 53.06024032 29.53431519 C1(=C([H])C(=O)O[C@@]2([H])c3c([H])c([H])oc3[H])[C@@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@@]1(C([H])([H])[H])OC(=O)C([H])([H])C5([H])[C@]4(C([H])([H])[H])C([H])=C([H])[C@]([H])(C5(C([H])([H])[H])C([H])([H])[H])O[H] InChI=1S/C26H32O6/c1-‐23(2)17-‐12-‐21(29)32-‐26(5)16(24(17,3)10-‐7-‐19(23)27)6-‐9-‐25(4)18(26)13-‐20(28)31-‐22(25)15-‐8-‐11-‐30-‐14-‐15/h7-‐8,10-‐11,13-‐14,16-‐17,19,22,27H,6,9,12H2,1-‐5H3/t16?,17?,19-‐,22+,24-‐,25-‐,26-‐/m1/s1 NCNXULVCMORARX-‐NYMFISLZSA-‐N
BENZYL	  BENZOATE 74.09289715 125.0904469 C(c1c([H])c([H])c([H])c([H])c1[H])(=O)OC([H])([H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C14H12O2/c15-‐14(13-‐9-‐5-‐2-‐6-‐10-‐13)16-‐11-‐12-‐7-‐3-‐1-‐4-‐8-‐12/h1-‐10H,11H2 SESFRYSPDFLNCH-‐UHFFFAOYSA-‐N
ANTHRAQUINONE 78.80378643 96.98075533 C(=O)(c1c2c([H])c([H])c([H])c1[H])c3c(C2=O)c([H])c([H])c([H])c3[H] InChI=1S/C14H8O2/c15-‐13-‐9-‐5-‐1-‐2-‐6-‐10(9)14(16)12-‐8-‐4-‐3-‐7-‐11(12)13/h1-‐8H RZVHIXYEVGDQDX-‐UHFFFAOYSA-‐N
MANDELIC	  ACID,	  METHYL	  ESTER 76.31526582 97.91634342 C(OC([H])([H])[H])(=O)C([H])(O[H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C9H10O3/c1-‐12-‐9(11)8(10)7-‐5-‐3-‐2-‐4-‐6-‐7/h2-‐6,8,10H,1H3 ITATYELQCJRCCK-‐UHFFFAOYSA-‐N
5-‐CHLOROINDOLE-‐2-‐CARBOXYLIC	  ACID 91.35950406 75.02071583 c1(C([O-‐])=O)c([H])c2c(c([H])c([H])c(Cl)c2[H])n1[H] InChI=1S/C9H6ClNO2/c10-‐6-‐1-‐2-‐7-‐5(3-‐6)4-‐8(11-‐7)9(12)13/h1-‐4,11H,(H,12,13)/p-‐1 FUQOTYRCMBZFOL-‐UHFFFAOYSA-‐M
3beta-‐CHLOROANDROSTANONE 70.61296057 67.78830454 [C@@]12(C([H])([H])[H])[C@]([H])(C([H])([H])[C@@]([H])(Cl)C([H])([H])C1([H])[H])C([H])([H])C([H])([H])C([H])(C2([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])C4=O InChI=1S/C19H29ClO/c1-‐18-‐9-‐7-‐13(20)11-‐12(18)3-‐4-‐14-‐15-‐5-‐6-‐17(21)19(15,2)10-‐8-‐16(14)18/h12-‐16H,3-‐11H2,1-‐2H3/t12-‐,13-‐,14?,15?,16?,18-‐,19-‐/m0/s1 JBTQLUUOBPYIPP-‐FMLJXKFRSA-‐N
2,4-‐DINITROPHENOL 78.35798194 75.05225251 c1(c([O-‐])c([H])c([H])c(c1[H])[N+](=O)[O-‐])[N+](=O)[O-‐] InChI=1S/C6H4N2O5/c9-‐6-‐2-‐1-‐4(7(10)11)3-‐5(6)8(12)13/h1-‐3,9H/p-‐1 UFBJCMHMOXMLKC-‐UHFFFAOYSA-‐M
PHENYLBUTYRIC	  ACID 71.08538026 62.23784937 C(C([H])([H])C([H])([H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])([O-‐])=O InChI=1S/C10H12O2/c11-‐10(12)8-‐4-‐7-‐9-‐5-‐2-‐1-‐3-‐6-‐9/h1-‐3,5-‐6H,4,7-‐8H2,(H,11,12)/p-‐1 OBKXEAXTFZPCHS-‐UHFFFAOYSA-‐M
METHYLMETHANE	  SULFONATE 79.48247387 57.02378542 S(C([H])([H])[H])(OC([H])([H])[H])(=O)=O InChI=1S/C2H6O3S/c1-‐5-‐6(2,3)4/h1-‐2H3 MBABOKRGFJTBAE-‐UHFFFAOYSA-‐N
BENZO[a]PYRENE 70.44661561 74.44254342 c(c(c(c1[H])c([H])c2[H])c(c([H])c1[H])c([H])c3[H])(c2c([H])c(c45)c([H])c([H])c([H])c4[H])c35 InChI=1S/C20H12/c1-‐2-‐7-‐17-‐15(4-‐1)12-‐16-‐9-‐8-‐13-‐5-‐3-‐6-‐14-‐10-‐11-‐18(17)20(16)19(13)14/h1-‐12H FMMWHPNWAFZXNH-‐UHFFFAOYSA-‐N
PHENYLMERCURIC	  ACETATE 50.83121785 77.48057665 C(C([H])([H])[H])(=O)O[Hg]c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C6H5.C2H4O2.Hg/c1-‐2-‐4-‐6-‐5-‐3-‐1;1-‐2(3)4;/h1-‐5H;1H3,(H,3,4);/q;;+1/p-‐1 XEBWQGVWTUSTLN-‐UHFFFAOYSA-‐M
3-‐METHYLCHOLANTHRENE 78.57755729 86.73133527 c12c(c3C([H])([H])C1([H])[H])c(c([H])c4c2c([H])c([H])c(c45)c([H])c([H])c([H])c5[H])c([H])c([H])c3C([H])([H])[H] InChI=1S/C21H16/c1-‐13-‐6-‐7-‐15-‐12-‐20-‐17-‐5-‐3-‐2-‐4-‐14(17)8-‐9-‐18(20)19-‐11-‐10-‐16(13)21(15)19/h2-‐9,12H,10-‐11H2,1H3 PPQNQXQZIWHJRB-‐UHFFFAOYSA-‐N
PIPOBROMAN 82.40349138 62.44809388 N(C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])N1C(=O)C([H])([H])C([H])([H])Br)C(=O)C([H])([H])C([H])([H])Br InChI=1S/C10H16Br2N2O2/c11-‐3-‐1-‐9(15)13-‐5-‐7-‐14(8-‐6-‐13)10(16)2-‐4-‐12/h1-‐8H2 NJBFOOCLYDNZJN-‐UHFFFAOYSA-‐N
ETANIDAZOLE 76.08903668 72.81314843 c1(nc([H])c([H])n1C([H])([H])C(N([H])C([H])([H])C([H])([H])O[H])=O)[N+](=O)[O-‐] InChI=1S/C7H10N4O4/c12-‐4-‐2-‐8-‐6(13)5-‐10-‐3-‐1-‐9-‐7(10)11(14)15/h1,3,12H,2,4-‐5H2,(H,8,13) WCDWBPCFGJXFJZ-‐UHFFFAOYSA-‐N
THIOTEPA 70.42665421 67.5254989 P(=S)(N1C([H])([H])C1([H])[H])(N2C([H])([H])C2([H])[H])N3C([H])([H])C3([H])[H] InChI=1S/C6H12N3PS/c11-‐10(7-‐1-‐2-‐7,8-‐3-‐4-‐8)9-‐5-‐6-‐9/h1-‐6H2 FOCVUCIESVLUNU-‐UHFFFAOYSA-‐N
5-‐AMINOPENTANOIC	  ACID	  HYDROCHLORIDE 62.52859548 59.52569514 C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])([O-‐])=O InChI=1S/C5H11NO2/c6-‐4-‐2-‐1-‐3-‐5(7)8/h1-‐4,6H2,(H,7,8) JJMDCOVWQOJGCB-‐UHFFFAOYSA-‐N
HIERACIN 127.6102507 79.49609227 c12c(c([H])c([O-‐])c([H])c1O[H])OC(=C([H])C2=O)c(c([H])c3O[H])c([H])c(c3O[H])O[H] InChI=1S/C15H10O7/c16-‐7-‐3-‐8(17)14-‐9(18)5-‐12(22-‐13(14)4-‐7)6-‐1-‐10(19)15(21)11(20)2-‐6/h1-‐5,16-‐17,19-‐21H/p-‐1 ARSRJFRKVXALTF-‐UHFFFAOYSA-‐M
ABRINE	  (L) 98.30477072 86.72559848 c(C([H])([H])C([H])([N+]([H])([H])C([H])([H])[H])C([O-‐])=O)(c1c(n2[H])c([H])c([H])c([H])c1[H])c2[H] InChI=1S/C12H14N2O2/c1-‐13-‐11(12(15)16)6-‐8-‐7-‐14-‐10-‐5-‐3-‐2-‐4-‐9(8)10/h2-‐5,7,11,13-‐14H,6H2,1H3,(H,15,16) CZCIKBSVHDNIDH-‐UHFFFAOYSA-‐N
BAEOMYCESIC	  ACID 46.7650474 23.00898837 c1(c(C([H])([H])[H])c([H])c(c(C([H])=O)c1O[H])OC([H])([H])[H])C(=O)Oc(c([H])c(C([H])([H])[H])c(c2C([O-‐])=O)O[H])c2C([H])([H])[H] InChI=1S/C19H18O8/c1-‐8-‐5-‐13(26-‐4)11(7-‐20)17(22)14(8)19(25)27-‐12-‐6-‐9(2)16(21)15(10(12)3)18(23)24/h5-‐7,21-‐22H,1-‐4H3,(H,23,24)/p-‐1 IGTAVCGEZLIHKG-‐UHFFFAOYSA-‐M
LEVODOPA 90.64798213 86.0511256 C([O-‐])(=O)[C@@]([H])([N+]([H])([H])[H])C([H])([H])c(c([H])c([H])c(c1O[H])O[H])c1[H] InChI=1S/C9H11NO4/c10-‐6(9(13)14)3-‐5-‐1-‐2-‐7(11)8(12)4-‐5/h1-‐2,4,6,11-‐12H,3,10H2,(H,13,14)/t6-‐/m0/s1 WTDRDQBEARUVNC-‐LURJTMIESA-‐N
ROBUSTONE 96.96078962 102.3438612 c12c(c([H])c(c3c1O[H])OC(C([H])=C3[H])(C([H])([H])[H])C([H])([H])[H])OC([H])=C(c(c([H])c([H])c(c45)OC([H])([H])O4)c5[H])C2=O InChI=1S/C21H16O6/c1-‐21(2)6-‐5-‐12-‐15(27-‐21)8-‐17-‐18(19(12)22)20(23)13(9-‐24-‐17)11-‐3-‐4-‐14-‐16(7-‐11)26-‐10-‐25-‐14/h3-‐9,22H,10H2,1-‐2H3 KGSSUTVUTPLSQW-‐UHFFFAOYSA-‐N
LOMATIN 142.3159692 92.91177945 c1(C([H])([H])C([H])(O[H])C(O2)(C([H])([H])[H])C([H])([H])[H])c2c([H])c([H])c(c13)C([H])=C([H])C(=O)O3 InChI=1S/C14H14O4/c1-‐14(2)11(15)7-‐9-‐10(18-‐14)5-‐3-‐8-‐4-‐6-‐12(16)17-‐13(8)9/h3-‐6,11,15H,7H2,1-‐2H3 UJSHBYQGQRPVNO-‐UHFFFAOYSA-‐N
CEPHALOSPORIN	  C	  SODIUM 103.1899468 89.78180373 N12C([H])(SC([H])([H])C(C([H])([H])OC(C([H])([H])[H])=O)=C1C(=O)[O-‐])[C@@]([H])(C2=O)N([H])C(C([H])([H])C([H])([H])C([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O)=O InChI=1S/C16H21N3O8S/c1-‐7(20)27-‐5-‐8-‐6-‐28-‐14-‐11(13(22)19(14)12(8)16(25)26)18-‐10(21)4-‐2-‐3-‐9(17)15(23)24/h9,11,14H,2-‐6,17H2,1H3,(H,18,21)(H,23,24)(H,25,26)/p-‐1/t9?,11-‐,14?/m1/s1 HOKIDJSKDBPKTQ-‐GOSTWBGLSA-‐M
EQUILIN 96.05178996 88.54878299 C1(=C([H])C([H])([H])c(c23)c([H])c(c([H])c2[H])O[H])C3([H])C([H])([H])C([H])([H])C4(C([H])([H])[H])C1([H])C([H])([H])C([H])([H])C4=O InChI=1S/C18H20O2/c1-‐18-‐9-‐8-‐14-‐13-‐5-‐3-‐12(19)10-‐11(13)2-‐4-‐15(14)16(18)6-‐7-‐17(18)20/h3-‐5,10,14,16,19H,2,6-‐9H2,1H3 WKRLQDKEXYKHJB-‐UHFFFAOYSA-‐N
6-‐ACETOXYANGOLENSIC	  ACID	  METHYL	  ESTER 34.98708855 11.95395628 [C@@]1(C([H])([H])C(=O)O[C@@]2([H])c3c([H])c([H])oc3[H])(C(=C([H])[H])C([H])([C@@]4(C([H])([H])[H])[C@]([H])(C([H])([H])C(=O)C([C@]4([H])C([H])(OC(C([H])([H])[H])=O)C(OC([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H])O1)C([H])([H])C5([H])[H])[C@]25C([H])([H])[H] InChI=1S/C29H36O9/c1-‐15-‐18-‐8-‐10-‐27(5)24(17-‐9-‐11-‐35-‐14-‐17)37-‐21(32)13-‐29(15,27)38-‐20-‐12-‐19(31)26(3,4)23(28(18,20)6)22(25(33)34-‐7)36-‐16(2)30/h9,11,14,18,20,22-‐24H,1,8,10,12-‐13H2,2-‐7H3/t18?,20-‐,22?,23-‐,24-‐,27-‐,28-‐,29-‐/m0/s1 QSQFOIMEVMOMIJ-‐VLSBPPMXSA-‐N 5.42 5.84
MARMESIN 103.859149 89.64480142 O1[C@]([H])(C(C([H])([H])[H])(C([H])([H])[H])O[H])C([H])([H])c(c([H])c(C([H])=C([H])C(=O)O2)c23)c1c3[H] InChI=1S/C14H14O4/c1-‐14(2,16)12-‐6-‐9-‐5-‐8-‐3-‐4-‐13(15)18-‐10(8)7-‐11(9)17-‐12/h3-‐5,7,12,16H,6H2,1-‐2H3/t12-‐/m0/s1 FWYSBEAFFPBAQU-‐LBPRGKRZSA-‐N
CHRYSIN 129.1159557 115.3590801 c12c(c([H])c([O-‐])c([H])c1O[H])OC(=C([H])C2=O)c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C15H10O4/c16-‐10-‐6-‐11(17)15-‐12(18)8-‐13(19-‐14(15)7-‐10)9-‐4-‐2-‐1-‐3-‐5-‐9/h1-‐8,16-‐17H/p-‐1 RTIXKCRFFJGDFG-‐UHFFFAOYSA-‐M
OSTHOL 121.3141733 227.1424217 c12c(c([H])c([H])c(OC([H])([H])[H])c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])=C([H])C(=O)O2 InChI=1S/C15H16O3/c1-‐10(2)4-‐7-‐12-‐13(17-‐3)8-‐5-‐11-‐6-‐9-‐14(16)18-‐15(11)12/h4-‐6,8-‐9H,7H2,1-‐3H3 MBRLOUHOWLUMFF-‐UHFFFAOYSA-‐N
CREATININE 93.63708533 105.7056869 C(=N[H])(N(C([H])([H])[H])C([H])([H])C1=O)N1[H] InChI=1S/C4H7N3O/c1-‐7-‐2-‐3(8)6-‐4(7)5/h2H2,1H3,(H2,5,6,8) DDRJAANPRJIHGJ-‐UHFFFAOYSA-‐N
2,3-‐DIHYDROISOGEDUNIN 105.3202405 66.99726667 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C([H])([C@@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])C4=O)[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)C6([H])O2 InChI=1S/C28H36O7/c1-‐15(29)33-‐20-‐13-‐18-‐24(2,3)10-‐8-‐19(30)26(18,5)17-‐7-‐11-‐25(4)21(16-‐9-‐12-‐32-‐14-‐16)34-‐23(31)22-‐28(25,35-‐22)27(17,20)6/h9,12,14,17-‐18,20-‐22H,7-‐8,10-‐11,13H2,1-‐6H3/t17?,18?,20-‐,21+,22?,25+,26-‐,27+,28?/m1/s1 MMQONYKUNYFDEI-‐LLPMONEMSA-‐N
DIHYDROGEDUNINIC	  ACID,	  METHYL	  ESTER 97.12251349 32.73615197 [C@]12([C@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C4([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C(=O)C4(C([H])([H])[H])C([H])([H])[H])[C@@]([H])(C(OC([H])([H])[H])=O)OC5=O)[C@]5([H])O2 InChI=1S/C26H36O8/c1-‐13(27)32-‐17-‐12-‐15-‐22(2,3)16(28)9-‐10-‐23(15,4)14-‐8-‐11-‐24(5)18(20(29)31-‐7)33-‐21(30)19-‐26(24,34-‐19)25(14,17)6/h14-‐15,17-‐19H,8-‐12H2,1-‐7H3/t14?,15?,17-‐,18-‐,19-‐,23+,24-‐,25-‐,26-‐/m1/s1 CDTMPWYDQKWYFT-‐STXZTUPNSA-‐N
VULPINIC	  ACID 83.33694802 57.1436394 C(/O1)(=C(\c2c([H])c([H])c([H])c([H])c2[H])/C(OC([H])([H])[H])=O)\C([O-‐])=C(C1=O)c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C19H14O5/c1-‐23-‐18(21)15(13-‐10-‐6-‐3-‐7-‐11-‐13)17-‐16(20)14(19(22)24-‐17)12-‐8-‐4-‐2-‐5-‐9-‐12/h2-‐11,20H,1H3/p-‐1/b17-‐15-‐ OMZRMXULWNMRAE-‐ICFOKQHNSA-‐M
IRETOL 111.8003486 89.16002404 c1(OC([H])([H])[H])c(O[H])c([H])c(c([H])c1O[H])O[H] InChI=1S/C7H8O4/c1-‐11-‐7-‐5(9)2-‐4(8)3-‐6(7)10/h2-‐3,8-‐10H,1H3 ASTPOGDWGNJVEW-‐UHFFFAOYSA-‐N
DICTAMNINE 118.5704442 151.5487657 c(c([H])c([H])o1)(c(OC([H])([H])[H])c2c(n3)c([H])c([H])c([H])c2[H])c13 InChI=1S/C12H9NO2/c1-‐14-‐11-‐8-‐4-‐2-‐3-‐5-‐10(8)13-‐12-‐9(11)6-‐7-‐15-‐12/h2-‐7H,1H3 WIONIXOBNMDJFJ-‐UHFFFAOYSA-‐N
3-‐PRENYL-‐4-‐HYDROXYACETOPHENONE 99.3197274 93.69163872 c(c([H])c([H])c(c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])O[H])(C(C([H])([H])[H])=O)c1[H] InChI=1S/C13H16O2/c1-‐9(2)4-‐5-‐12-‐8-‐11(10(3)14)6-‐7-‐13(12)15/h4,6-‐8,15H,5H2,1-‐3H3 QJAPFSSVKIZTMR-‐UHFFFAOYSA-‐N
SALICIN 97.31769746 85.64011868 [C@]1([H])(Oc2c([H])c([H])c([H])c([H])c2C([H])([H])O[H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C13H18O7/c14-‐5-‐7-‐3-‐1-‐2-‐4-‐8(7)19-‐13-‐12(18)11(17)10(16)9(6-‐15)20-‐13/h1-‐4,9-‐18H,5-‐6H2/t9-‐,10-‐,11+,12-‐,13-‐/m1/s1 NGFMICBWJRZIBI-‐UJPOAAIJSA-‐N
TRYPTOPHAN 97.09463006 93.18578406 c(C([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O)(c1c(n2[H])c([H])c([H])c([H])c1[H])c2[H] InChI=1S/C11H12N2O2/c12-‐9(11(14)15)5-‐7-‐6-‐13-‐10-‐4-‐2-‐1-‐3-‐8(7)10/h1-‐4,6,9,13H,5,12H2,(H,14,15) QIVBCDIJIAJPQS-‐UHFFFAOYSA-‐N
BRUCINE 229.7862744 117.9305079 [C@@]123[C@]([H])(C([H])([H])[C@@]([C@@]([H])(C4([H])C([H])([H])C5=O)C1([H])[NH+]5c6c2c([H])c(OC([H])([H])[H])c(c6[H])OC([H])([H])[H])([H])C(C7([H])[H])=C([H])C([H])([H])O4)N7C([H])([H])C3([H])[H] InChI=1S/C23H26N2O4/c1-‐27-‐16-‐8-‐14-‐15(9-‐17(16)28-‐2)25-‐20(26)10-‐18-‐21-‐13-‐7-‐19-‐23(14,22(21)25)4-‐5-‐24(19)11-‐12(13)3-‐6-‐29-‐18/h3,8-‐9,13,18-‐19,21-‐22H,4-‐7,10-‐11H2,1-‐2H3/p+1/t13-‐,18?,19-‐,21-‐,22?,23+/m0/s1 RRKTZKIUPZVBMF-‐PLNGPGDESA-‐O
CITROPTEN 105.5265779 81.95159511 c1(c([H])c(OC([H])([H])[H])c([H])c2OC([H])([H])[H])c2C([H])=C([H])C(=O)O1 InChI=1S/C11H10O4/c1-‐13-‐7-‐5-‐9(14-‐2)8-‐3-‐4-‐11(12)15-‐10(8)6-‐7/h3-‐6H,1-‐2H3 NXJCRELRQHZBQA-‐UHFFFAOYSA-‐N
EUGENOL 104.2997072 105.9691529 c1(OC([H])([H])[H])c([H])c(C([H])([H])C([H])=C([H])[H])c([H])c([H])c1O[H] InChI=1S/C10H12O2/c1-‐3-‐4-‐8-‐5-‐6-‐9(11)10(7-‐8)12-‐2/h3,5-‐7,11H,1,4H2,2H3 RRAFCDWBNXTKKO-‐UHFFFAOYSA-‐N
KAINIC	  ACID 103.1007199 106.2958507 C([H])(C([H])([H])C([O-‐])=O)(C([H])(C(C([H])([H])[H])=C([H])[H])C([H])([H])[N+]1([H])[H])C1([H])C([O-‐])=O InChI=1S/C10H15NO4/c1-‐5(2)7-‐4-‐11-‐9(10(14)15)6(7)3-‐8(12)13/h6-‐7,9,11H,1,3-‐4H2,2H3,(H,12,13)(H,14,15)/p-‐1 VLSMHEGGTFMBBZ-‐UHFFFAOYSA-‐M
CORYNANTHINE 84.73111928 62.61319293 c12c(C([H])([H])C([H])([H])[NH+](C([H])([H])[C@]([H])(C([H])([H])C([H])([H])C([H])(O[H])[C@@]3([H])C(OC([H])([H])[H])=O)[C@@]34[H])[C@@]1([H])C4([H])[H])c5c(c([H])c([H])c([H])c5[H])n2[H] InChI=1S/C21H26N2O3/c1-‐26-‐21(25)19-‐15-‐10-‐17-‐20-‐14(13-‐4-‐2-‐3-‐5-‐16(13)22-‐20)8-‐9-‐23(17)11-‐12(15)6-‐7-‐18(19)24/h2-‐5,12,15,17-‐19,22,24H,6-‐11H2,1H3/p+1/t12-‐,15-‐,17-‐,18?,19-‐/m0/s1 BLGXFZZNTVWLAY-‐CJIGJYAPSA-‐O

FUSIDIC	  ACID 58.3366689 39.52303535
[C@]1(C([H])([H])[H])(C2([H])[H])[C@]([H])(C([H])([H])[C@]([H])(C3([H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4([C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(O[H])[C@@]4([H])C([H])([H])[H])[H])O[H])\C(\[C@@]2([H])OC(C([H])([H])[H])=O)=C(\C([H])([H])C([H])([H])\C([H])=C(
/C([H])([H])[H])\C([H])([H])[H])/C([O-‐])=O InChI=1S/C31H48O6/c1-‐17(2)9-‐8-‐10-‐20(28(35)36)26-‐22-‐15-‐24(34)27-‐29(5)13-‐12-‐23(33)18(3)21(29)11-‐14-‐30(27,6)31(22,7)16-‐25(26)37-‐19(4)32/h9,18,21-‐25,27,33-‐34H,8,10-‐16H2,1-‐7H3,(H,35,36)/p-‐1/b26-‐20+/t18-‐,21-‐,22+,23+,24+,25-‐,27?,29+,30+,31+/m0/s1 IECPWNUMDGFDKC-‐VRBVNMEQSA-‐M

2'-‐METHOXYFORMONETIN 83.66039575 74.56400932 C1(c2c([H])c([H])c(c([H])c2OC([H])([H])[H])OC([H])([H])[H])=C([H])Oc(c3C1=O)c([H])c(c([H])c3[H])[O-‐] InChI=1S/C17H14O5/c1-‐20-‐11-‐4-‐6-‐12(15(8-‐11)21-‐2)14-‐9-‐22-‐16-‐7-‐10(18)3-‐5-‐13(16)17(14)19/h3-‐9,18H,1-‐2H3/p-‐1 SSRCYGATNWFTBJ-‐UHFFFAOYSA-‐M
PILOCARPINE	  NITRATE 95.87333603 82.83684077 c1(c([H])nc([H])n1C([H])([H])[H])C([H])([H])[C@@]([H])(C([H])([H])OC2=O)[C@]2([H])C([H])([H])C([H])([H])[H] InChI=1S/C11H16N2O2/c1-‐3-‐10-‐8(6-‐15-‐11(10)14)4-‐9-‐5-‐12-‐7-‐13(9)2/h5,7-‐8,10H,3-‐4,6H2,1-‐2H3/t8-‐,10-‐/m0/s1 QCHFTSOMWOSFHM-‐WPRPVWTQSA-‐N
KINETIN 100.5633282 96.484378 c12c(nc([H])nc1N([H])C([H])([H])c3c([H])c([H])c([H])o3)n([H])c([H])n2 InChI=1S/C10H9N5O/c1-‐2-‐7(16-‐3-‐1)4-‐11-‐9-‐8-‐10(13-‐5-‐12-‐8)15-‐6-‐14-‐9/h1-‐3,5-‐6H,4H2,(H2,11,12,13,14,15) QANMHLXAZMSUEX-‐UHFFFAOYSA-‐N
NARINGIN 137.8378911 100.0569765 [C@]1([H])(O[C@]2([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])O[H])[C@@]([H])(O[H])[C@]([H])(O[H])[C@]([H])(O[C@]1([H])Oc(c([H])c3O[H])c([H])c(c34)O[C@@]([H])(C([H])([H])C4=O)c5c([H])c([H])c(c([H])c5[H])O[H])C([H])([H])O[H] InChI=1S/C27H32O14/c1-‐10-‐20(32)22(34)24(36)26(37-‐10)41-‐25-‐23(35)21(33)18(9-‐28)40-‐27(25)38-‐13-‐6-‐14(30)19-‐15(31)8-‐16(39-‐17(19)7-‐13)11-‐2-‐4-‐12(29)5-‐3-‐11/h2-‐7,10,16,18,20-‐30,32-‐36H,8-‐9H2,1H3/t10-‐,16-‐,18+,20-‐,21+,22+,23-‐,24+,25+,26-‐,27-‐/m0/s1 DFPMSGMNTNDNHN-‐KTEXIAFXSA-‐N
QUININE	  SULFATE 99.87181922 92.07922698 [NH+]12C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@]1([H])[C@]([H])(O[H])c3c([H])c([H])nc(c([H])c([H])c(OC([H])([H])[H])c4[H])c34)[C@@]([H])(C([H])=C([H])[H])C2([H])[H] InChI=1S/C20H24N2O2/c1-‐3-‐13-‐12-‐22-‐9-‐7-‐14(13)10-‐19(22)20(23)16-‐6-‐8-‐21-‐18-‐5-‐4-‐15(24-‐2)11-‐17(16)18/h3-‐6,8,11,13-‐14,19-‐20,23H,1,7,9-‐10,12H2,2H3/p+1/t13-‐,14-‐,19+,20+/m0/s1 LOUPRKONTZGTKE-‐AFHBHXEDSA-‐O
SCOPOLAMINE	  HYDROBROMIDE 88.86344291 90.96213127 [C@@]12([H])C([H])(O1)C3([H])[NH+](C([H])([H])[H])[C@@]2([H])C([H])([H])[C@]([H])(C3([H])[H])OC(=O)[C@]([H])(C([H])([H])O[H])c4c([H])c([H])c([H])c([H])c4[H] InChI=1S/C17H21NO4/c1-‐18-‐13-‐7-‐11(8-‐14(18)16-‐15(13)22-‐16)21-‐17(20)12(9-‐19)10-‐5-‐3-‐2-‐4-‐6-‐10/h2-‐6,11-‐16,19H,7-‐9H2,1H3/p+1/t11-‐,12-‐,13+,14?,15-‐,16?/m1/s1 STECJAGHUSJQJN-‐WLQVYHSDSA-‐O

beta-‐CAROTENE 13.44993085 9.951614907
C1(=C(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C1(C([H])([H])[H])C([H])([H])[H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C([H])=C(/C([H])([H])[H])\C([H])=C([H])\C([H])=C(/C([H])([H])[H])\C([H])=C([H])\C2=C(C([H])([H])[H])C([H])([H])C([H])([H])
C([H])([H])C2(C([H])([H])[H])C([H])([H])[H] InChI=1S/C40H56/c1-‐31(19-‐13-‐21-‐33(3)25-‐27-‐37-‐35(5)23-‐15-‐29-‐39(37,7)8)17-‐11-‐12-‐18-‐32(2)20-‐14-‐22-‐34(4)26-‐28-‐38-‐36(6)24-‐16-‐30-‐40(38,9)10/h11-‐14,17-‐22,25-‐28H,15-‐16,23-‐24,29-‐30H2,1-‐10H3/b12-‐11+,19-‐13+,20-‐14+,27-‐25+,28-‐26+,31-‐17+,32-‐18+,33-‐21+,34-‐22+ OENHQHLEOONYIE-‐JLTXGRSLSA-‐N 5.53 6.21

CAFFEINE 90.35241783 103.5874205 c12c(n(c([H])n1)C([H])([H])[H])C(N(C([H])([H])[H])C(=O)N2C([H])([H])[H])=O InChI=1S/C8H10N4O2/c1-‐10-‐4-‐9-‐6-‐5(10)7(13)12(3)8(14)11(6)2/h4H,1-‐3H3 RYYVLZVUVIJVGH-‐UHFFFAOYSA-‐N
HYDROQUINIDINE 96.11313349 77.48321226 [NH+]12C([H])([H])C([H])([H])C([H])(C([H])([H])[C@]1([H])[C@@]([H])(O[H])c3c([H])c([H])nc(c([H])c([H])c(OC([H])([H])[H])c4[H])c34)[C@@]([H])(C([H])([H])C([H])([H])[H])C2([H])[H] InChI=1S/C20H26N2O2/c1-‐3-‐13-‐12-‐22-‐9-‐7-‐14(13)10-‐19(22)20(23)16-‐6-‐8-‐21-‐18-‐5-‐4-‐15(24-‐2)11-‐17(16)18/h4-‐6,8,11,13-‐14,19-‐20,23H,3,7,9-‐10,12H2,1-‐2H3/p+1/t13-‐,14?,19+,20-‐/m0/s1 LJOQGZACKSYWCH-‐NBGVHYBESA-‐O

DIGOXIN 75.88092009 81.24550631
[C@@]1(O[H])(C([H])([H])C([H])([H])[C@]2([H])C(C([H])([H])OC3=O)=C3[H])[C@]2(C([H])([H])[H])[C@@]([H])(C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])[C@]([C@@]45C([H])([H])[H])([H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[C@@]([H])(C([H])([H])[C@]6([H])O[H])O[C@@]([H])([C@@]6([H
])O[C@@]([H])(C([H])([H])[C@]7([H])O[H])O[C@@]([H])([C@@]7([H])O[C@@]8([H])C([H])([H])[C@]([H])(O[H])[C@@]([H])([C@@]([H])(C([H])([H])[H])O8)O[H])C([H])([H])[H])C([H])([H])[H])O[H]

InChI=1S/C41H64O14/c1-‐19-‐36(47)28(42)15-‐34(50-‐19)54-‐38-‐21(3)52-‐35(17-‐30(38)44)55-‐37-‐20(2)51-‐33(16-‐29(37)43)53-‐24-‐8-‐10-‐39(4)23(13-‐24)6-‐7-‐26-‐27(39)14-‐31(45)40(5)25(9-‐11-‐41(26,40)48)22-‐12-‐32(46)49-‐18-‐22/h12,19-‐21,23-‐31,33-‐38,42-‐45,47-‐48H,6-‐11,13-‐18H2,1-‐5H3/t19-‐,20-‐,21-‐,23-‐
,24+,25-‐,26?,27?,28+,29+,30+,31-‐,33+,34+,35+,36-‐,37-‐,38-‐,39+,40+,41+/m1/s1 LTMHDMANZUZIPE-‐QVYPYPLASA-‐N 4.88 5.49

CARYOPHYLLENE	  [t(-‐)] 88.66825894 99.94105152 [C@]([H])(C(=C([H])[H])C([H])([H])\C([H])=C(\C([H])([H])C1([H])[H])/C([H])([H])[H])(C2([H])[H])[C@]1([H])C2(C([H])([H])[H])C([H])([H])[H] InChI=1S/C14H22/c1-‐10-‐5-‐7-‐11(2)12-‐9-‐14(3,4)13(12)8-‐6-‐10/h5,12-‐13H,2,6-‐9H2,1,3-‐4H3/b10-‐5+/t12-‐,13-‐/m1/s1 INOSMXBKABLUIL-‐KOOLHJLFSA-‐N
OSAJIN 88.67941231 112.9246545 c1(c([O-‐])c(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(c23)OC(C([H])=C2[H])(C([H])([H])[H])C([H])([H])[H])c3OC([H])=C(c4c([H])c([H])c(c([H])c4[H])[O-‐])C1=O InChI=1S/C25H24O5/c1-‐14(2)5-‐10-‐17-‐21(27)20-‐22(28)19(15-‐6-‐8-‐16(26)9-‐7-‐15)13-‐29-‐24(20)18-‐11-‐12-‐25(3,4)30-‐23(17)18/h5-‐9,11-‐13,26-‐27H,10H2,1-‐4H3/p-‐2 DCTLJGWMHPGCOS-‐UHFFFAOYSA-‐L
N-‐ACETYLNEURAMIC	  ACID 91.96407981 93.1436295 [C@@]([H])(C([H])(O[H])[C@@]([H])(C([H])([H])O[H])O[H])([C@@]([H])(N([H])C(C([H])([H])[H])=O)[C@@]([H])(O[H])C([H])([H])[C@@]1(O[H])C([O-‐])=O)O1 InChI=1S/C11H19NO9/c1-‐4(14)12-‐7-‐5(15)2-‐11(20,10(18)19)21-‐9(7)8(17)6(16)3-‐13/h5-‐9,13,15-‐17,20H,2-‐3H2,1H3,(H,12,14)(H,18,19)/p-‐1/t5-‐,6+,7-‐,8?,9-‐,11-‐/m0/s1 SQVRNKJHWKZAKO-‐VYLAVJNBSA-‐M
HYDROXYTACRINE	  MALEATE 96.75445227 103.3239546 c12c(C([H])([H])C([H])([H])C([H])([H])C1([H])O[H])[nH+]c(c3c2N([H])[H])c([H])c([H])c([H])c3[H] InChI=1S/C13H14N2O/c14-‐13-‐8-‐4-‐1-‐2-‐5-‐9(8)15-‐10-‐6-‐3-‐7-‐11(16)12(10)13/h1-‐2,4-‐5,11,16H,3,6-‐7H2,(H2,14,15)/p+1 HLVVITIHAZBPKB-‐UHFFFAOYSA-‐O
NIPECOTIC	  ACID 103.2066769 91.41529274 C([O-‐])(=O)C([H])(C([H])([H])C([H])([H])C([H])([H])[N+]1([H])[H])C1([H])[H] InChI=1S/C6H11NO2/c8-‐6(9)5-‐2-‐1-‐3-‐7-‐4-‐5/h5,7H,1-‐4H2,(H,8,9) XJLSEXAGTJCILF-‐UHFFFAOYSA-‐N
N-‐ACETYLPROLINE 109.8596622 88.68578529 N1(C([H])([H])C([H])([H])C([H])([H])C1([H])C([O-‐])=O)C(C([H])([H])[H])=O InChI=1S/C7H11NO3/c1-‐5(9)8-‐4-‐2-‐3-‐6(8)7(10)11/h6H,2-‐4H2,1H3,(H,10,11)/p-‐1 GNMSLDIYJOSUSW-‐UHFFFAOYSA-‐M
VIOLASTYRENE 47.88038441 27.48790985 c1([H])c(OC([H])([H])[H])c(C([H])([H])\C([H])=C([H])\c2c([H])c([H])c([H])c([H])c2[H])c([H])c(OC([H])([H])[H])c1O[H] InChI=1S/C17H18O3/c1-‐19-‐16-‐12-‐15(18)17(20-‐2)11-‐14(16)10-‐6-‐9-‐13-‐7-‐4-‐3-‐5-‐8-‐13/h3-‐9,11-‐12,18H,10H2,1-‐2H3/b9-‐6+ MGFYJNMOZGSGMU-‐RMKNXTFCSA-‐N
FLUPHENAZINE	  HYDROCHLORIDE 93.02922665 153.0979456 N1(C([H])([H])C([H])([H])C([H])([H])N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[NH+]2C([H])([H])C([H])([H])O[H])c3c(c([H])c([H])c([H])c3[H])Sc(c([H])c([H])c(c4[H])C(F)(F)F)c14 InChI=1S/C22H26F3N3OS/c23-‐22(24,25)17-‐6-‐7-‐21-‐19(16-‐17)28(18-‐4-‐1-‐2-‐5-‐20(18)30-‐21)9-‐3-‐8-‐26-‐10-‐12-‐27(13-‐11-‐26)14-‐15-‐29/h1-‐2,4-‐7,16,29H,3,8-‐15H2/p+1 PLDUPXSUYLZYBN-‐UHFFFAOYSA-‐O
3-‐HYDROXYBENZYLHYDRAZINE	  DIHYDROCHLORIDE 91.12757705 72.73028617 N([H])(C([H])([H])c1c([H])c([H])c([H])c(O[H])c1[H])N([H])[H] InChI=1S/C7H10N2O/c8-‐9-‐5-‐6-‐2-‐1-‐3-‐7(10)4-‐6/h1-‐4,9-‐10H,5,8H2 OFKWWALNMPEOSZ-‐UHFFFAOYSA-‐N
TRANYLCYPROMINE	  HYDROCHLORIDE 89.56610523 80.6448039 [C@@]1([H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])(C1([H])[H])[N+]([H])([H])[H] InChI=1S/C9H11N/c10-‐9-‐6-‐8(9)7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5,8-‐9H,6,10H2/p+1/t8-‐,9?/m0/s1 AELCINSCMGFISI-‐IENPIDJESA-‐O
FAMOTIDINE 86.68295906 97.52770324 S(N([H])[H])(=O)(=O)[NH+]=C(N([H])[H])C([H])([H])C([H])([H])SC([H])([H])c(c([H])sc1\N=C(/N([H])[H])\N([H])[H])n1 InChI=1S/C8H15N7O2S3/c9-‐6(15-‐20(12,16)17)1-‐2-‐18-‐3-‐5-‐4-‐19-‐8(13-‐5)14-‐7(10)11/h4H,1-‐3H2,(H2,9,15)(H2,12,16,17)(H4,10,11,13,14)/p+1 XUFQPHANEAPEMJ-‐UHFFFAOYSA-‐O
MEMANTINE	  HYDROCHLORIDE 88.94709319 88.64363074 C([N+]([H])([H])[H])(C([H])([H])C12[H])(C([H])([H])C3(C1([H])[H])C([H])([H])[H])C([H])([H])C(C3([H])[H])(C2([H])[H])C([H])([H])[H] InChI=1S/C12H21N/c1-‐10-‐3-‐9-‐4-‐11(2,6-‐10)8-‐12(13,5-‐9)7-‐10/h9H,3-‐8,13H2,1-‐2H3/p+1 BUGYDGFZZOZRHP-‐UHFFFAOYSA-‐O
PROBUCOL 90.55875517 102.2384748 c1(O[H])c(c([H])c(c([H])c1C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])SC(C([H])([H])[H])(C([H])([H])[H])Sc(c([H])c2C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])c([H])c(c2O[H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C31H48O2S2/c1-‐27(2,3)21-‐15-‐19(16-‐22(25(21)32)28(4,5)6)34-‐31(13,14)35-‐20-‐17-‐23(29(7,8)9)26(33)24(18-‐20)30(10,11)12/h15-‐18,32-‐33H,1-‐14H3 FYPMFJGVHOHGLL-‐UHFFFAOYSA-‐N
DROPROPIZINE 96.02948322 71.0546426 N(c1c([H])c([H])c([H])c([H])c1[H])(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])N2C([H])([H])C([H])(C([H])([H])O[H])O[H] InChI=1S/C13H20N2O2/c16-‐11-‐13(17)10-‐14-‐6-‐8-‐15(9-‐7-‐14)12-‐4-‐2-‐1-‐3-‐5-‐12/h1-‐5,13,16-‐17H,6-‐11H2 PTVWPYVOOKLBCG-‐UHFFFAOYSA-‐N
HISTAMINE	  DIHYDROCHLORIDE 94.97548974 100.7103721 n1c([H])n([H])c([H])c1C([H])([H])C([H])([H])[N+]([H])([H])[H] InChI=1S/C5H9N3/c6-‐2-‐1-‐5-‐3-‐7-‐4-‐8-‐5/h3-‐4H,1-‐2,6H2,(H,7,8)/p+1 NTYJJOPFIAHURM-‐UHFFFAOYSA-‐O
MEBENDAZOLE 99.00185635 159.5475925 c1(N([H])C(OC([H])([H])[H])=O)n([H])c(c(c2[H])n1)c([H])c([H])c2C(c3c([H])c([H])c([H])c([H])c3[H])=O InChI=1S/C16H13N3O3/c1-‐22-‐16(21)19-‐15-‐17-‐12-‐8-‐7-‐11(9-‐13(12)18-‐15)14(20)10-‐5-‐3-‐2-‐4-‐6-‐10/h2-‐9H,1H3,(H2,17,18,19,21) OPXLLQIJSORQAM-‐UHFFFAOYSA-‐N
CHLOROTRIANISENE 92.54405505 91.29936771 C(/c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])(\c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])=C(\Cl)/c3c([H])c([H])c(c([H])c3[H])OC([H])([H])[H] InChI=1S/C23H21ClO3/c1-‐25-‐19-‐10-‐4-‐16(5-‐11-‐19)22(17-‐6-‐12-‐20(26-‐2)13-‐7-‐17)23(24)18-‐8-‐14-‐21(27-‐3)15-‐9-‐18/h4-‐15H,1-‐3H3 BFPSDSIWYFKGBC-‐UHFFFAOYSA-‐N
APOMORPHINE	  HYDROCHLORIDE 82.06546383 72.73028617 C1([H])(C2([H])[H])c(c(C([H])([H])C([H])([H])[NH+]1C([H])([H])[H])c([H])c([H])c3[H])c3c4c2c([H])c([H])c(c4O[H])O[H] InChI=1S/C17H17NO2/c1-‐18-‐8-‐7-‐10-‐3-‐2-‐4-‐12-‐15(10)13(18)9-‐11-‐5-‐6-‐14(19)17(20)16(11)12/h2-‐6,13,19-‐20H,7-‐9H2,1H3/p+1 VMWNQDUVQKEIOC-‐UHFFFAOYSA-‐O
AMINOSALICYLATE	  SODIUM 88.85786623 75.7548755 c1(c([H])c([H])c(c([H])c1O[H])N([H])[H])C(=O)[O-‐] InChI=1S/C7H7NO3/c8-‐4-‐1-‐2-‐5(7(10)11)6(9)3-‐4/h1-‐3,9H,8H2,(H,10,11)/p-‐1 WUBBRNOQWQTFEX-‐UHFFFAOYSA-‐M
ANTIPYRINE 82.49486858 79.70686505 C1(=O)C([H])=C(N(C([H])([H])[H])N1c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])[H] InChI=1S/C11H12N2O/c1-‐9-‐8-‐11(14)13(12(9)2)10-‐6-‐4-‐3-‐5-‐7-‐10/h3-‐8H,1-‐2H3 VEQOALNAAJBPNY-‐UHFFFAOYSA-‐N
FENBUFEN 86.32605121 172.9211251 C(C([H])([H])C([H])([H])C([O-‐])=O)(=O)c(c([H])c1[H])c([H])c([H])c1c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C16H14O3/c17-‐15(10-‐11-‐16(18)19)14-‐8-‐6-‐13(7-‐9-‐14)12-‐4-‐2-‐1-‐3-‐5-‐12/h1-‐9H,10-‐11H2,(H,18,19)/p-‐1 ZPAKPRAICRBAOD-‐UHFFFAOYSA-‐M
GRISEOFULVIN 97.62441514 65.58508907 [C@]1([C@]([H])(C([H])([H])[H])C([H])([H])C(C([H])=C1OC([H])([H])[H])=O)(Oc2c3c(OC([H])([H])[H])c([H])c(OC([H])([H])[H])c2Cl)C3=O InChI=1S/C17H17ClO6/c1-‐8-‐5-‐9(19)6-‐12(23-‐4)17(8)16(20)13-‐10(21-‐2)7-‐11(22-‐3)14(18)15(13)24-‐17/h6-‐8H,5H2,1-‐4H3/t8-‐,17+/m1/s1 DDUHZTYCFQRHIY-‐RBHXEPJQSA-‐N



METHYL	  7-‐DESOXYPURPUROGALLIN-‐7-‐CARBOXYLATE	  TRIMETHYL	  ETHER 100.1116167 133.8227752 c12c(c([H])c([H])c(OC([H])([H])[H])c1OC([H])([H])[H])C([H])=C(C([H])=C(OC([H])([H])[H])C2=O)C(OC([H])([H])[H])=O InChI=1S/C16H16O6/c1-‐19-‐11-‐6-‐5-‐9-‐7-‐10(16(18)22-‐4)8-‐12(20-‐2)14(17)13(9)15(11)21-‐3/h5-‐8H,1-‐4H3 MCWFXQXXVFZOIE-‐UHFFFAOYSA-‐N

SPIRAMYCIN 86.17548072 64.77361388
[C@@]([H])(O[C@@]1([H])[C@@]([H])(C([H])([H])C([H])=O)C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]([H])(\C([H])=C([H])\C([H])=C([H])\C([H])([H])[C@]([H])(C([H])([H])[H])OC(=O)C([H])([H])[C@@]([H])(O[H])[C@]1([H])OC([H])([H])[H])O[C@@]2([H])C([H])([H])C([H])([H])[C@@]([H])([C@@]([H])(C([
H])([H])[H])O2)[NH+](C([H])([H])[H])C([H])([H])[H])(O[C@]3([H])C([H])([H])[H])[C@]([H])(O[H])[C@]([H])([C@]3([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@]([H])([C@]4(C([H])([H])[H])O[H])O[H])C4([H])[H])[NH+](C([H])([H])[H])C([H])([H])[H]

InChI=1S/C43H74N2O14/c1-‐24-‐21-‐29(19-‐20-‐46)39(59-‐42-‐37(49)36(45(9)10)38(27(4)56-‐42)58-‐35-‐23-‐43(6,51)41(50)28(5)55-‐35)40(52-‐11)31(47)22-‐33(48)53-‐25(2)15-‐13-‐12-‐14-‐16-‐32(24)57-‐34-‐18-‐17-‐30(44(7)8)26(3)54-‐34/h12-‐14,16,20,24-‐32,34-‐42,47,49-‐51H,15,17-‐19,21-‐23H2,1-‐11H3/p+2/b13-‐
12+,16-‐14+/t24-‐,25+,26-‐,27-‐,28+,29+,30+,31-‐,32+,34+,35+,36-‐,37-‐,38-‐,39+,40+,41-‐,42+,43-‐/m1/s1 ACTOXUHEUCPTEW-‐BOISPSKTSA-‐P

SULFANITRAN 88.89132634 61.58040633 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])C(C([H])([H])[H])=O)[N-‐]c(c([H])c2[H])c([H])c([H])c2[N+](=O)[O-‐] InChI=1S/C14H12N3O5S/c1-‐10(18)15-‐11-‐4-‐8-‐14(9-‐5-‐11)23(21,22)16-‐12-‐2-‐6-‐13(7-‐3-‐12)17(19)20/h2-‐9H,1H3,(H,15,18)/q-‐1 IZXYQPMHTBPGHS-‐UHFFFAOYSA-‐N
KOJIC	  ACID 80.37572825 79.87548327 C1(O[H])=C([H])OC(=C([H])C1=O)C([H])([H])O[H] InChI=1S/C6H6O4/c7-‐2-‐4-‐1-‐5(8)6(9)3-‐10-‐4/h1,3,7,9H,2H2 BEJNERDRQOWKJM-‐UHFFFAOYSA-‐N
FENOFIBRATE 90.2130007 82.56283616 C(=O)(OC([H])(C([H])([H])[H])C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])Oc(c([H])c1[H])c([H])c([H])c1C(=O)c2c([H])c([H])c(c([H])c2[H])Cl InChI=1S/C20H21ClO4/c1-‐13(2)24-‐19(23)20(3,4)25-‐17-‐11-‐7-‐15(8-‐12-‐17)18(22)14-‐5-‐9-‐16(21)10-‐6-‐14/h5-‐13H,1-‐4H3 YMTINGFKWWXKFG-‐UHFFFAOYSA-‐N
MEBHYDROLIN	  NAPHTHALENESULFONATE 77.15240429 69.51600134 n1(C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])c3c(c(C([H])([H])[NH+](C([H])([H])[H])C([H])([H])C4([H])[H])c14)c([H])c([H])c([H])c3[H] InChI=1S/C19H20N2/c1-‐20-‐12-‐11-‐19-‐17(14-‐20)16-‐9-‐5-‐6-‐10-‐18(16)21(19)13-‐15-‐7-‐3-‐2-‐4-‐8-‐15/h2-‐10H,11-‐14H2,1H3/p+1 FQQIIPAOSKSOJM-‐UHFFFAOYSA-‐O
OXOLINIC	  ACID 87.38562137 55.64715269 C(C([O-‐])=O)(=C([H])N(C([H])([H])C([H])([H])[H])c1c2c([H])c(c3c1[H])OC([H])([H])O3)C2=O InChI=1S/C13H11NO5/c1-‐2-‐14-‐5-‐8(13(16)17)12(15)7-‐3-‐10-‐11(4-‐9(7)14)19-‐6-‐18-‐10/h3-‐5H,2,6H2,1H3,(H,16,17)/p-‐1 KYGZCKSPAKDVKC-‐UHFFFAOYSA-‐M
PHENACETIN 98.30477072 55.66822997 C(C([H])([H])[H])(=O)N([H])c(c([H])c1[H])c([H])c([H])c1OC([H])([H])C([H])([H])[H] InChI=1S/C10H13NO2/c1-‐3-‐13-‐10-‐6-‐4-‐9(5-‐7-‐10)11-‐8(2)12/h4-‐7H,3H2,1-‐2H3,(H,11,12) CPJSUEIXXCENMM-‐UHFFFAOYSA-‐N
PRISTIMEROL 86.64392226 70.09562647 C1(=C([H])C([H])([H])c2c3c([H])c(c(O[H])c2C([H])([H])[H])[O-‐])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C4([H])C5([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]5(C([H])([H])[H])C(OC([H])([H])[H])=O InChI=1S/C30H42O4/c1-‐18-‐19-‐8-‐9-‐22-‐28(4,20(19)16-‐21(31)24(18)32)13-‐15-‐30(6)23-‐17-‐27(3,25(33)34-‐7)11-‐10-‐26(23,2)12-‐14-‐29(22,30)5/h9,16,23,31-‐32H,8,10-‐15,17H2,1-‐7H3/p-‐1/t23?,26-‐,27-‐,28-‐,29+,30-‐/m1/s1 GAPWCQHXCIXKLV-‐YHVBHYLCSA-‐M

CHAULMOSULFONE 75.07787745 65.98555734
S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H])=O)c3c([H])c([H])c(c([H])c3[H])N([H])C(C([H])([H])C([H])([H])C([H])([H])C([H])([
H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C4([H])C([H])([H])C([H])([H])C([H])([H])C4([H])[H])=O InChI=1S/C48H76N2O4S/c51-‐47(31-‐19-‐15-‐11-‐7-‐3-‐1-‐5-‐9-‐13-‐17-‐25-‐41-‐27-‐21-‐22-‐28-‐41)49-‐43-‐33-‐37-‐45(38-‐34-‐43)55(53,54)46-‐39-‐35-‐44(36-‐40-‐46)50-‐48(52)32-‐20-‐16-‐12-‐8-‐4-‐2-‐6-‐10-‐14-‐18-‐26-‐42-‐29-‐23-‐24-‐30-‐42/h33-‐42H,1-‐32H2,(H,49,51)(H,50,52) OOSYXMPLIGBCDA-‐UHFFFAOYSA-‐N

ACETOCHLOR 84.40209487 74.58508659 N(C([H])([H])OC([H])([H])C([H])([H])[H])(C(C([H])([H])Cl)=O)c1c(C([H])([H])C([H])([H])[H])c([H])c([H])c([H])c1C([H])([H])[H] InChI=1S/C14H20ClNO2/c1-‐4-‐12-‐8-‐6-‐7-‐11(3)14(12)16(10-‐18-‐5-‐2)13(17)9-‐15/h6-‐8H,4-‐5,9-‐10H2,1-‐3H3 VTNQPKFIQCLBDU-‐UHFFFAOYSA-‐N
UMBELLIFERONE 76.48877877 26.70805058 O1C(=O)C([H])=C([H])c(c([H])c([H])c([O-‐])c2[H])c12 InChI=1S/C9H6O3/c10-‐7-‐3-‐1-‐6-‐2-‐4-‐9(11)12-‐8(6)5-‐7/h1-‐5,10H/p-‐1 ORHBXUUXSCNDEV-‐UHFFFAOYSA-‐M
LOGANIC	  ACID 99.49260464 49.17642848 C1(C([O-‐])=O)=C([H])O[C@]([H])([C@]([H])([C@]([H])([C@@]([H])(O[H])C2([H])[H])C([H])([H])[H])[C@@]12[H])O[C@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H] InChI=1S/C16H24O10/c1-‐5-‐8(18)2-‐6-‐7(14(22)23)4-‐24-‐15(10(5)6)26-‐16-‐13(21)12(20)11(19)9(3-‐17)25-‐16/h4-‐6,8-‐13,15-‐21H,2-‐3H2,1H3,(H,22,23)/p-‐1/t5-‐,6+,8-‐,9+,10+,11+,12-‐,13+,15-‐,16-‐/m0/s1 JNNGEAWILNVFFD-‐CDJYTOATSA-‐M

beta-‐ESCIN 11.65981495 11.0370947

[C@]1(C([H])([H])O[H])([C@]([H])(O[H])C2([H])[H])C([H])(C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])[C@]([H])(OC(=O)\C(\C([H])([H])[H])=C([H])/C([H])([H])[H])[C@]1([H])OC(C([H])([H])[H])=O)C([C@@]23C([H])([H])[H])=C([H])C([H])([H])C4([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C5([H])[C@]4
(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(O[C@]([H])(O[C@]6([H])C([O-‐
])=O)[C@]([H])(O[C@]7([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]7([H])O[H])O[H])[C@]([H])([C@]6([H])O[C@]8([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]8([H])O[H])O[H])O[H])[C@]5(C([H])([H])[H])C([H])([H])O[H]

InChI=1S/C55H86O24/c1-‐10-‐23(2)46(71)79-‐43-‐44(72-‐24(3)60)55(22-‐59)26(17-‐50(43,4)5)25-‐11-‐12-‐30-‐51(6)15-‐14-‐32(52(7,21-‐58)29(51)13-‐16-‐53(30,8)54(25,9)18-‐31(55)61)75-‐49-‐41(77-‐48-‐38(67)36(65)34(63)28(20-‐57)74-‐48)39(68)40(42(78-‐49)45(69)70)76-‐47-‐37(66)35(64)33(62)27(19-‐56)73-‐
47/h10-‐11,26-‐44,47-‐49,56-‐59,61-‐68H,12-‐22H2,1-‐9H3,(H,69,70)/p-‐1/b23-‐10-‐/t26?,27-‐,28-‐,29?,30?,31-‐,32+,33-‐,34-‐,35+,36+,37-‐,38-‐,39+,40+,41-‐,42+,43-‐,44+,47+,48+,49-‐,51+,52-‐,53-‐,54-‐,55+/m1/s1 AXNVHPCVMSNXNP-‐LGWBRZJHSA-‐M 5.47 5.85

2-‐ETHOXYCARBONYL-‐2-‐ETHOXYOXALOYLOXYDIHYDROCHRYSIN	  DIMETHYL	  ETHER100.5187147 116.9820304 C1(C(OC([H])([H])C([H])([H])[H])=O)(Oc(c([H])c(OC([H])([H])[H])c([H])c2OC([H])([H])[H])c2C(=O)C1([H])c3c([H])c([H])c([H])c([H])c3[H])C(=O)C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C24H24O9/c1-‐5-‐31-‐22(27)21(26)24(23(28)32-‐6-‐2)19(14-‐10-‐8-‐7-‐9-‐11-‐14)20(25)18-‐16(30-‐4)12-‐15(29-‐3)13-‐17(18)33-‐24/h7-‐13,19H,5-‐6H2,1-‐4H3 IPMRJRMWTMGXAM-‐UHFFFAOYSA-‐N
DIHYDROMUNDULETONE 58.70473011 30.25957185 c12c(c([H])c([H])c(C([H])([H])C(=O)c(c([O-‐])c3[H])c([H])c(c34)C([H])([H])C([H])(C(C([H])([H])[H])(C([H])([H])[H])O4)O[H])c1OC([H])([H])[H])OC(C([H])=C2[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C25H28O6/c1-‐24(2)9-‐8-‐16-‐20(30-‐24)7-‐6-‐14(23(16)29-‐5)11-‐18(26)17-‐10-‐15-‐12-‐22(28)25(3,4)31-‐21(15)13-‐19(17)27/h6-‐10,13,22,27-‐28H,11-‐12H2,1-‐5H3/p-‐1 RMVZECFNOTWEKD-‐UHFFFAOYSA-‐M
PENTAMIDINE	  ISETHIONATE 156.0064777 99.74395997 C(N([H])[H])(=[N+]([H])[H])c1c([H])c([H])c(c([H])c1[H])OC([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])Oc(c([H])c2[H])c([H])c([H])c2C(N([H])[H])=[N+]([H])[H] InChI=1S/C19H24N4O2/c20-‐18(21)14-‐4-‐8-‐16(9-‐5-‐14)24-‐12-‐2-‐1-‐3-‐13-‐25-‐17-‐10-‐6-‐15(7-‐11-‐17)19(22)23/h4-‐11H,1-‐3,12-‐13H2,(H3,20,21)(H3,22,23)/p+2 XDRYMKDFEDOLFX-‐UHFFFAOYSA-‐P

COLISTIMETHATE	  SODIUM 132.6100104 105.9599454

N([H])(C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])S(=O)(=O)[O-‐])N([H])C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])S(=O)(=O)[O-‐
])N([H])C(=O)C1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])C([H])(C([H])(C([H])([H])[H])O[H])C(=O)N([H])C([H])([H])C([H])([H])C([H])(N([H])C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])S(=O)(=O)[O-‐
])N([H])C(=O)C([H])(C([H])(C([H])([H])[H])O[H])N([H])C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])S(=O)(=O)[O-‐])N([H])C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=O)C(=O)N([H])C([H])(C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])S(=O)(=O)[O-‐
])C(=O)N([H])C([H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])C(=O)N1[H]

InChI=1S/C57H108N16O28S5/c1-‐9-‐33(5)44-‐55(84)68-‐38(16-‐22-‐59-‐28-‐103(90,91)92)48(77)66-‐41(19-‐25-‐62-‐31-‐106(99,100)101)53(82)72-‐46(35(7)74)54(83)63-‐26-‐20-‐42(50(79)65-‐40(18-‐24-‐61-‐30-‐105(96,97)98)52(81)70-‐45(34(6)10-‐2)56(85)71-‐44)67-‐49(78)39(17-‐23-‐60-‐29-‐104(93,94)95)69-‐
57(86)47(36(8)75)73-‐51(80)37(15-‐21-‐58-‐27-‐102(87,88)89)64-‐43(76)14-‐12-‐11-‐13-‐32(3)4/h32-‐42,44-‐47,58-‐62,74-‐75H,9-‐31H2,1-‐
8H3,(H,63,83)(H,64,76)(H,65,79)(H,66,77)(H,67,78)(H,68,84)(H,69,86)(H,70,81)(H,71,85)(H,72,82)(H,73,80)(H,87,88,89)(H,90,91,92)(H,93,94,95)(H,96,97,98)(H,99,100,101) JGZYUDARLHNRKM-‐UHFFFAOYSA-‐N

TYROTHRICIN 81.91766465 100.3541181

N12C([H])(C([H])([H])C([H])([H])C1([H])[H])C(=O)N([H])C([H])(C([H])([H])c3c([H])c([H])c([H])c([H])c3[H])C(=O)N([H])C([H])(C([H])([H])c4c([H])c([H])c([H])c([H])c4[H])C(=O)N([H])C([H])(C([H])([H])C([O-‐])=O)C(=O)N([H])C([H])(C([H])([H])C([H])([H])C([O-‐
])=O)C(=O)N([H])C([H])(C([H])([H])c(c([H])c5[H])c([H])c([H])c5O[H])C(=O)N([H])C([H])(C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N([H])C([H])(C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])C(=O)N([H])C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N([H])C([H])(C([H])([H])c6c([H])c([H])c([H
])c([H])c6[H])C2=O

InChI=1S/C66H85N11O15/c1-‐38(2)32-‐47-‐59(85)75-‐52(36-‐42-‐20-‐12-‐7-‐13-‐21-‐42)66(92)77-‐31-‐15-‐23-‐53(77)64(90)74-‐49(34-‐41-‐18-‐10-‐6-‐11-‐19-‐41)61(87)72-‐48(33-‐40-‐16-‐8-‐5-‐9-‐17-‐40)60(86)73-‐51(37-‐55(81)82)62(88)68-‐46(28-‐29-‐54(79)80)58(84)71-‐50(35-‐43-‐24-‐26-‐44(78)27-‐25-‐43)63(89)76-‐
56(39(3)4)65(91)69-‐45(22-‐14-‐30-‐67)57(83)70-‐47/h5-‐13,16-‐21,24-‐27,38-‐39,45-‐53,56,78H,14-‐15,22-‐23,28-‐37,67H2,1-‐4H3,(H,68,88)(H,69,91)(H,70,83)(H,71,84)(H,72,87)(H,73,86)(H,74,90)(H,75,85)(H,76,89)(H,79,80)(H,81,82)/p-‐1 BJSPSQYEAXWPOK-‐UHFFFAOYSA-‐M

LYSYL-‐TYROSYL-‐LYSINE	  ACETATE 124.332023 85.46880316 C(=O)(C([H])(C([H])([H])c(c([H])c([H])c1O[H])c([H])c1[H])N([H])C(C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])[N+]([H])([H])[H])=O)N([H])C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])C([O-‐])=O InChI=1S/C21H35N5O5/c22-‐11-‐3-‐1-‐5-‐16(24)19(28)26-‐18(13-‐14-‐7-‐9-‐15(27)10-‐8-‐14)20(29)25-‐17(21(30)31)6-‐2-‐4-‐12-‐23/h7-‐10,16-‐18,27H,1-‐6,11-‐13,22-‐24H2,(H,25,29)(H,26,28)(H,30,31)/p+2 WINFHLHJTRGLCV-‐UHFFFAOYSA-‐P
CALCEIN 121.2752812 105.6167315 C1(C(Oc(c2c3[H])c([H])c(c3C([H])([H])[NH+](C([H])([H])C([O-‐])=O)C([H])([H])C([O-‐])=O)O[H])=C([H])C(=O)C(C([H])([H])[NH+](C([H])([H])C([O-‐])=O)C([H])([H])C([O-‐])=O)=C1[H])=C2c4c([H])c([H])c([H])c([H])c4C([O-‐])=O InChI=1S/C30H26N2O13/c33-‐21-‐7-‐23-‐19(5-‐15(21)9-‐31(11-‐25(35)36)12-‐26(37)38)29(17-‐3-‐1-‐2-‐4-‐18(17)30(43)44)20-‐6-‐16(22(34)8-‐24(20)45-‐23)10-‐32(13-‐27(39)40)14-‐28(41)42/h1-‐8,33H,9-‐14H2,(H,35,36)(H,37,38)(H,39,40)(H,41,42)(H,43,44)/p-‐3 XIAYFENBYCWHGY-‐UHFFFAOYSA-‐K
CURCUMIN 115.1948434 82.72309179 C([H])(/C(=O)\C([H])=C([H])\c(c([H])c([H])c(c1OC([H])([H])[H])O[H])c1[H])=C(/[O-‐])\C([H])=C([H])\c(c([H])c([H])c(c2OC([H])([H])[H])O[H])c2[H] InChI=1S/C21H20O6/c1-‐26-‐20-‐11-‐14(5-‐9-‐18(20)24)3-‐7-‐16(22)13-‐17(23)8-‐4-‐15-‐6-‐10-‐19(25)21(12-‐15)27-‐2/h3-‐13,22,24-‐25H,1-‐2H3/p-‐1/b7-‐3+,8-‐4+,16-‐13-‐ ZIUSSTSXXLLKKK-‐KOBPDPAPSA-‐M
AMINOPTERIN 124.4972523 89.56194697 n(c1N([H])[H])c(N([H])[H])c2c(nc([H])c(C([H])([H])N([H])c(c([H])c3[H])c([H])c([H])c3C(=O)N([H])C([H])(C([H])([H])C([H])([H])C([O-‐])=O)C([O-‐])=O)n2)n1 InChI=1S/C19H20N8O5/c20-‐15-‐14-‐16(27-‐19(21)26-‐15)23-‐8-‐11(24-‐14)7-‐22-‐10-‐3-‐1-‐9(2-‐4-‐10)17(30)25-‐12(18(31)32)5-‐6-‐13(28)29/h1-‐4,8,12,22H,5-‐7H2,(H,25,30)(H,28,29)(H,31,32)(H4,20,21,23,26,27)/p-‐2 TVZGACDUOSZQKY-‐UHFFFAOYSA-‐L
ANETHOLE 124.1337479 89.49838883 C([H])(/c(c([H])c1[H])c([H])c([H])c1OC([H])([H])[H])=C([H])\C([H])([H])[H] InChI=1S/C10H12O/c1-‐3-‐4-‐9-‐5-‐7-‐10(11-‐2)8-‐6-‐9/h3-‐8H,1-‐2H3/b4-‐3+ RUVINXPYWBROJD-‐ONEGZZNKSA-‐N
IODIPAMIDE 60.86745328 90.55345385 c(C([O-‐])=O)(c(I)c(C([H])([H])N([H])C(C([H])([H])[H])=O)c(c1N([H])C(C([H])([H])[H])=O)I)c1I InChI=1S/C12H11I3N2O4/c1-‐4(18)16-‐3-‐6-‐8(13)7(12(20)21)10(15)11(9(6)14)17-‐5(2)19/h3H2,1-‐2H3,(H,16,18)(H,17,19)(H,20,21)/p-‐1 VVDGWALACJEJKG-‐UHFFFAOYSA-‐M
MENADIONE 112.0885328 157.5183034 C1(=O)c2c(c([H])c([H])c([H])c2[H])C(C([H])=C1C([H])([H])[H])=O InChI=1S/C11H8O2/c1-‐7-‐6-‐10(12)8-‐4-‐2-‐3-‐5-‐9(8)11(7)13/h2-‐6H,1H3 MJVAVZPDRWSRRC-‐UHFFFAOYSA-‐N
SULFANILAMIDE 155.7916796 113.7648842 S(N([H])[H])(=O)(=O)c1c([H])c([H])c(c([H])c1[H])N([H])[H] InChI=1S/C6H8N2O2S/c7-‐5-‐1-‐3-‐6(4-‐2-‐5)11(8,9)10/h1-‐4H,7H2,(H2,8,9,10) FDDDEECHVMSUSB-‐UHFFFAOYSA-‐N
ESCITALOPRAM	  OXALATE 117.8219891 102.3244202 [C@]1(C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(c2c([H])c([H])c(c([H])c2[H])F)OC([H])([H])c(c([H])c(c([H])c3[H])C#N)c13 InChI=1S/C20H21FN2O/c1-‐23(2)11-‐3-‐10-‐20(17-‐5-‐7-‐18(21)8-‐6-‐17)19-‐9-‐4-‐15(13-‐22)12-‐16(19)14-‐24-‐20/h4-‐9,12H,3,10-‐11,14H2,1-‐2H3/p+1/t20-‐/m0/s1 WSEQXVZVJXJVFP-‐FQEVSTJZSA-‐O
HARMOL	  HYDROCHLORIDE 124.6955275 91.20174681 n1([H])c2c(c(c([H])c([H])c(O[H])c3[H])c13)c([H])c([H])nc2C([H])([H])[H] InChI=1S/C12H10N2O/c1-‐7-‐12-‐10(4-‐5-‐13-‐7)9-‐3-‐2-‐8(15)6-‐11(9)14-‐12/h2-‐6,14-‐15H,1H3 SATMZMMKDDTOSQ-‐UHFFFAOYSA-‐N
HESPERETIN 113.2616607 98.42195079 c12c(c([H])c(O[H])c([H])c1O[H])O[C@@]([H])(C([H])([H])C2=O)c3c([H])c([H])c(c(O[H])c3[H])OC([H])([H])[H] InChI=1S/C16H14O6/c1-‐21-‐13-‐3-‐2-‐8(4-‐10(13)18)14-‐7-‐12(20)16-‐11(19)5-‐9(17)6-‐15(16)22-‐14/h2-‐6,14,17-‐19H,7H2,1H3/t14-‐/m0/s1 AIONOLUJZLIMTK-‐AWEZNQCLSA-‐N
CANRENOIC	  ACID,	  POTASSIUM	  SALT 69.65765143 76.45625982 [C@@]12(C([H])([H])[H])C(=C([H])C(=O)C([H])([H])C1([H])[H])C([H])=C([H])C([H])(C([H])([C@@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@@]3(O[H])C([H])([H])C([H])([H])C(=O)[O-‐])C2([H])C([H])([H])C4([H])[H] InChI=1S/C22H30O4/c1-‐20-‐9-‐5-‐15(23)13-‐14(20)3-‐4-‐16-‐17(20)6-‐10-‐21(2)18(16)7-‐11-‐22(21,26)12-‐8-‐19(24)25/h3-‐4,13,16-‐18,26H,5-‐12H2,1-‐2H3,(H,24,25)/p-‐1/t16?,17?,18?,20-‐,21-‐,22+/m0/s1 PBKZPPIHUVSDNM-‐GMTJQTPWSA-‐M
TOLPERISONE	  HYDROCHLORIDE 112.6833582 96.29910913 C(=O)(c1c([H])c([H])c(c([H])c1[H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[NH+]2C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H] InChI=1S/C16H23NO/c1-‐13-‐6-‐8-‐15(9-‐7-‐13)16(18)14(2)12-‐17-‐10-‐4-‐3-‐5-‐11-‐17/h6-‐9,14H,3-‐5,10-‐12H2,1-‐2H3/p+1 FSKFPVLPFLJRQB-‐UHFFFAOYSA-‐O
HARMALINE 115.8888064 92.56189087 c12c(C([H])([H])C([H])([H])[NH+]=C1C([H])([H])[H])c(c3n2[H])c([H])c([H])c(OC([H])([H])[H])c3[H] InChI=1S/C13H14N2O/c1-‐8-‐13-‐11(5-‐6-‐14-‐8)10-‐4-‐3-‐9(16-‐2)7-‐12(10)15-‐13/h3-‐4,7,15H,5-‐6H2,1-‐2H3/p+1 RERZNCLIYCABFS-‐UHFFFAOYSA-‐O
DEOXYSAPPANONE	  B	  TRIMETHYL	  ETHER 150.6860946 174.4629018 c12c(c([H])c(OC([H])([H])[H])c([H])c1[H])OC([H])([H])C([H])(C([H])([H])c(c([H])c([H])c(c3OC([H])([H])[H])OC([H])([H])[H])c3[H])C2=O InChI=1S/C19H20O5/c1-‐21-‐14-‐5-‐6-‐15-‐17(10-‐14)24-‐11-‐13(19(15)20)8-‐12-‐4-‐7-‐16(22-‐2)18(9-‐12)23-‐3/h4-‐7,9-‐10,13H,8,11H2,1-‐3H3 ZRSCGBGNKZDPOF-‐UHFFFAOYSA-‐N
MIMOSINE 106.5368287 109.0488707 C([O-‐])(C(=O)C([H])=C([H])N1C([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O)=C1[H] InChI=1S/C8H10N2O4/c9-‐5(8(13)14)3-‐10-‐2-‐1-‐6(11)7(12)4-‐10/h1-‐2,4-‐5,12H,3,9H2,(H,13,14)/p-‐1 WZNJWVWKTVETCG-‐UHFFFAOYSA-‐M
TRIAMCINOLONE	  ACETONIDE 115.525302 128.1163108 [C@@]12(C(C([H])([H])O[H])=O)[C@@]([H])(C([H])([H])C([H])(C([H])([C@@]34F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C5[H])[C@@]35C([H])([H])[H])[C@]1(C([H])([H])[H])C([H])([H])[C@]4([H])O[H])OC(C([H])([H])[H])(C([H])([H])[H])O2 InChI=1S/C24H31FO6/c1-‐20(2)30-‐19-‐10-‐16-‐15-‐6-‐5-‐13-‐9-‐14(27)7-‐8-‐21(13,3)23(15,25)17(28)11-‐22(16,4)24(19,31-‐20)18(29)12-‐26/h7-‐9,15-‐17,19,26,28H,5-‐6,10-‐12H2,1-‐4H3/t15?,16?,17-‐,19+,21-‐,22-‐,23-‐,24+/m0/s1 YNDXUCZADRHECN-‐BPHAHLGOSA-‐N
TRIMETHOBENZAMIDE	  HYDROCHLORIDE 140.2436035 111.0064612 c(OC([H])([H])[H])(c(OC([H])([H])[H])c1[H])c(OC([H])([H])[H])c([H])c1C(=O)N([H])C([H])([H])c(c([H])c([H])c2OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])c([H])c2[H] InChI=1S/C21H28N2O5/c1-‐23(2)10-‐11-‐28-‐17-‐8-‐6-‐15(7-‐9-‐17)14-‐22-‐21(24)16-‐12-‐18(25-‐3)20(27-‐5)19(13-‐16)26-‐4/h6-‐9,12-‐13H,10-‐11,14H2,1-‐5H3,(H,22,24)/p+1 FEZBIKUBAYAZIU-‐UHFFFAOYSA-‐O

PROTOVERATRINE	  B 125.4721051 114.4004656
[C@](C([H])([H])C([H])([C@@]12O[H])C([H])(C([H])([H])[NH+]3C([H])([C@@]4(C([H])([H])[H])O[H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C3([H])[H])C4([H])[C@@]([H])(O[H])[C@]1([H])OC(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)(O5)([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C6([H])O
C(=O)[C@@](C([H])([H])[H])(O[H])C([H])(C([H])([H])[H])O[H])C7([H])[C@]56O[H])C2([H])[C@@]([H])(C7([H])OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O

InChI=1S/C41H63NO15/c1-‐10-‐19(3)34(47)56-‐33-‐28(46)27-‐23(17-‐42-‐16-‐18(2)11-‐12-‐25(42)38(27,9)50)24-‐15-‐39-‐32(40(24,33)51)30(54-‐22(6)45)29(53-‐21(5)44)31-‐36(39,7)14-‐13-‐26(41(31,52)57-‐39)55-‐35(48)37(8,49)20(4)43/h18-‐20,23-‐33,43,46,49-‐52H,10-‐17H2,1-‐
9H3/p+1/t18?,19?,20?,23?,24?,25?,26?,27?,28-‐,29?,30-‐,31?,32?,33+,36+,37+,38-‐,39-‐,40+,41-‐/m1/s1 BFLXOMFFVWQPAZ-‐MDEAKHRVSA-‐O

PIPEMIDIC	  ACID 131.1064239 111.8072937 C(C([O-‐])=O)(=C([H])N1C([H])([H])C([H])([H])[H])C(=O)c(c12)c([H])nc(N(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])[N+]3([H])[H])n2 InChI=1S/C14H17N5O3/c1-‐2-‐18-‐8-‐10(13(21)22)11(20)9-‐7-‐16-‐14(17-‐12(9)18)19-‐5-‐3-‐15-‐4-‐6-‐19/h7-‐8,15H,2-‐6H2,1H3,(H,21,22) JOHZPMXAZQZXHR-‐UHFFFAOYSA-‐N
PARGYLINE	  HYDROCHLORIDE 133.9483676 99.32447629 C(C([H])([H])N(C([H])([H])[H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])#C[H] InChI=1S/C11H13N/c1-‐3-‐9-‐12(2)10-‐11-‐7-‐5-‐4-‐6-‐8-‐11/h1,4-‐8H,9-‐10H2,2H3 DPWPWRLQFGFJFI-‐UHFFFAOYSA-‐N
PENICILLAMINE 123.9519957 100.4430994 [C@@]([H])([N+]([H])([H])[H])(C(C([H])([H])[H])(C([H])([H])[H])S[H])C([O-‐])=O InChI=1S/C5H11NO2S/c1-‐5(2,9)3(6)4(7)8/h3,9H,6H2,1-‐2H3,(H,7,8)/t3-‐/m0/s1 VVNCNSJFMMFHPL-‐VKHMYHEASA-‐N
PHENAZOPYRIDINE	  HYDROCHLORIDE 115.277458 115.3665492 n1c(N([H])[H])c([H])c([H])c(N=Nc2c([H])c([H])c([H])c([H])c2[H])c1N([H])[H] InChI=1S/C11H11N5/c12-‐10-‐7-‐6-‐9(11(13)14-‐10)16-‐15-‐8-‐4-‐2-‐1-‐3-‐5-‐8/h1-‐7H,(H4,12,13,14)/b16-‐15+ QPFYXYFORQJZEC-‐FOCLMDBBSA-‐N

TANNIC	  ACID 10.58818075 18.65649313
[C@@]1([H])(OC(=O)c(c([H])c(O[H])c(c2OC(=O)c(c([H])c3[O-‐])c([H])c(c3O[H])O[H])O[H])c2[H])[C@@]([H])(OC(=O)c(c([H])c(O[H])c(c4OC(=O)c(c([H])c5O[H])c([H])c(c5O[H])[O-‐])O[H])c4[H])O[C@@]([H])([C@@]([H])(OC(=O)c(c([H])c(O[H])c(c6OC(=O)c(c([H])c7[O-‐
])c([H])c(c7O[H])O[H])O[H])c6[H])[C@]1([H])OC(=O)c(c([H])c(O[H])c(c8OC(=O)c(c([H])c9O[H])c([H])c(c9O[H])[O-‐])O[H])c8[H])C([H])([H])OC(=O)c(c([H])c(O[H])c(c%10OC(=O)c(c([H])c%11O[H])c([H])c(c%11O[H])[O-‐])O[H])c%10[H]

InChI=1S/C76H52O46/c77-‐32-‐1-‐22(2-‐33(78)53(32)92)67(103)113-‐47-‐16-‐27(11-‐42(87)58(47)97)66(102)112-‐21-‐52-‐63(119-‐72(108)28-‐12-‐43(88)59(98)48(17-‐28)114-‐68(104)23-‐3-‐34(79)54(93)35(80)4-‐23)64(120-‐73(109)29-‐13-‐44(89)60(99)49(18-‐29)115-‐69(105)24-‐5-‐36(81)55(94)37(82)6-‐24)65(121-‐
74(110)30-‐14-‐45(90)61(100)50(19-‐30)116-‐70(106)25-‐7-‐38(83)56(95)39(84)8-‐25)76(118-‐52)122-‐75(111)31-‐15-‐46(91)62(101)51(20-‐31)117-‐71(107)26-‐9-‐40(85)57(96)41(86)10-‐26/h1-‐20,52,63-‐65,76-‐101H,21H2/p-‐5/t52-‐,63-‐,64+,65-‐,76-‐/m1/s1 LRBQNJMCXXYXIU-‐NRMVVENXSA-‐I 5.38 5.58

NILOTICIN 113.7077798 72.03261372 O1C(C1([H])C([H])(O[H])C([H])([H])C([H])(C([H])([H])[H])[C@]2([H])C([H])([H])C([H])([H])C3(C([H])([H])[H])[C@@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C3=C([H])C([H])([H])C5([H])C4(C([H])([H])[H])C([H])([H])C([H])([H])C(C5(C([H])([H])[H])C([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H] InChI=1S/C30H48O3/c1-‐18(17-‐22(31)25-‐27(4,5)33-‐25)19-‐11-‐15-‐30(8)21-‐9-‐10-‐23-‐26(2,3)24(32)13-‐14-‐28(23,6)20(21)12-‐16-‐29(19,30)7/h9,18-‐20,22-‐23,25,31H,10-‐17H2,1-‐8H3/t18?,19-‐,20?,22?,23?,25?,28?,29-‐,30?/m0/s1 GKQMMZUXYRXFOH-‐YFCDWSCRSA-‐N
PRAZIQUANTEL 125.505151 162.2343169 N(C([H])([H])C1=O)(C([H])([H])C2([H])N1C([H])([H])C([H])([H])c(c([H])c([H])c([H])c3[H])c23)C(C4([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C4([H])[H])=O InChI=1S/C19H24N2O2/c22-‐18-‐13-‐20(19(23)15-‐7-‐2-‐1-‐3-‐8-‐15)12-‐17-‐16-‐9-‐5-‐4-‐6-‐14(16)10-‐11-‐21(17)18/h4-‐6,9,15,17H,1-‐3,7-‐8,10-‐13H2 FSVJFNAIGNNGKK-‐UHFFFAOYSA-‐N
CRUSTECDYSONE 127.124398 114.9852004 C1(=C([H])C(=O)C([H])([C@]23C([H])([H])[H])C([H])([H])[C@]([H])([C@@]([H])(O[H])C2([H])[H])O[H])C3([H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])[C@@]1(O[H])C([H])([H])C([H])([H])C4([H])[C@@](C([H])([H])[H])(O[H])[C@]([H])(O[H])C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])O[H] InChI=1S/C27H44O7/c1-‐23(2,32)9-‐8-‐22(31)26(5,33)21-‐7-‐11-‐27(34)16-‐12-‐18(28)17-‐13-‐19(29)20(30)14-‐24(17,3)15(16)6-‐10-‐25(21,27)4/h12,15,17,19-‐22,29-‐34H,6-‐11,13-‐14H2,1-‐5H3/t15?,17?,19-‐,20+,21?,22-‐,24-‐,25-‐,26-‐,27-‐/m1/s1 NKDFYOWSKOHCCO-‐QNDLOGEDSA-‐N
PYRIDOSTIGMINE	  BROMIDE 112.022441 96.48978353 C(=O)(N(C([H])([H])[H])C([H])([H])[H])Oc(c([H])c([H])c([H])[n+]1C([H])([H])[H])c1[H] InChI=1S/C9H13N2O2/c1-‐10(2)9(12)13-‐8-‐5-‐4-‐6-‐11(3)7-‐8/h4-‐7H,1-‐3H3/q+1 RVOLLAQWKVFTGE-‐UHFFFAOYSA-‐N

PAROMOMYCIN	  SULFATE 124.2824543 91.71021188
[C@@]1([H])([C@@]([H])(O[H])[C@]([H])([N+]([H])([H])[H])C([H])([H])[C@]([H])(N([H])[H])[C@@]1([H])O[C@@]2([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]2([H])[N+]([H])([H])[H])O[H])OC([H])(O[C@@]([H])([C@@]3([H])O[C@@]4([H])O[C@@]([H])(C([H])([H])N([H])[H])[C@]
([H])([C@]([H])(O[H])[C@@]4([H])[N+]([H])([H])[H])O[H])C([H])([H])O[H])[C@]3([H])O[H] InChI=1S/C23H45N5O14/c24-‐2-‐7-‐13(32)15(34)10(27)21(37-‐7)41-‐19-‐9(4-‐30)39-‐23(17(19)36)42-‐20-‐12(31)5(25)1-‐6(26)18(20)40-‐22-‐11(28)16(35)14(33)8(3-‐29)38-‐22/h5-‐23,29-‐36H,1-‐4,24-‐28H2/p+3/t5-‐,6+,7+,8-‐,9-‐,10-‐,11-‐,12+,13-‐,14-‐,15-‐,16-‐,17-‐,18-‐,19-‐,20-‐,21-‐,22-‐,23?/m1/s1 UOZODPSAJZTQNH-‐FHJRSJOZSA-‐Q

NIFENAZONE 120.6474099 96.38809052 C1(N([H])C(=O)c(c([H])c([H])c([H])n2)c2[H])=C(C([H])([H])[H])N(N(c3c([H])c([H])c([H])c([H])c3[H])C1=O)C([H])([H])[H] InChI=1S/C17H16N4O2/c1-‐12-‐15(19-‐16(22)13-‐7-‐6-‐10-‐18-‐11-‐13)17(23)21(20(12)2)14-‐8-‐4-‐3-‐5-‐9-‐14/h3-‐11H,1-‐2H3,(H,19,22) BRZANEXCSZCZCI-‐UHFFFAOYSA-‐N
NAFRONYL	  OXALATE 116.4671089 74.24443677 C(OC([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(=O)C([H])(C([H])([H])C1([H])C([H])([H])C([H])([H])C([H])([H])O1)C([H])([H])c2c([H])c([H])c([H])c(c([H])c([H])c([H])c3[H])c23 InChI=1S/C24H33NO3/c1-‐3-‐25(4-‐2)14-‐16-‐28-‐24(26)21(18-‐22-‐12-‐8-‐15-‐27-‐22)17-‐20-‐11-‐7-‐10-‐19-‐9-‐5-‐6-‐13-‐23(19)20/h5-‐7,9-‐11,13,21-‐22H,3-‐4,8,12,14-‐18H2,1-‐2H3/p+1 KBAFPSLPKGSANY-‐UHFFFAOYSA-‐O
EXALAMIDE 129.0906266 188.7889051 c1(c([H])c([H])c([H])c([H])c1OC([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C(N([H])[H])=O InChI=1S/C13H19NO2/c1-‐2-‐3-‐4-‐7-‐10-‐16-‐12-‐9-‐6-‐5-‐8-‐11(12)13(14)15/h5-‐6,8-‐9H,2-‐4,7,10H2,1H3,(H2,14,15) CKSJXOVLXUMMFF-‐UHFFFAOYSA-‐N
ISOSORBIDE	  DINITRATE 114.2034676 86.26963565 [N+](=O)([O-‐])O[C@]1([H])C([H])([H])O[C@@]2([H])[C@]1([H])OC([H])([H])[C@]2([H])O[N+](=O)[O-‐] InChI=1S/C6H8N2O8/c9-‐7(10)15-‐3-‐1-‐13-‐6-‐4(16-‐8(11)12)2-‐14-‐5(3)6/h3-‐6H,1-‐2H2/t3-‐,4+,5-‐,6-‐/m1/s1 MOYKHGMNXAOIAT-‐JGWLITMVSA-‐N
PHENACEMIDE 104.7193065 93.7186489 [N-‐](C(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])=O)C(N([H])[H])=O InChI=1S/C9H10N2O2/c10-‐9(13)11-‐8(12)6-‐7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5H,6H2,(H3,10,11,12,13)/p-‐1 XPFRXWCVYUEORT-‐UHFFFAOYSA-‐M
PHENELZINE	  SULFATE 110.4858087 91.36699796 N([H])(C([H])([H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])N([H])[H] InChI=1S/C8H12N2/c9-‐10-‐7-‐6-‐8-‐4-‐2-‐1-‐3-‐5-‐8/h1-‐5,10H,6-‐7,9H2 RMUCZJUITONUFY-‐UHFFFAOYSA-‐N
PHENINDIONE 128.8923514 89.42211907 C(=O)(c(c([H])c([H])c([H])c1[H])c1C2=O)[C-‐]2c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C15H9O2/c16-‐14-‐11-‐8-‐4-‐5-‐9-‐12(11)15(17)13(14)10-‐6-‐2-‐1-‐3-‐7-‐10/h1-‐9H/q-‐1 UQHSNYDGEQJACR-‐UHFFFAOYSA-‐N
PIPERAZINE 102.0756379 77.778269 [N+]([H])([H])(C([H])([H])C1([H])[H])C([H])([H])C([H])([H])N1[H] InChI=1S/C4H10N2/c1-‐2-‐6-‐4-‐3-‐5-‐1/h5-‐6H,1-‐4H2/p+1 GLUUGHFHXGJENI-‐UHFFFAOYSA-‐O
SALSOLINE 112.8320646 86.65098445 c1(C2([H])C([H])([H])[H])c(C([H])([H])C([H])([H])[N+]2([H])[H])c([H])c(c(OC([H])([H])[H])c1[H])O[H] InChI=1S/C11H15NO2/c1-‐7-‐9-‐6-‐11(14-‐2)10(13)5-‐8(9)3-‐4-‐12-‐7/h5-‐7,12-‐13H,3-‐4H2,1-‐2H3/p+1 YTPRLBGPGZHUPD-‐UHFFFAOYSA-‐O
SALICYL	  ALCOHOL 117.6898056 92.06613743 c1(c([H])c([H])c([H])c([H])c1O[H])C([H])([H])O[H] InChI=1S/C7H8O2/c8-‐5-‐6-‐3-‐1-‐2-‐4-‐7(6)9/h1-‐4,8-‐9H,5H2 CQRYARSYNCAZFO-‐UHFFFAOYSA-‐N
NEOHESPERIDIN	  DIHYDROCHALCONE 198.1729921 53.6134666 C1([H])(O[C@]2([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])O[H])[C@@]([H])(O[H])C([H])(O[H])[C@]([H])(O[C@@]1([H])Oc(c([H])c3O[H])c([H])c(c3C(C([H])([H])C([H])([H])c(c([H])c([H])c(c4O[H])OC([H])([H])[H])c4[H])=O)[O-‐])C([H])([H])O[H] InChI=1S/C28H36O15/c1-‐11-‐21(34)23(36)25(38)27(40-‐11)43-‐26-‐24(37)22(35)19(10-‐29)42-‐28(26)41-‐13-‐8-‐16(32)20(17(33)9-‐13)14(30)5-‐3-‐12-‐4-‐6-‐18(39-‐2)15(31)7-‐12/h4,6-‐9,11,19,21-‐29,31-‐38H,3,5,10H2,1-‐2H3/p-‐1/t11-‐,19+,21-‐,22?,23+,24-‐,25+,26?,27-‐,28+/m0/s1 ITVGXXMINPYUHD-‐YEQDQGAISA-‐M
PIRACETAM 103.1165824 88.77382611 N1(C([H])([H])C([H])([H])C([H])([H])C1=O)C([H])([H])C(N([H])[H])=O InChI=1S/C6H10N2O2/c7-‐5(9)4-‐8-‐3-‐1-‐2-‐6(8)10/h1-‐4H2,(H2,7,9) GMZVRMREEHBGGF-‐UHFFFAOYSA-‐N
UREA 105.9089574 87.46452856 C(N([H])[H])(N([H])[H])=O InChI=1S/CH4N2O/c2-‐1(3)4/h(H4,2,3,4) XSQUKJJJFZCRTK-‐UHFFFAOYSA-‐N
N-‐FORMYLMETHIONYL-‐LEUCYLPHENYLALANINE 120.3665201 76.72320398 C(=O)(C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])N([H])C(C([H])(C([H])([H])C([H])([H])SC([H])([H])[H])N([H])C([H])=O)=O)N([H])C([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])C([O-‐])=O InChI=1S/C21H31N3O5S/c1-‐14(2)11-‐17(23-‐19(26)16(22-‐13-‐25)9-‐10-‐30-‐3)20(27)24-‐18(21(28)29)12-‐15-‐7-‐5-‐4-‐6-‐8-‐15/h4-‐8,13-‐14,16-‐18H,9-‐12H2,1-‐3H3,(H,22,25)(H,23,26)(H,24,27)(H,28,29)/p-‐1 PRQROPMIIGLWRP-‐UHFFFAOYSA-‐M
CHLOROQUINE	  DIPHOSPHATE 99.18412531 84.33746839 c1(c([H])c([H])c(c2[H])Cl)c2[nH+]c([H])c([H])c1N([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H] InChI=1S/C18H26ClN3/c1-‐4-‐22(5-‐2)12-‐6-‐7-‐14(3)21-‐17-‐10-‐11-‐20-‐18-‐13-‐15(19)8-‐9-‐16(17)18/h8-‐11,13-‐14H,4-‐7,12H2,1-‐3H3,(H,20,21)/p+2 WHTVZRBIWZFKQO-‐UHFFFAOYSA-‐P
RHAPONTIN 100.5885743 166.2130561 [C@]1([H])(Oc2c([H])c(c([H])c([O-‐])c2[H])\C([H])=C([H])\c(c([H])c([H])c(c3O[H])OC([H])([H])[H])c3[H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C21H24O9/c1-‐28-‐16-‐5-‐4-‐11(8-‐15(16)24)2-‐3-‐12-‐6-‐13(23)9-‐14(7-‐12)29-‐21-‐20(27)19(26)18(25)17(10-‐22)30-‐21/h2-‐9,17-‐27H,10H2,1H3/p-‐1/b3-‐2+/t17-‐,18-‐,19+,20-‐,21-‐/m1/s1 GKAJCVFOJGXVIA-‐DXKBKAGUSA-‐M
GENTISIC	  ACID 104.0253435 84.56627767 c1(c([H])c(O[H])c([H])c([H])c1O[H])C([O-‐])=O InChI=1S/C7H6O4/c8-‐4-‐1-‐2-‐6(9)5(3-‐4)7(10)11/h1-‐3,8-‐9H,(H,10,11)/p-‐1 WXTMDXOMEHJXQO-‐UHFFFAOYSA-‐M
CEFACLOR 114.4182657 84.74424044 N12[C@]([H])(SC([H])([H])C(Cl)=C1C([O-‐])=O)[C@@]([H])(C2=O)N([H])C(=O)[C@]([H])(N([H])[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C15H14ClN3O4S/c16-‐8-‐6-‐24-‐14-‐10(13(21)19(14)11(8)15(22)23)18-‐12(20)9(17)7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5,9-‐10,14H,6,17H2,(H,18,20)(H,22,23)/p-‐1/t9-‐,10-‐,14-‐/m1/s1 QYIYFLOTGYLRGG-‐GPCCPHFNSA-‐M
DEOXYGUANOSINE 90.97222967 85.50693804 c12c(C(N([H])C(N([H])[H])=N1)=O)nc([H])n2C3([H])C([H])([H])[C@@]([H])([C@@]([H])(C([H])([H])O[H])O3)O[H] InChI=1S/C10H13N5O4/c11-‐10-‐13-‐8-‐7(9(18)14-‐10)12-‐3-‐15(8)6-‐1-‐4(17)5(2-‐16)19-‐6/h3-‐6,16-‐17H,1-‐2H2,(H3,11,13,14,18)/t4-‐,5+,6?/m0/s1 YKBGVTZYEHREMT-‐YRZWDFBDSA-‐N
HARMALOL	  HYDROCHLORIDE 106.1237554 84.87135671 c12c(C([H])([H])C([H])([H])[NH+]=C1C([H])([H])[H])c(c3n2[H])c([H])c([H])c(O[H])c3[H] InChI=1S/C12H12N2O/c1-‐7-‐12-‐10(4-‐5-‐13-‐7)9-‐3-‐2-‐8(15)6-‐11(9)14-‐12/h2-‐3,6,14-‐15H,4-‐5H2,1H3/p+1 RHVPEFQDYMMNSY-‐UHFFFAOYSA-‐O
1-‐PHENYLBIGUANIDE	  HYDROCHLORIDE 94.40899887 80.11720831 C(=N[H])([N+]([H])([H])c1c([H])c([H])c([H])c([H])c1[H])N([H])C(N([H])[H])=N[H] InChI=1S/C8H11N5/c9-‐7(10)13-‐8(11)12-‐6-‐4-‐2-‐1-‐3-‐5-‐6/h1-‐5H,(H6,9,10,11,12,13)/p+1 CUQCMXFWIMOWRP-‐UHFFFAOYSA-‐O
THALIDOMIDE 101.0346933 82.93918945 N1(C2([H])C([H])([H])C([H])([H])C(N([H])C2=O)=O)C(=O)c3c(c([H])c([H])c([H])c3[H])C1=O InChI=1S/C13H10N2O4/c16-‐10-‐6-‐5-‐9(11(17)14-‐10)15-‐12(18)7-‐3-‐1-‐2-‐4-‐8(7)13(15)19/h1-‐4,9H,5-‐6H2,(H,14,16,17) UEJJHQNACJXSKW-‐UHFFFAOYSA-‐N
CLINDAMYCIN	  HYDROCHLORIDE 115.1783205 69.97333019 C1([H])([C@@]([H])([C@]([H])(C([H])([H])[H])Cl)N([H])C(=O)[C@]2([H])C([H])([H])[C@]([H])(C([H])([H])[NH+]2C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])[C@]([H])(O[H])[C@]([H])(O[H])[C@]([H])([C@@]([H])(SC([H])([H])[H])O1)O[H] InChI=1S/C18H33ClN2O5S/c1-‐5-‐6-‐10-‐7-‐11(21(3)8-‐10)17(25)20-‐12(9(2)19)16-‐14(23)13(22)15(24)18(26-‐16)27-‐4/h9-‐16,18,22-‐24H,5-‐8H2,1-‐4H3,(H,20,25)/p+1/t9-‐,10+,11-‐,12+,13-‐,14+,15+,16?,18+/m0/s1 KDLRVYVGXIQJDK-‐SSDYFQDUSA-‐O
CLONIDINE	  HYDROCHLORIDE 99.63024439 72.99869735 C(N([H])C([H])([H])C1([H])[H])(N1[H])=[NH+]c2c(c([H])c([H])c([H])c2Cl)Cl InChI=1S/C9H9Cl2N3/c10-‐6-‐2-‐1-‐3-‐7(11)8(6)14-‐9-‐12-‐4-‐5-‐13-‐9/h1-‐3H,4-‐5H2,(H2,12,13,14)/p+1 GJSURZIOUXUGAL-‐UHFFFAOYSA-‐O
DESIPRAMINE	  HYDROCHLORIDE 96.50741084 55.54563387 N1(C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])[H])c2c(c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])c(c([H])c([H])c([H])c3[H])c13 InChI=1S/C18H22N2/c1-‐19-‐13-‐6-‐14-‐20-‐17-‐9-‐4-‐2-‐7-‐15(17)11-‐12-‐16-‐8-‐3-‐5-‐10-‐18(16)20/h2-‐5,7-‐10,19H,6,11-‐14H2,1H3/p+1 HCYAFALTSJYZDH-‐UHFFFAOYSA-‐O
CLENBUTEROL	  HYDROCHLORIDE 99.43196925 78.75706426 c1(N([H])[H])c(Cl)c([H])c(c([H])c1Cl)C([H])(O[H])C([H])([H])[N+]([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C12H18Cl2N2O/c1-‐12(2,3)16-‐6-‐10(17)7-‐4-‐8(13)11(15)9(14)5-‐7/h4-‐5,10,16-‐17H,6,15H2,1-‐3H3/p+1 STJMRWALKKWQGH-‐UHFFFAOYSA-‐O
HARMINE 101.7451793 105.3243641 n1([H])c2c(c(c([H])c([H])c(OC([H])([H])[H])c3[H])c13)c([H])c([H])nc2C([H])([H])[H] InChI=1S/C13H12N2O/c1-‐8-‐13-‐11(5-‐6-‐14-‐8)10-‐4-‐3-‐9(16-‐2)7-‐12(10)15-‐13/h3-‐7,15H,1-‐2H3 BXNJHAXVSOCGBA-‐UHFFFAOYSA-‐N
METHIONYL-‐LEUCYLPHENYLALANINE	  ACETATE 94.57422816 102.4388248 C(=O)(C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])N([H])C(C([H])(C([H])([H])C([H])([H])SC([H])([H])[H])[N+]([H])([H])[H])=O)N([H])C([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])C([O-‐])=O InChI=1S/C20H31N3O4S/c1-‐13(2)11-‐16(22-‐18(24)15(21)9-‐10-‐28-‐3)19(25)23-‐17(20(26)27)12-‐14-‐7-‐5-‐4-‐6-‐8-‐14/h4-‐8,13,15-‐17H,9-‐12,21H2,1-‐3H3,(H,22,24)(H,23,25)(H,26,27) CHDYFPCQVUOJEB-‐UHFFFAOYSA-‐N
CHLORAMPHENICOL 90.57567937 84.74424044 [N+](=O)([O-‐])c(c([H])c1[H])c([H])c([H])c1[C@@]([H])(O[H])[C@]([H])(C([H])([H])O[H])N([H])C(=O)C([H])(Cl)Cl InChI=1S/C11H12Cl2N2O5/c12-‐10(13)11(18)14-‐8(5-‐16)9(17)6-‐1-‐3-‐7(4-‐2-‐6)15(19)20/h1-‐4,8-‐10,16-‐17H,5H2,(H,14,18)/t8-‐,9+/m0/s1 WIIZWVCIJKGZOK-‐DTWKUNHWSA-‐N
7-‐CHLOROETHYLTHEOPHYLLINE 97.15180506 90.03227716 c12c(n(c([H])n1)C([H])([H])C([H])([H])Cl)C(N(C([H])([H])[H])C(=O)N2C([H])([H])[H])=O InChI=1S/C9H11ClN4O2/c1-‐12-‐7-‐6(8(15)13(2)9(12)16)14(4-‐3-‐10)5-‐11-‐7/h5H,3-‐4H2,1-‐2H3 QCIARNIKNKKHFH-‐UHFFFAOYSA-‐N
CYTARABINE 95.76387904 78.64265962 N1(C([H])=C([H])C(=NC1=O)N([H])[H])C2([H])O[C@@]([H])([C@@]([H])(O[H])[C@]2([H])O[H])C([H])([H])O[H] InChI=1S/C9H13N3O5/c10-‐5-‐1-‐2-‐12(9(16)11-‐5)8-‐7(15)6(14)4(3-‐13)17-‐8/h1-‐2,4,6-‐8,13-‐15H,3H2,(H2,10,11,16)/t4-‐,6-‐,7+,8?/m1/s1 UHDGCWIWMRVCDJ-‐STUHELBRSA-‐N
BIOCHANIN	  A 113.4599359 98.38381591 C1(=O)C(c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])=C([H])Oc(c([H])c([O-‐])c([H])c3O[H])c13 InChI=1S/C16H12O5/c1-‐20-‐11-‐4-‐2-‐9(3-‐5-‐11)12-‐8-‐21-‐14-‐7-‐10(17)6-‐13(18)15(14)16(12)19/h2-‐8,17-‐18H,1H3/p-‐1 WUADCCWRTIWANL-‐UHFFFAOYSA-‐M
HECOGENIN 105.0993338 41.81707701 [C@@]1(C([H])([H])[H])(C(=O)C2([H])[H])C([H])(C([H])([H])C([H])(OC34C([H])([H])C([H])([H])C([H])(C([H])([H])O3)C([H])([H])[H])C1([H])C4([H])C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C6([H])[H])[C@@]56C([H])([H])[H] InChI=1S/C27H42O4/c1-‐15-‐7-‐10-‐27(30-‐14-‐15)16(2)24-‐22(31-‐27)12-‐21-‐19-‐6-‐5-‐17-‐11-‐18(28)8-‐9-‐25(17,3)20(19)13-‐23(29)26(21,24)4/h15-‐22,24,28H,5-‐14H2,1-‐4H3/t15?,16?,17-‐,18-‐,19?,20?,21?,22?,24?,25-‐,26+,27?/m0/s1 QOLRLLFJMZLYQJ-‐QVZLHOKISA-‐N
N-‐FORMYLMETHIONYLPHENYLALANINE 104.355802 38.7662866 C(C([H])(C([H])([H])C([H])([H])SC([H])([H])[H])N([H])C([H])=O)(=O)N([H])C([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])C([O-‐])=O InChI=1S/C15H20N2O4S/c1-‐22-‐8-‐7-‐12(16-‐10-‐18)14(19)17-‐13(15(20)21)9-‐11-‐5-‐3-‐2-‐4-‐6-‐11/h2-‐6,10,12-‐13H,7-‐9H2,1H3,(H,16,18)(H,17,19)(H,20,21)/p-‐1 VZQJQFGSAAGNSI-‐UHFFFAOYSA-‐M
6-‐OXOPROGESTERONE 75.50676825 38.53747732 C12(C([H])([H])[H])C(=C([H])C(=O)C([H])([H])C1([H])[H])C(C([H])([H])C([H])(C([H])(C34C([H])([H])[H])C([H])([H])C([H])([H])C3([H])C(C([H])([H])[H])=O)C2([H])C([H])([H])C4([H])[H])=O InChI=1S/C21H28O3/c1-‐12(22)15-‐4-‐5-‐16-‐14-‐11-‐19(24)18-‐10-‐13(23)6-‐8-‐21(18,3)17(14)7-‐9-‐20(15,16)2/h10,14-‐17H,4-‐9,11H2,1-‐3H3 LASCNIPXMJNRGS-‐UHFFFAOYSA-‐N
NARINGENIN 95.54908096 96.26097425 c12c(c([H])c(O[H])c([H])c1O[H])O[C@@]([H])(C([H])([H])C2=O)c3c([H])c([H])c(c([H])c3[H])O[H] InChI=1S/C15H12O5/c16-‐9-‐3-‐1-‐8(2-‐4-‐9)13-‐7-‐12(19)15-‐11(18)5-‐10(17)6-‐14(15)20-‐13/h1-‐6,13,16-‐18H,7H2/t13-‐/m0/s1 FTVWIRXFELQLPI-‐ZDUSSCGKSA-‐N
THIMEROSAL 704.0555051 71.02839521 c1(c([H])c([H])c([H])c([H])c1S[Hg]C([H])([H])C([H])([H])[H])C(=O)[O-‐] InChI=1S/C7H6O2S.C2H5.Hg/c8-‐7(9)5-‐3-‐1-‐2-‐4-‐6(5)10;1-‐2;/h1-‐4,10H,(H,8,9);1H2,2H3;/q;;+1/p-‐2 HXQVQGWHFRNKMS-‐UHFFFAOYSA-‐L
LEUCINE	  ENKEPHALIN 87.68416682 84.57898929 C(=O)(C([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])N([H])C(C([H])([H])N([H])C(C([H])([H])N([H])C(=O)C([H])([N+]([H])([H])[H])C([H])([H])c(c([H])c2[H])c([H])c([H])c2O[H])=O)=O)N([H])C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([O-‐])=O InChI=1S/C28H37N5O7/c1-‐17(2)12-‐23(28(39)40)33-‐27(38)22(14-‐18-‐6-‐4-‐3-‐5-‐7-‐18)32-‐25(36)16-‐30-‐24(35)15-‐31-‐26(37)21(29)13-‐19-‐8-‐10-‐20(34)11-‐9-‐19/h3-‐11,17,21-‐23,34H,12-‐16,29H2,1-‐2H3,(H,30,35)(H,31,37)(H,32,36)(H,33,38)(H,39,40) URLZCHNOLZSCCA-‐UHFFFAOYSA-‐N
PIPERIDOLATE	  HYDROCHLORIDE 95.99520004 65.65137711 C(=O)(OC([H])(C([H])([H])C([H])([H])C([H])([H])[NH+]1C([H])([H])C([H])([H])[H])C1([H])[H])C([H])(c2c([H])c([H])c([H])c([H])c2[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C21H25NO2/c1-‐2-‐22-‐15-‐9-‐14-‐19(16-‐22)24-‐21(23)20(17-‐10-‐5-‐3-‐6-‐11-‐17)18-‐12-‐7-‐4-‐8-‐13-‐18/h3-‐8,10-‐13,19-‐20H,2,9,14-‐16H2,1H3/p+1 KTHVBAZBLKXIHZ-‐UHFFFAOYSA-‐O

SENNOSIDE	  A 111.0963359 122.9220957

c12c(c([H])c(C([O-‐])=O)c([H])c1[O-‐
])[C@]([H])(c(c3C2=O)c([H])c([H])c([H])c3O[C@@]4([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]4([H])O[H])O[H])[C@]([H])(c(c([H])c([H])c([H])c5O[C@@]6([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]6([H])O[H])O[H])c57)c(c([H])c(c([H])c8[O-‐])C([O-‐
])=O)c8C7=O

InChI=1S/C42H38O20/c43-‐11-‐23-‐31(47)35(51)37(53)41(61-‐23)59-‐21-‐5-‐1-‐3-‐15-‐25(17-‐7-‐13(39(55)56)9-‐19(45)27(17)33(49)29(15)21)26-‐16-‐4-‐2-‐6-‐22(60-‐42-‐38(54)36(52)32(48)24(12-‐44)62-‐42)30(16)34(50)28-‐18(26)8-‐14(40(57)58)10-‐20(28)46/h1-‐10,23-‐26,31-‐32,35-‐38,41-‐48,51-‐54H,11-‐
12H2,(H,55,56)(H,57,58)/p-‐4/t23-‐,24-‐,25-‐,26+,31-‐,32-‐,35+,36+,37-‐,38-‐,41+,42+/m1/s1 IPQVTOJGNYVQEO-‐DBHPJPNJSA-‐J

NEROLIDOL 131.1233946 147.7306005 C([H])(=C([H])[H])[C@@](C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])O[H] InChI=1S/C15H26O/c1-‐6-‐15(5,16)12-‐8-‐11-‐14(4)10-‐7-‐9-‐13(2)3/h6,9,11,16H,1,7-‐8,10,12H2,2-‐5H3/b14-‐11+/t15-‐/m0/s1 FQTLCLSUCSAZDY-‐GOFCXVBSSA-‐N
LAWSONE 101.6024591 99.75885467 C([H])(C(=O)c(c([H])c([H])c([H])c1[H])c1C2=O)=C2[O-‐] InChI=1S/C10H6O3/c11-‐8-‐5-‐9(12)10(13)7-‐4-‐2-‐1-‐3-‐6(7)8/h1-‐5,12H/p-‐1 CSFWPUWCSPOLJW-‐UHFFFAOYSA-‐M
VINBURNINE 115.2613413 97.37516544 n12c([C@@]([C@]3(C([H])([H])C([H])([H])[H])C([H])([H])C1=O)([H])[NH+](C([H])([H])C([H])([H])C3([H])[H])C([H])([H])C4([H])[H])c4c(c([H])c([H])c([H])c5[H])c25 InChI=1S/C19H22N2O/c1-‐2-‐19-‐9-‐5-‐10-‐20-‐11-‐8-‐14-‐13-‐6-‐3-‐4-‐7-‐15(13)21(16(22)12-‐19)17(14)18(19)20/h3-‐4,6-‐7,18H,2,5,8-‐12H2,1H3/p+1/t18-‐,19+/m1/s1 WYJAPUKIYAZSEM-‐MOPGFXCFSA-‐O
THEAFLAVIN 75.27339696 53.00486308 c(c(O[H])c(O[H])c([H])c1[C@]2([H])[C@@]([H])(O[H])C([H])([H])c3c(c([H])c(c([H])c3O[H])O[H])O2)(C(=O)C([O-‐])=C([H])C([C@]4([H])[C@]([H])(O[H])C([H])([H])c5c(c([H])c(c([H])c5O[H])[O-‐])O4)=C6[H])c16 InChI=1S/C29H24O12/c30-‐11-‐3-‐17(32)15-‐8-‐21(36)28(40-‐23(15)5-‐11)10-‐1-‐13-‐14(7-‐20(35)27(39)25(13)26(38)19(34)2-‐10)29-‐22(37)9-‐16-‐18(33)4-‐12(31)6-‐24(16)41-‐29/h1-‐7,21-‐22,28-‐33,35-‐37,39H,8-‐9H2,(H,34,38)/p-‐2/t21-‐,22+,28-‐,29-‐/m1/s1 IPMYMEWFZKHGAX-‐WCQFOESSSA-‐L

SAPINDOSIDE	  A 112.886899 103.839627
[C@@]1([H])(C([H])([H])[H])O[C@@]([H])([C@]([H])([C@@]([H])([C@]1([H])O[H])O[H])O[H])O[C@]([H])([C@@]([H])(O[C@]2([H])[C@](C3([H])[C@@](C([H])([H])C2([H])[H])(C([H])([H])[H])C([H])(C([H])([H])C([H])=C4[C@]5(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C(O[H])=O)([C@@]4([H])C([H])([H
])C6(C([H])([H])[H])C([H])([H])[H])C([H])([H])C6([H])[H])[C@]5(C([H])([H])[H])C([H])([H])C3([H])[H])(C([H])([H])O[H])C([H])([H])[H])O7)[C@]([H])(O[H])[C@]([H])(O[H])C7([H])[H]

InChI=1S/C41H66O12/c1-‐21-‐28(44)30(46)31(47)33(51-‐21)53-‐32-‐29(45)24(43)19-‐50-‐34(32)52-‐27-‐11-‐12-‐37(4)25(38(27,5)20-‐42)10-‐13-‐40(7)26(37)9-‐8-‐22-‐23-‐18-‐36(2,3)14-‐16-‐41(23,35(48)49)17-‐15-‐39(22,40)6/h8,21,23-‐34,42-‐47H,9-‐20H2,1-‐7H3,(H,48,49)/t21-‐,23+,24-‐,25?,26?,27+,28-‐,29-‐,30-‐
,31+,32+,33-‐,34-‐,37+,38+,39+,40+,41-‐/m1/s1 KEOITPILCOILGM-‐IPEYGINNSA-‐N

RHODOMYRTOXIN	  B 37.47305357 8.077502919 c(C(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)(c(O[H])c(C([H])([H])[H])c(c12)oc(c(c(O[H])c3C(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)C([H])([H])[H])c1c3O[H])c2O[H] InChI=1S/C24H28O7/c1-‐7-‐9(3)17(25)15-‐19(27)11(5)23-‐13(21(15)29)14-‐22(30)16(18(26)10(4)8-‐2)20(28)12(6)24(14)31-‐23/h9-‐10,27-‐30H,7-‐8H2,1-‐6H3 SGFCERQKVVMREN-‐UHFFFAOYSA-‐N
DIHYDROFISSINOLIDE 77.16516576 71.88005448 [C@@]12(C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])C([H])(C([H])([C@]34C([H])([H])[H])C([H])([H])C(O[C@@]3([H])c5c([H])c([H])oc5[H])=O)C1([H])C([H])([H])C4([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C29H38O8/c1-‐15(30)36-‐26-‐18-‐11-‐17-‐19(29(5,24(18)33)21(27(26,2)3)13-‐22(31)34-‐6)7-‐9-‐28(4)20(17)12-‐23(32)37-‐25(28)16-‐8-‐10-‐35-‐14-‐16/h8,10,14,17-‐21,25-‐26H,7,9,11-‐13H2,1-‐6H3/t17?,18-‐,19?,20?,21+,25+,26+,28-‐,29-‐/m1/s1 INDUNANCUDNZJY-‐BMJUORMOSA-‐N
GOSSYPOL 15.80724044 24.45241158 c(c(C([H])([H])[H])c([H])c(c12)c(C([H])(C([H])([H])[H])C([H])([H])[H])c(c(O[H])c1C([H])=O)O[H])(c2O[H])c(c(C([H])([H])[H])c([H])c(c34)c(C([H])(C([H])([H])[H])C([H])([H])[H])c(c(O[H])c3C([H])=O)O[H])c4O[H] InChI=1S/C30H30O8/c1-‐11(2)19-‐15-‐7-‐13(5)21(27(35)23(15)17(9-‐31)25(33)29(19)37)22-‐14(6)8-‐16-‐20(12(3)4)30(38)26(34)18(10-‐32)24(16)28(22)36/h7-‐12,33-‐38H,1-‐6H3 QBKSWRVVCFFDOT-‐UHFFFAOYSA-‐N 5.34 5.49

HEDERAGENIN 18.59039825 40.17957861
[C@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C(=C([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(O[H])[C@@]4(C([H])([H])[H])C([H])([H])O[H])C([H])([C@@]25C(O[H])=O)C([H])([H])C(C([H])([H])C5([H])[H])(C([H])([H])[H])C(
[H])([H])[H] InChI=1S/C30H48O4/c1-‐25(2)13-‐15-‐30(24(33)34)16-‐14-‐28(5)19(20(30)17-‐25)7-‐8-‐22-‐26(3)11-‐10-‐23(32)27(4,18-‐31)21(26)9-‐12-‐29(22,28)6/h7,20-‐23,31-‐32H,8-‐18H2,1-‐6H3,(H,33,34)/t20?,21?,22?,23-‐,26-‐,27-‐,28+,29+,30-‐/m0/s1 PGOYMURMZNDHNS-‐NJMHOMCLSA-‐N 6.05 5.42

7,8-‐DIHYDROXYFLAVONE 140.5549909 107.2856125 c12c(c([H])c([H])c([O-‐])c1O[H])C(=O)C([H])=C(c3c([H])c([H])c([H])c([H])c3[H])O2 InChI=1S/C15H10O4/c16-‐11-‐7-‐6-‐10-‐12(17)8-‐13(19-‐15(10)14(11)18)9-‐4-‐2-‐1-‐3-‐5-‐9/h1-‐8,16,18H/p-‐1 COCYGNDCWFKTMF-‐UHFFFAOYSA-‐M

UBIDECARENEONE 137.7290153 118.5951816
C(OC([H])([H])[H])(C(=O)C(C([H])([H])[H])=C(C1=O)C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(\C([H])([H])[H])/C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\
C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])=C1OC([H])([H])[H]

InChI=1S/C59H90O4/c1-‐44(2)24-‐15-‐25-‐45(3)26-‐16-‐27-‐46(4)28-‐17-‐29-‐47(5)30-‐18-‐31-‐48(6)32-‐19-‐33-‐49(7)34-‐20-‐35-‐50(8)36-‐21-‐37-‐51(9)38-‐22-‐39-‐52(10)40-‐23-‐41-‐53(11)42-‐43-‐55-‐54(12)56(60)58(62-‐13)59(63-‐14)57(55)61/h24,26,28,30,32,34,36,38,40,42H,15-‐23,25,27,29,31,33,35,37,39,41,43H2,1-‐
14H3/b45-‐26+,46-‐28+,47-‐30+,48-‐32+,49-‐34+,50-‐36-‐,51-‐38+,52-‐40+,53-‐42+ ACTIUHUUMQJHFO-‐AKWRHDLLSA-‐N

UVAOL 107.472392 121.5229738
C1(=C([H])C([H])([H])C2([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C4(C([H])([H])[H])C([H])([H])[H])O[H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C([H])([H])O[H])(C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]5([H
])C([H])([H])[H])[C@]15[H] InChI=1S/C30H50O2/c1-‐19-‐10-‐15-‐30(18-‐31)17-‐16-‐28(6)21(25(30)20(19)2)8-‐9-‐23-‐27(5)13-‐12-‐24(32)26(3,4)22(27)11-‐14-‐29(23,28)7/h8,19-‐20,22-‐25,31-‐32H,9-‐18H2,1-‐7H3/t19-‐,20+,22?,23?,24+,25+,27+,28-‐,29-‐,30-‐/m1/s1 XUARCIYIVXVTAE-‐AZUMOFOVSA-‐N

LEUCODIN 118.4882474 128.9720026 [C@]12([H])C(=C(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])([C@@]([H])(C(=O)O3)C([H])([H])[H])[C@@]13[H])C(C([H])=C2C([H])([H])[H])=O InChI=1S/C15H18O3/c1-‐7-‐4-‐5-‐10-‐9(3)15(17)18-‐14(10)13-‐8(2)6-‐11(16)12(7)13/h6,9-‐10,13-‐14H,4-‐5H2,1-‐3H3/t9-‐,10-‐,13-‐,14-‐/m0/s1 BJPSSVHNEGMBDQ-‐NUZBWSBOSA-‐N
CENTAUREIN 91.69597432 405.9204183 c12c(c([H])c(O[C@@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])c(OC([H])([H])[H])c1O[H])OC(=C(OC([H])([H])[H])C2=O)c4c([H])c([H])c(c(O[H])c4[H])OC([H])([H])[H] InChI=1S/C24H26O13/c1-‐32-‐11-‐5-‐4-‐9(6-‐10(11)26)21-‐23(34-‐3)18(29)15-‐12(35-‐21)7-‐13(22(33-‐2)17(15)28)36-‐24-‐20(31)19(30)16(27)14(8-‐25)37-‐24/h4-‐7,14,16,19-‐20,24-‐28,30-‐31H,8H2,1-‐3H3/t14-‐,16-‐,19+,20-‐,24+/m1/s1 GGMCFLXPZMBJMV-‐ZWOIFGKBSA-‐N
SAPPANONE	  A	  DIMETHYL	  ETHER 136.1175085 166.5928371 C(/C([H])([H])Oc(c12)c([H])c(c([H])c1[H])OC([H])([H])[H])(=C([H])/c(c([H])c([H])c(c3O[H])OC([H])([H])[H])c3[H])\C2=O InChI=1S/C18H16O5/c1-‐21-‐13-‐4-‐5-‐14-‐17(9-‐13)23-‐10-‐12(18(14)20)7-‐11-‐3-‐6-‐16(22-‐2)15(19)8-‐11/h3-‐9,19H,10H2,1-‐2H3/b12-‐7+ VCNDHJFYRZQMHX-‐KPKJPENVSA-‐N
TRIPTOPHENOLIDE 110.8043963 120.266355 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2=C3C([H])([H])OC2=O)[C@@]3([H])C([H])([H])C([H])([H])c4c1c([H])c([H])c(c4O[H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C20H24O3/c1-‐11(2)12-‐4-‐6-‐16-‐14(18(12)21)5-‐7-‐17-‐15-‐10-‐23-‐19(22)13(15)8-‐9-‐20(16,17)3/h4,6,11,17,21H,5,7-‐10H2,1-‐3H3/t17-‐,20+/m0/s1 KPXIBWGPZSPABK-‐FXAWDEMLSA-‐N

TOMATIDINE	  HYDROCHLORIDE 99.59391446 108.7624635
[C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])[C@@]([H])([C@]1([H])[C@]3([H])C([H])([H])[H])O[C@@]34C([H])([H])C([H])([H])C([H])(C([H])([H])[N+]4([H])[H])C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C6([H])[H])[C@@]56C(
[H])([H])[H] InChI=1S/C27H45NO2/c1-‐16-‐7-‐12-‐27(28-‐15-‐16)17(2)24-‐23(30-‐27)14-‐22-‐20-‐6-‐5-‐18-‐13-‐19(29)8-‐10-‐25(18,3)21(20)9-‐11-‐26(22,24)4/h16-‐24,28-‐29H,5-‐15H2,1-‐4H3/p+1/t16?,17-‐,18-‐,19-‐,20?,21?,22?,23-‐,24-‐,25-‐,26-‐,27-‐/m0/s1 XYNPYHXGMWJBLV-‐CLUOUSAISA-‐O

CELLOBIOSE	  (D[+]) 109.5704648 90.59978788 [C@]1([H])(O[C@]2([H])[C@@]([H])(C([H])([H])O[H])O[C@@]([H])([C@]([H])(O[H])[C@@]2([H])O[H])O[H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C12H22O11/c13-‐1-‐3-‐5(15)6(16)9(19)12(22-‐3)23-‐10-‐4(2-‐14)21-‐11(20)8(18)7(10)17/h3-‐20H,1-‐2H2/t3-‐,4-‐,5-‐,6+,7-‐,8-‐,9-‐,10-‐,11+,12+/m1/s1 GUBGYTABKSRVRQ-‐MFRLZQSSSA-‐N
MUCIC	  ACID 98.9827875 109.0086053 C([H])(O[H])(C([H])(O[H])C([O-‐])=O)C([H])(O[H])C([H])(O[H])C([O-‐])=O InChI=1S/C6H10O8/c7-‐1(3(9)5(11)12)2(8)4(10)6(13)14/h1-‐4,7-‐10H,(H,11,12)(H,13,14)/p-‐2 DSLZVSRJTYRBFB-‐UHFFFAOYSA-‐L
RHODOMYRTOXIN 66.22716093 31.12415048 c1(c(O[H])c(C([H])([H])[H])c(c2C(=O)C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])O[H])c2oc3c1c(O[H])c(C([H])([H])[H])c(c3C(=O)C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])O[H] InChI=1S/C24H28O7/c1-‐9(2)7-‐13(25)15-‐19(27)11(5)21(29)17-‐18-‐22(30)12(6)20(28)16(14(26)8-‐10(3)4)24(18)31-‐23(15)17/h9-‐10,27-‐30H,7-‐8H2,1-‐6H3 DEUFHKWBUJBCRS-‐UHFFFAOYSA-‐N

beta-‐AMYRIN	  ACETATE 110.0025354 112.9727841
[C@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@@](C23[H])(C([H])([H])[H])C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C2([H])[H])C3=C([H])C([H])([H])C4([H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])C5([H])[C@]4(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(OC(C([H])([H])[H])=O)C5(C([H]
)([H])[H])C([H])([H])[H] InChI=1S/C32H52O2/c1-‐21(33)34-‐26-‐13-‐14-‐30(7)24(28(26,4)5)12-‐15-‐32(9)25(30)11-‐10-‐22-‐23-‐20-‐27(2,3)16-‐17-‐29(23,6)18-‐19-‐31(22,32)8/h10,23-‐26H,11-‐20H2,1-‐9H3/t23?,24?,25?,26-‐,29+,30-‐,31+,32+/m0/s1 UMRPOGLIBDXFNK-‐PLIKLMKUSA-‐N

ARABITOL(D) 118.8074347 121.43229 C([H])(O[H])(C([H])(C([H])([H])O[H])O[H])C([H])(C([H])([H])O[H])O[H] InChI=1S/C5H12O5/c6-‐1-‐3(8)5(10)4(9)2-‐7/h3-‐10H,1-‐2H2 HEBKCHPVOIAQTA-‐UHFFFAOYSA-‐N
SOLIDAGENONE 78.78445758 48.25043944 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C2(C([H])([H])[H])C([H])([H])[H])C2([H])C(=O)C([H])=C(C([H])([H])[H])[C@]1(O[H])C([H])([H])C([H])([H])c(c([H])c([H])o3)c3[H] InChI=1S/C20H28O3/c1-‐14-‐12-‐16(21)17-‐18(2,3)8-‐5-‐9-‐19(17,4)20(14,22)10-‐6-‐15-‐7-‐11-‐23-‐13-‐15/h7,11-‐13,17,22H,5-‐6,8-‐10H2,1-‐4H3/t17?,19-‐,20+/m0/s1 XDYGCIOWNPNVIH-‐ZYJPSCNZSA-‐N



alpha-‐MANGOSTIN 110.4384986 150.2049736 c12c(c([H])c(c(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c1O[H])O[H])Oc(c3C2=O)c([H])c(c(OC([H])([H])[H])c3C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])O[H] InChI=1S/C24H26O6/c1-‐12(2)6-‐8-‐14-‐16(25)10-‐19-‐21(22(14)27)23(28)20-‐15(9-‐7-‐13(3)4)24(29-‐5)17(26)11-‐18(20)30-‐19/h6-‐7,10-‐11,25-‐27H,8-‐9H2,1-‐5H3 GNRIZKKCNOBBMO-‐UHFFFAOYSA-‐N
PROTOPORPHYRIN	  IX 94.63094074 49.55887756 c(c([H])c1n([H])c(c(C([H])([H])[H])c1C([H])([H])C([H])([H])C([O-‐])=O)c2[H])(c3C([H])([H])C([H])([H])C([O-‐])=O)nc(c3C([H])([H])[H])c([H])c(C(C([H])([H])[H])=C(c4c([H])c5nc2C(C([H])=C([H])[H])=C5C([H])([H])[H])C([H])=C([H])[H])n4[H] InChI=1S/C34H34N4O4/c1-‐7-‐21-‐17(3)25-‐13-‐26-‐19(5)23(9-‐11-‐33(39)40)31(37-‐26)16-‐32-‐24(10-‐12-‐34(41)42)20(6)28(38-‐32)15-‐30-‐22(8-‐2)18(4)27(36-‐30)14-‐29(21)35-‐25/h7-‐8,13-‐16,35,38H,1-‐2,9-‐12H2,3-‐6H3,(H,39,40)(H,41,42)/p-‐2/b25-‐13-‐,26-‐13-‐,27-‐14-‐,28-‐15-‐,29-‐14-‐,30-‐15-‐,31-‐16-‐,32-‐16-‐ KSFOVUSSGSKXFI-‐UJJXFSCMSA-‐L
DIHYDRO-‐beta-‐TUBAIC	  ACID 102.8052504 98.02290708 c(c([H])c([H])c1c2C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])O1)(C([O-‐])=O)c2OC([H])([H])[H] InChI=1S/C13H16O4/c1-‐13(2)7-‐6-‐8-‐10(17-‐13)5-‐4-‐9(12(14)15)11(8)16-‐3/h4-‐5H,6-‐7H2,1-‐3H3,(H,14,15)/p-‐1 LJMFGBZVIQCIAV-‐UHFFFAOYSA-‐M
PINOCEMBRIN 97.25061236 201.9854403 c12c(c([H])c(O[H])c([H])c1O[H])O[C@@]([H])(C([H])([H])C2=O)c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C15H12O4/c16-‐10-‐6-‐11(17)15-‐12(18)8-‐13(19-‐14(15)7-‐10)9-‐4-‐2-‐1-‐3-‐5-‐9/h1-‐7,13,16-‐17H,8H2/t13-‐/m0/s1 URFCJEUYXNAHFI-‐ZDUSSCGKSA-‐N
ASARININ	  (-‐) 116.7560722 107.713122 [C@@]1([H])(C([H])([H])O[C@]2([H])c(c([H])c([H])c(c34)OC([H])([H])O3)c4[H])[C@]2([H])C([H])([H])O[C@@]1([H])c(c([H])c([H])c(c56)OC([H])([H])O5)c6[H] InChI=1S/C20H18O6/c1-‐3-‐15-‐17(25-‐9-‐23-‐15)5-‐11(1)19-‐13-‐7-‐22-‐20(14(13)8-‐21-‐19)12-‐2-‐4-‐16-‐18(6-‐12)26-‐10-‐24-‐16/h1-‐6,13-‐14,19-‐20H,7-‐10H2/t13-‐,14-‐,19-‐,20+/m0/s1 PEYUIKBAABKQKQ-‐WZBLMQSHSA-‐N
PERILLIC	  ACID	  (-‐) 104.9850663 102.2202729 C(C([H])([H])C1([H])[H])(=C([H])C([H])([H])[C@]1([H])C(C([H])([H])[H])=C([H])[H])C([O-‐])=O InChI=1S/C10H14O2/c1-‐7(2)8-‐3-‐5-‐9(6-‐4-‐8)10(11)12/h5,8H,1,3-‐4,6H2,2H3,(H,11,12)/p-‐1/t8-‐/m0/s1 CDSMSBUVCWHORP-‐QMMMGPOBSA-‐M
3-‐HYDROXYCOUMARIN 116.7288245 126.8474101 C1(=O)C([O-‐])=C([H])c(c2O1)c([H])c([H])c([H])c2[H] InChI=1S/C9H6O3/c10-‐7-‐5-‐6-‐3-‐1-‐2-‐4-‐8(6)12-‐9(7)11/h1-‐5,10H/p-‐1 MJKVTPMWOKAVMS-‐UHFFFAOYSA-‐M
BISANHYDRORUTILANTINONE 115.2107384 104.072814 c1(c(c([H])c2c(c([H])c([H])c(c2C(OC([H])([H])[H])=O)C([H])([H])C([H])([H])[H])c1[O-‐])C(=O)c(c34)c(O[H])c([H])c([H])c3O[H])C4=O InChI=1S/C22H16O7/c1-‐3-‐9-‐4-‐5-‐10-‐11(15(9)22(28)29-‐2)8-‐12-‐16(19(10)25)21(27)18-‐14(24)7-‐6-‐13(23)17(18)20(12)26/h4-‐8,23-‐25H,3H2,1-‐2H3/p-‐1 DIAOGWYBBJCPAD-‐UHFFFAOYSA-‐M
HYDROCORTISONE 113.7938581 98.24313923 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]([H])(O[H])C2([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]24C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@]1(O[H])C(C([H])([H])O[H])=O InChI=1S/C21H30O5/c1-‐19-‐7-‐5-‐13(23)9-‐12(19)3-‐4-‐14-‐15-‐6-‐8-‐21(26,17(25)11-‐22)20(15,2)10-‐16(24)18(14)19/h9,14-‐16,18,22,24,26H,3-‐8,10-‐11H2,1-‐2H3/t14?,15?,16-‐,18?,19-‐,20-‐,21-‐/m0/s1 JYGXADMDTFJGBT-‐YDAVOWJHSA-‐N
CONESSINE 111.4583411 100.9377445 [C@](C([H])([H])C1([H])[H])(C2([H])[H])([C@]([H])(C([H])([H])C3([H])[H])[C@@]([H])([NH+]2C([H])([H])[H])C([H])([H])[H])C3([H])C([H])(C14[H])C([H])([H])C([H])=C5[C@]4(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C5([H])[H])[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C24H40N2/c1-‐16-‐20-‐8-‐9-‐22-‐19-‐7-‐6-‐17-‐14-‐18(25(3)4)10-‐12-‐23(17,2)21(19)11-‐13-‐24(20,22)15-‐26(16)5/h6,16,18-‐22H,7-‐15H2,1-‐5H3/p+2/t16-‐,18-‐,19?,20+,21?,22?,23-‐,24-‐/m0/s1 GPLGAQQQNWMVMM-‐YHQZIGKZSA-‐P
BERBERINE	  CHLORIDE 108.4455241 110.4336369 [n+](C([H])([H])C([H])([H])c(c12)c([H])c(c3c1[H])OC([H])([H])O3)(c4[H])c2c([H])c(c([H])c([H])c(OC([H])([H])[H])c5OC([H])([H])[H])c45 InChI=1S/C20H18NO4/c1-‐22-‐17-‐4-‐3-‐12-‐7-‐16-‐14-‐9-‐19-‐18(24-‐11-‐25-‐19)8-‐13(14)5-‐6-‐21(16)10-‐15(12)20(17)23-‐2/h3-‐4,7-‐10H,5-‐6,11H2,1-‐2H3/q+1 YBHILYKTIRIUTE-‐UHFFFAOYSA-‐N
MONOCROTALINE 94.8450298 100.665693 [C@@]1(C([H])([H])[H])(O[H])C(=O)OC([H])([H])C(=C2[H])[C@@]([C@]3([H])OC(=O)[C@]([H])(C([H])([H])[H])[C@@]1(C([H])([H])[H])O[H])([H])N(C2([H])[H])C([H])([H])C3([H])[H] InChI=1S/C16H23NO6/c1-‐9-‐13(18)23-‐11-‐5-‐7-‐17-‐6-‐4-‐10(12(11)17)8-‐22-‐14(19)16(3,21)15(9,2)20/h4,9,11-‐12,20-‐21H,5-‐8H2,1-‐3H3/t9-‐,11+,12+,15+,16-‐/m0/s1 QVCMHGGNRFRMAD-‐XFGHUUIASA-‐N

SOLASODINE 113.5680914 91.830497
[C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])[C@@]([H])(C([H])([H])[C@@]([H])(C1([H])[C@]3([H])C([H])([H])[H])O[C@]34C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[N+]4([H])[H])C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])=C(C([H])([H])[C@@]([H])(O[H])C([H])([H])C6([H])[H])[C@@]56C([H])([H])[
H] InChI=1S/C27H43NO2/c1-‐16-‐7-‐12-‐27(28-‐15-‐16)17(2)24-‐23(30-‐27)14-‐22-‐20-‐6-‐5-‐18-‐13-‐19(29)8-‐10-‐25(18,3)21(20)9-‐11-‐26(22,24)4/h5,16-‐17,19-‐24,28-‐29H,6-‐15H2,1-‐4H3/p+1/t16-‐,17+,19+,20?,21?,22+,23+,24?,25+,26+,27-‐/m1/s1 KWVISVAMQJWJSZ-‐SNCAVQOYSA-‐O

CATECHIN	  TETRAMETHYLETHER 103.7433497 123.673476 O1[C@@]([H])([C@@]([H])(O[H])C([H])([H])c2c1c([H])c(OC([H])([H])[H])c([H])c2OC([H])([H])[H])c3c([H])c([H])c(c(OC([H])([H])[H])c3[H])OC([H])([H])[H] InChI=1S/C19H22O6/c1-‐21-‐12-‐8-‐16(23-‐3)13-‐10-‐14(20)19(25-‐17(13)9-‐12)11-‐5-‐6-‐15(22-‐2)18(7-‐11)24-‐4/h5-‐9,14,19-‐20H,10H2,1-‐4H3/t14-‐,19+/m0/s1 GKPNPQODFXMCGO-‐IFXJQAMLSA-‐N
PIPERINE 97.81502898 186.1675895 C(=O)(\C([H])=C([H])\C([H])=C([H])\c(c([H])c([H])c(c12)OC([H])([H])O1)c2[H])N3C([H])([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C17H19NO3/c19-‐17(18-‐10-‐4-‐1-‐5-‐11-‐18)7-‐3-‐2-‐6-‐14-‐8-‐9-‐15-‐16(12-‐14)21-‐13-‐20-‐15/h2-‐3,6-‐9,12H,1,4-‐5,10-‐11,13H2/b6-‐2+,7-‐3+ MXXWOMGUGJBKIW-‐YPCIICBESA-‐N
IRIGENIN,	  7-‐BENZYL	  ETHER 36.97870246 60.68707894 c12c(c([H])c(c(OC([H])([H])[H])c1O[H])OC([H])([H])c3c([H])c([H])c([H])c([H])c3[H])OC([H])=C(c(c([H])c4OC([H])([H])[H])c([H])c(c4OC([H])([H])[H])O[H])C2=O InChI=1S/C25H22O8/c1-‐29-‐19-‐10-‐15(9-‐17(26)24(19)30-‐2)16-‐13-‐33-‐18-‐11-‐20(32-‐12-‐14-‐7-‐5-‐4-‐6-‐8-‐14)25(31-‐3)23(28)21(18)22(16)27/h4-‐11,13,26,28H,12H2,1-‐3H3 WSKWDXWDFFVUKX-‐UHFFFAOYSA-‐N
CYTISINE 106.1878576 99.70703534 N1(C([H])([H])[C@@]([H])(C2([H])[H])C([H])([H])C3([H])C([H])([H])[N+]2([H])[H])C3=C([H])C([H])=C([H])C1=O InChI=1S/C11H14N2O/c14-‐11-‐3-‐1-‐2-‐10-‐9-‐4-‐8(5-‐12-‐6-‐9)7-‐13(10)11/h1-‐3,8-‐9,12H,4-‐7H2/p+1/t8-‐,9?/m1/s1 ANJTVLIZGCUXLD-‐VEDVMXKPSA-‐O
ACETOSYRINGONE 115.4248275 104.7205556 c(O[H])(c(OC([H])([H])[H])c1[H])c(OC([H])([H])[H])c([H])c1C(C([H])([H])[H])=O InChI=1S/C10H12O4/c1-‐6(11)7-‐4-‐8(13-‐2)10(12)9(5-‐7)14-‐3/h4-‐5,12H,1-‐3H3 OJOBTAOGJIWAGB-‐UHFFFAOYSA-‐N

18alpha-‐GLYCYRRHETINIC	  ACID 59.14665175 47.07154966
C1(=C([H])C(=O)C2([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C4(C([H])([H])[H])C([H])([H])[H])O[H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@]5(C([H])([H])[H])C([O-‐
])=O)[C@]1([H])C5([H])[H] InChI=1S/C30H46O4/c1-‐25(2)21-‐8-‐11-‐30(7)23(28(21,5)10-‐9-‐22(25)32)20(31)16-‐18-‐19-‐17-‐27(4,24(33)34)13-‐12-‐26(19,3)14-‐15-‐29(18,30)6/h16,19,21-‐23,32H,8-‐15,17H2,1-‐7H3,(H,33,34)/p-‐1/t19-‐,21?,22+,23?,26-‐,27+,28+,29-‐,30-‐/m1/s1 MPDGHEJMBKOTSU-‐IYTIXWHISA-‐M

DUARTIN,	  DIMETHYL	  ETHER 110.8043963 113.1671066 c12c(c([H])c([H])c(OC([H])([H])[H])c1OC([H])([H])[H])C([H])([H])[C@@]([H])(C([H])([H])O2)c3c([H])c([H])c(c(OC([H])([H])[H])c3OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C20H24O6/c1-‐21-‐15-‐8-‐6-‐12-‐10-‐13(11-‐26-‐17(12)19(15)24-‐4)14-‐7-‐9-‐16(22-‐2)20(25-‐5)18(14)23-‐3/h6-‐9,13H,10-‐11H2,1-‐5H3/t13-‐/m0/s1 AXXBADPZGFAAHF-‐ZDUSSCGKSA-‐N
CELASTROL 90.71894968 147.4067297 C1(=C([H])C(=O)C(=C2C([H])([H])[H])[O-‐])C2=C([H])C([H])=C3[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4([C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]5(C([H])([H])[H])C([O-‐])=O)[C@@]4([H])C5([H])[H])C([H])([H])[H] InChI=1S/C29H38O4/c1-‐17-‐18-‐7-‐8-‐21-‐27(4,19(18)15-‐20(30)23(17)31)12-‐14-‐29(6)22-‐16-‐26(3,24(32)33)10-‐9-‐25(22,2)11-‐13-‐28(21,29)5/h7-‐8,15,22,31H,9-‐14,16H2,1-‐6H3,(H,32,33)/p-‐2/t22-‐,25-‐,26-‐,27+,28-‐,29+/m1/s1 KQJSQWZMSAGSHN-‐JJWQIEBTSA-‐L
CANTHARIDIN 105.7402168 102.4534599 [C@@]1(C([H])([H])[H])(C(=O)OC2=O)[C@]2(C([H])([H])[H])C([H])(C([H])([H])C3([H])[H])OC13[H] InChI=1S/C10H12O4/c1-‐9-‐5-‐3-‐4-‐6(13-‐5)10(9,2)8(12)14-‐7(9)11/h5-‐6H,3-‐4H2,1-‐2H3/t5?,6?,9-‐,10+ DHZBEENLJMYSHQ-‐OBDNUKKESA-‐N
APIIN 141.4697351 69.17249442 [C@]1([H])(O[C@]2([H])OC([H])([H])[C@@](C([H])([H])O[H])(O[H])[C@@]2([H])O[H])[C@@]([H])(O[H])[C@]([H])(O[H])[C@]([H])(O[C@@]1([H])Oc(c([H])c3[O-‐])c([H])c(c34)OC(=C([H])C4=O)c5c([H])c([H])c(c([H])c5[H])[O-‐])C([H])([H])O[H] InChI=1S/C26H28O14/c27-‐8-‐18-‐20(32)21(33)22(40-‐25-‐23(34)26(35,9-‐28)10-‐36-‐25)24(39-‐18)37-‐13-‐5-‐14(30)19-‐15(31)7-‐16(38-‐17(19)6-‐13)11-‐1-‐3-‐12(29)4-‐2-‐11/h1-‐7,18,20-‐25,27-‐30,32-‐35H,8-‐10H2/p-‐2/t18-‐,20-‐,21+,22-‐,23+,24-‐,25+,26-‐/m1/s1 NTDLXWMIWOECHG-‐YRCFQSNFSA-‐L
TRIOXSALEN 86.88870173 103.1012015 c(OC(=O)C([H])=C1C([H])([H])[H])(c2C([H])([H])[H])c1c([H])c(c([H])c(C([H])([H])[H])o3)c23 InChI=1S/C14H12O3/c1-‐7-‐4-‐12(15)17-‐14-‐9(3)13-‐10(6-‐11(7)14)5-‐8(2)16-‐13/h4-‐6H,1-‐3H3 FMHHVULEAZTJMA-‐UHFFFAOYSA-‐N
AZASERINE 107.5658126 100.432506 [N+](=C([H])C(=O)OC([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O)=[N-‐] InChI=1S/C5H7N3O4/c6-‐3(5(10)11)2-‐12-‐4(9)1-‐8-‐7/h1,3H,2,6H2,(H,10,11) MZZGOOYMKKIOOX-‐UHFFFAOYSA-‐N

BACITRACIN 77.51938585 78.20201289

N1=C(C([H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])[N+]([H])([H])[H])SC([H])([H])C1([H])C(=O)N([H])C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N([H])C([H])(C([H])([H])C([H])([H])C([O-‐
])=O)C(=O)N([H])C([H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])C(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])(C(=O)N([H])C([H])(C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])C2=O)N([H])C(=O)C([H])(C([H])([H])C(N([H])[H])=O)N([H])C(=O)C([H])(C([H])([H])C([O-‐
])=O)N([H])C(=O)C([H])(C([H])([H])c3c([H])n([H])c([H])n3)N([H])C(=O)C([H])(C([H])([H])c4c([H])c([H])c([H])c([H])c4[H])N([H])C(=O)C([H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])N2[H])=O

InChI=1S/C66H103N17O16S/c1-‐9-‐35(6)52(69)66-‐81-‐48(32-‐100-‐66)63(97)76-‐43(26-‐34(4)5)58(92)75-‐42(22-‐23-‐50(85)86)57(91)82-‐53(36(7)10-‐2)64(98)71-‐25-‐16-‐15-‐20-‐40-‐55(89)73-‐41(21-‐17-‐24-‐67)56(90)83-‐54(37(8)11-‐3)65(99)80-‐44(27-‐38-‐18-‐13-‐12-‐14-‐19-‐38)59(93)77-‐45(28-‐39-‐31-‐70-‐33-‐72-‐
39)60(94)79-‐47(30-‐51(87)88)62(96)78-‐46(29-‐49(68)84)61(95)74-‐40/h12-‐14,18-‐19,31,33-‐37,40-‐48,52-‐54H,9-‐11,15-‐17,20-‐30,32,67,69H2,1-‐8H3,(H2,68,84)(H,70,72)(H,71,98)(H,73,89)(H,74,95)(H,75,92)(H,76,97)(H,77,93)(H,78,96)(H,79,94)(H,80,99)(H,82,91)(H,83,90)(H,85,86)(H,87,88) VRKHYMXTJQCIND-‐UHFFFAOYSA-‐N

PHYSOSTIGMINE	  SALICYLATE 110.7732561 115.9653505 [C@](C([H])([H])[H])(C([H])([H])C([H])([H])[NH+]1C([H])([H])[H])(c(c([H])c(c([H])c2[H])OC(N([H])C([H])([H])[H])=O)c2N3C([H])([H])[H])[C@]13[H] InChI=1S/C15H21N3O2/c1-‐15-‐7-‐8-‐17(3)13(15)18(4)12-‐6-‐5-‐10(9-‐11(12)15)20-‐14(19)16-‐2/h5-‐6,9,13H,7-‐8H2,1-‐4H3,(H,16,19)/p+1/t13-‐,15+/m1/s1 PIJVFDBKTWXHHD-‐HIFRSBDPSA-‐O
DIHYDROCELASTROL 40.35352459 70.51979703 C1(=C([H])C([H])([H])c2c3c([H])c(c(O[H])c2C([H])([H])[H])[O-‐])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C4([H])C5([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]5(C([H])([H])[H])C([O-‐])=O InChI=1S/C29H40O4/c1-‐17-‐18-‐7-‐8-‐21-‐27(4,19(18)15-‐20(30)23(17)31)12-‐14-‐29(6)22-‐16-‐26(3,24(32)33)10-‐9-‐25(22,2)11-‐13-‐28(21,29)5/h8,15,22,30-‐31H,7,9-‐14,16H2,1-‐6H3,(H,32,33)/p-‐2/t22?,25-‐,26-‐,27-‐,28+,29-‐/m1/s1 WZAUFGYINZYCKH-‐KNBNFKIJSA-‐L
COLCHICINE 101.041935 75.11876268 C1(=C([H])C([H])=C(C2=O)OC([H])([H])[H])C([C@]([H])(C([H])([H])C([H])([H])c(c([H])c(c(OC([H])([H])[H])c3OC([H])([H])[H])OC([H])([H])[H])c13)N([H])C(C([H])([H])[H])=O)=C2[H] InChI=1S/C22H25NO6/c1-‐12(24)23-‐16-‐8-‐6-‐13-‐10-‐19(27-‐3)21(28-‐4)22(29-‐5)20(13)14-‐7-‐9-‐18(26-‐2)17(25)11-‐15(14)16/h7,9-‐11,16H,6,8H2,1-‐5H3,(H,23,24)/t16-‐/m0/s1 IAKHMKGGTNLKSZ-‐INIZCTEOSA-‐N
EMBELIN 94.22222525 98.02290708 C1(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=C([O-‐])C(C([H])=C([O-‐])C1=O)=O InChI=1S/C17H26O4/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐13-‐16(20)14(18)12-‐15(19)17(13)21/h12,18,21H,2-‐11H2,1H3/p-‐2 IRSFLDGTOHBADP-‐UHFFFAOYSA-‐L
TUBOCURARINE	  CHLORIDE 110.2516572 99.27952586 c(c(C([H])([H])C([H])([H])[N+]1(C([H])([H])[H])C([H])([H])[H])c([H])c(c2O[H])OC([H])([H])[H])([C@@]1([H])C([H])([H])c(c([H])c3[H])c([H])c(c3O[H])Oc(c(OC([H])([H])[H])c4[H])c([H])c(c4C([H])([H])C([H])([H])[NH+]5C([H])([H])[H])[C@@]56[H])c2Oc(c([H])c([H])c7C6([H])[H])c([H])c7[H] InChI=1S/C37H40N2O6/c1-‐38-‐14-‐12-‐24-‐19-‐32(42-‐4)33-‐21-‐27(24)28(38)16-‐22-‐6-‐9-‐26(10-‐7-‐22)44-‐37-‐35-‐25(20-‐34(43-‐5)36(37)41)13-‐15-‐39(2,3)29(35)17-‐23-‐8-‐11-‐30(40)31(18-‐23)45-‐33/h6-‐11,18-‐21,28-‐29H,12-‐17H2,1-‐5H3,(H-‐,40,41)/p+2/t28-‐,29+/m0/s1 JFJZZMVDLULRGK-‐URLMMPGGSA-‐P
SANGUINARINE	  SULFATE 92.4199846 134.6203097 [n+](C([H])([H])[H])(c1[H])c2c(c([H])c([H])c(c([H])c(c3c4[H])OC([H])([H])O3)c24)c(c15)c([H])c([H])c(OC([H])([H])O6)c56 InChI=1S/C20H14NO4/c1-‐21-‐8-‐15-‐12(4-‐5-‐16-‐20(15)25-‐10-‐22-‐16)13-‐3-‐2-‐11-‐6-‐17-‐18(24-‐9-‐23-‐17)7-‐14(11)19(13)21/h2-‐8H,9-‐10H2,1H3/q+1 INVGWHRKADIJHF-‐UHFFFAOYSA-‐N
AKLAVINE	  HYDROCHLORIDE 83.90702497 70.22183588 c1(c2O[H])c(c([H])c3c2[C@@]([H])(O[C@@]([H])(C4([H])[H])O[C@]([H])([C@@]([H])(O[H])[C@@]4([H])[NH+](C([H])([H])[H])C([H])([H])[H])C([H])([H])[H])C([H])([H])[C@@]([C@]3([H])C(OC([H])([H])[H])=O)(C([H])([H])C([H])([H])[H])O[H])C(=O)c(c5C1=O)c([H])c([H])c([H])c5O[H] InChI=1S/C30H35NO10/c1-‐6-‐30(38)12-‐19(41-‐20-‐11-‐17(31(3)4)25(33)13(2)40-‐20)22-‐15(24(30)29(37)39-‐5)10-‐16-‐23(28(22)36)27(35)21-‐14(26(16)34)8-‐7-‐9-‐18(21)32/h7-‐10,13,17,19-‐20,24-‐25,32-‐33,36,38H,6,11-‐12H2,1-‐5H3/p+1/t13-‐,17-‐,19-‐,20-‐,24-‐,25+,30+/m0/s1 LJZPVWKMAYDYAS-‐QKKPTTNWSA-‐O

PRISTIMEROL	  DIACETATE 83.44770662 94.13645724
C1(=C([H])C([H])([H])c(c2c([H])c(c3OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)c3C([H])([H])[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C4([H])C5([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]5(C([H])([H])[H])C(OC([H
])([H])[H])=O InChI=1S/C34H46O6/c1-‐20-‐23-‐10-‐11-‐26-‐32(6,24(23)18-‐25(39-‐21(2)35)28(20)40-‐22(3)36)15-‐17-‐34(8)27-‐19-‐31(5,29(37)38-‐9)13-‐12-‐30(27,4)14-‐16-‐33(26,34)7/h11,18,27H,10,12-‐17,19H2,1-‐9H3/t27?,30-‐,31-‐,32-‐,33+,34-‐/m1/s1 VYYRGVRXCDJOGG-‐VZDQOMHPSA-‐N

ACLACINOMYCIN	  A 107.1181719 95.52262435
c1(c2O[H])c(c([H])c3c2[C@@]([H])(O[C@]([H])(O[C@@]4([H])C([H])([H])[H])C([H])([H])[C@@]([H])([C@]4([H])O[C@@]([H])(C([H])([H])[C@]5([H])O[H])O[C@]([H])([C@@]5([H])O[C@@]6([H])C([H])([H])C([H])([H])C([C@]([H])(C([H])([H])[H])O6)=O)C([H])([H])[H])[NH+](C([H])([H])[H])C([H])([H])[H])C([
H])([H])[C@@]([C@]3([H])C(OC([H])([H])[H])=O)(C([H])([H])C([H])([H])[H])O[H])C(=O)c(c7C1=O)c([H])c([H])c([H])c7O[H]

InChI=1S/C42H53NO15/c1-‐8-‐42(51)17-‐28(33-‐22(35(42)41(50)52-‐7)14-‐23-‐34(38(33)49)37(48)32-‐21(36(23)47)10-‐9-‐11-‐26(32)45)56-‐30-‐15-‐24(43(5)6)39(19(3)54-‐30)58-‐31-‐16-‐27(46)40(20(4)55-‐31)57-‐29-‐13-‐12-‐25(44)18(2)53-‐29/h9-‐11,14,18-‐20,24,27-‐31,35,39-‐40,45-‐46,49,51H,8,12-‐13,15-‐17H2,1-‐
7H3/p+1/t18-‐,19-‐,20-‐,24-‐,27-‐,28-‐,29-‐,30-‐,31-‐,35-‐,39+,40+,42+/m0/s1 USZYSDMBJDPRIF-‐SVEJIMAYSA-‐O

FISETINIDOL 95.22649758 74.52284037 O1c2c(c([H])c([H])c(O[H])c2[H])C([H])([H])[C@]([H])(O[H])[C@@]1([H])c3c([H])c([H])c(c(O[H])c3[H])O[H] InChI=1S/C15H14O5/c16-‐10-‐3-‐1-‐8-‐5-‐13(19)15(20-‐14(8)7-‐10)9-‐2-‐4-‐11(17)12(18)6-‐9/h1-‐4,6-‐7,13,15-‐19H,5H2/t13-‐,15+/m0/s1 VFZYLYJWCROVLO-‐DZGCQCFKSA-‐N
DIMETHYLCAFFEIC	  ACID 91.89060074 108.801328 c([H])(c([H])c(c1[H])\C([H])=C([H])\C(=O)[O-‐])c(OC([H])([H])[H])c1OC([H])([H])[H] InChI=1S/C11H12O4/c1-‐14-‐9-‐5-‐3-‐8(4-‐6-‐11(12)13)7-‐10(9)15-‐2/h3-‐7H,1-‐2H3,(H,12,13)/p-‐1/b6-‐4+ HJBWJAPEBGSQPR-‐GQCTYLIASA-‐M
GRAYANOTOXIN	  I 95.97775557 79.67886383 C(C([H])([H])[C@@]1([H])O[H])(C2([H])[H])([C@@]([H])(C3([H])[H])[C@@](C([H])([H])[H])(O[H])[C@]([C@]14O[H])([H])C([H])([H])[C@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])(C3([H])[H])[C@]2(C([H])([H])[H])O[H] InChI=1S/C22H36O7/c1-‐11(23)29-‐17-‐12-‐6-‐7-‐13-‐20(5,27)14-‐8-‐15(24)18(2,3)22(14,28)16(25)9-‐21(13,17)10-‐19(12,4)26/h12-‐17,24-‐28H,6-‐10H2,1-‐5H3/t12?,13-‐,14-‐,15-‐,16+,17+,19+,20+,21?,22-‐/m0/s1 NXCYBYJXCJWMRY-‐RSJQAJMGSA-‐N
ALIZARIN 93.11285466 84.80897762 c12c(c([H])c([H])c(O[H])c1[O-‐])C(=O)c(c3C2=O)c([H])c([H])c([H])c3[H] InChI=1S/C14H8O4/c15-‐10-‐6-‐5-‐9-‐11(14(10)18)13(17)8-‐4-‐2-‐1-‐3-‐7(8)12(9)16/h1-‐6,15,18H/p-‐1 RGCKGOZRHPZPFP-‐UHFFFAOYSA-‐M
EPIGALLOCATECHIN-‐3-‐MONOGALLATE 45.88480746 49.04068424 O1[C@]([H])(c(c([H])c2O[H])c([H])c(c2O[H])O[H])[C@]([H])(OC(=O)c(c([H])c3O[H])c([H])c(c3O[H])O[H])C([H])([H])c4c1c([H])c(O[H])c([H])c4O[H] InChI=1S/C22H18O11/c23-‐10-‐5-‐12(24)11-‐7-‐18(33-‐22(31)9-‐3-‐15(27)20(30)16(28)4-‐9)21(32-‐17(11)6-‐10)8-‐1-‐13(25)19(29)14(26)2-‐8/h1-‐6,18,21,23-‐30H,7H2/t18-‐,21-‐/m1/s1 WMBWREPUVVBILR-‐WIYYLYMNSA-‐N
KHAYASIN 83.34260835 98.51519072 [C@]1(C([H])([H])[H])([C@@]([H])(C([H])([H])C(OC([H])([H])[H])=O)C2(C([H])([H])[H])C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])C(=C([C@]34C([H])([H])[H])C([H])([H])C(O[C@@]3([H])c5c([H])c([H])oc5[H])=O)C1([H])C([H])([H])C4([H])[H])C2([H])OC(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O InChI=1S/C32H42O8/c1-‐8-‐17(2)29(36)40-‐28-‐20-‐13-‐19-‐21(32(6,26(20)35)23(30(28,3)4)15-‐24(33)37-‐7)9-‐11-‐31(5)22(19)14-‐25(34)39-‐27(31)18-‐10-‐12-‐38-‐16-‐18/h10,12,16-‐17,20-‐21,23,27-‐28H,8-‐9,11,13-‐15H2,1-‐7H3/t17?,20-‐,21?,23+,27+,28?,31-‐,32-‐/m1/s1 OVTKCGJIOHGDAN-‐HMQLAQMASA-‐N
EMODIC	  ACID 72.89895463 150.0495156 c12c(c([H])c(C([O-‐])=O)c([H])c1O[H])C(=O)c(c3C2=O)c([H])c(c([H])c3[O-‐])O[H] InChI=1S/C15H8O7/c16-‐6-‐3-‐8-‐12(10(18)4-‐6)14(20)11-‐7(13(8)19)1-‐5(15(21)22)2-‐9(11)17/h1-‐4,16-‐18H,(H,21,22)/p-‐2 ZJXVNNSMRGTDBI-‐UHFFFAOYSA-‐L
2',4'-‐DIHYDROXYCHALCONE	  4'-‐GLUCOSIDE 107.4256816 99.51271285 [C@]1([H])(Oc(c([H])c2[H])c([H])c(c2C(=O)\C([H])=C([H])\c3c([H])c([H])c([H])c([H])c3[H])O[H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C21H22O8/c22-‐11-‐17-‐18(25)19(26)20(27)21(29-‐17)28-‐13-‐7-‐8-‐14(16(24)10-‐13)15(23)9-‐6-‐12-‐4-‐2-‐1-‐3-‐5-‐12/h1-‐10,17-‐22,24-‐27H,11H2/b9-‐6+/t17-‐,18-‐,19+,20-‐,21-‐/m1/s1 SYDNPHFWTKACIZ-‐QXUFBKIYSA-‐N
KHAYASIN	  C 67.17693786 59.28795699 [C@]1(C([H])([H])[H])([C@@]([H])(C([H])([H])C(OC([H])([H])[H])=O)C2(C([H])([H])[H])C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])C(=C([C@]34C([H])([H])[H])C([H])([H])C(O[C@@]3([H])c5c([H])c([H])oc5[H])=O)C1([H])C([H])([H])C4([H])[H])C2([H])OC(C([H])([H])C([H])([H])[H])=O InChI=1S/C30H38O8/c1-‐7-‐22(31)37-‐27-‐18-‐12-‐17-‐19(30(5,25(18)34)21(28(27,2)3)14-‐23(32)35-‐6)8-‐10-‐29(4)20(17)13-‐24(33)38-‐26(29)16-‐9-‐11-‐36-‐15-‐16/h9,11,15,18-‐19,21,26-‐27H,7-‐8,10,12-‐14H2,1-‐6H3/t18-‐,19?,21+,26+,27?,29-‐,30-‐/m1/s1 SXDJQLIGPRXBTP-‐FWRVHKANSA-‐N
LYCORINE 97.14162156 60.95913042 C1([H])([C@]([H])(O[H])[C@@]2([H])O[H])C([H])(C(=C2[H])C([H])([H])C3([H])[H])[NH+]3C([H])([H])c(c([H])c(OC([H])([H])O4)c4c5[H])c15 InChI=1S/C16H17NO4/c18-‐11-‐3-‐8-‐1-‐2-‐17-‐6-‐9-‐4-‐12-‐13(21-‐7-‐20-‐12)5-‐10(9)14(15(8)17)16(11)19/h3-‐5,11,14-‐16,18-‐19H,1-‐2,6-‐7H2/p+1/t11-‐,14?,15?,16+/m0/s1 XGVJWXAYKUHDOO-‐IWNGFBJFSA-‐O
SARMENTOGENIN 105.7518944 70.5845712 C1(C([H])([H])[H])(C([H])([H])[C@@]([H])(O[H])C2([H])C3([H])C([H])([H])C([H])([H])C([H])(C([H])([H])C([H])(O[H])C([H])([H])C4([H])[H])C24C([H])([H])[H])[C@]3(O[H])C([H])([H])C([H])([H])C1([H])C(C([H])([H])OC5=O)=C5[H] InChI=1S/C23H34O5/c1-‐21-‐7-‐5-‐15(24)10-‐14(21)3-‐4-‐17-‐20(21)18(25)11-‐22(2)16(6-‐8-‐23(17,22)27)13-‐9-‐19(26)28-‐12-‐13/h9,14-‐18,20,24-‐25,27H,3-‐8,10-‐12H2,1-‐2H3/t14?,15?,16?,17?,18-‐,20?,21?,22?,23+/m1/s1 FLMSQRUGSHIKCT-‐WZXDDJGJSA-‐N
SILIBININ 46.89297232 54.76672034 c12c(c([H])c(O[H])c([H])c1O[H])O[C@@]([H])([C@@]([H])(O[H])C2=O)c(c([H])c([H])c(c34)O[C@@]([H])([C@@]([H])(c5c([H])c([H])c(c(OC([H])([H])[H])c5[H])O[H])O3)C([H])([H])O[H])c4[H] InChI=1S/C25H22O10/c1-‐32-‐17-‐6-‐11(2-‐4-‐14(17)28)24-‐20(10-‐26)33-‐16-‐5-‐3-‐12(7-‐18(16)34-‐24)25-‐23(31)22(30)21-‐15(29)8-‐13(27)9-‐19(21)35-‐25/h2-‐9,20,23-‐29,31H,10H2,1H3/t20-‐,23+,24-‐,25-‐/m1/s1 SEBFKMXJBCUCAI-‐HKTJVKLFSA-‐N 5.37 5.21
FRAXETIN 106.2151053 68.87453327 c1(O[H])c([O-‐])c(OC([H])([H])[H])c([H])c(C([H])=C([H])C(=O)O2)c12 InChI=1S/C10H8O5/c1-‐14-‐6-‐4-‐5-‐2-‐3-‐7(11)15-‐10(5)9(13)8(6)12/h2-‐4,12-‐13H,1H3/p-‐1 HAVWRBANWNTOJX-‐UHFFFAOYSA-‐M
DIHYDRODEOXYGEDUNIN 54.65467397 22.80714782 C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])([H])C([H])([H])C(=O)C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C28H36O6/c1-‐16(29)33-‐22-‐13-‐19-‐25(2,3)21(30)8-‐11-‐26(19,4)18-‐7-‐10-‐27(5)20(28(18,22)6)14-‐23(31)34-‐24(27)17-‐9-‐12-‐32-‐15-‐17/h9,12,14-‐15,18-‐19,22,24H,7-‐8,10-‐11,13H2,1-‐6H3/t18?,19?,22-‐,24-‐,26+,27+,28+/m1/s1 QDBAUJQKYJXHPB-‐ZSGODOQRSA-‐N 5.11 5.45
APHYLLIC	  ACID 100.7461029 83.20257835 C1([H])(C([O-‐])=O)C([H])([H])C([H])([C@]2([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]2([H])[H])C([H])([H])N3C1([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C15H26N2O2/c18-‐15(19)12-‐9-‐11(13-‐5-‐1-‐3-‐7-‐16-‐13)10-‐17-‐8-‐4-‐2-‐6-‐14(12)17/h11-‐14,16H,1-‐10H2,(H,18,19)/t11?,12?,13-‐,14?/m0/s1 VFENFLGNSRQELY-‐RFPFOJJUSA-‐N
CITRININ 67.28982119 34.38876834 C1(=C([H])O[C@@]([H])([C@@]2([H])C([H])([H])[H])C([H])([H])[H])C2=C(C(=O)C(C([O-‐])=O)=C1[O-‐])C([H])([H])[H] InChI=1S/C13H14O5/c1-‐5-‐7(3)18-‐4-‐8-‐9(5)6(2)11(14)10(12(8)15)13(16)17/h4-‐5,7,15H,1-‐3H3,(H,16,17)/p-‐2/t5-‐,7-‐/m1/s1 CQIUKKVOEOPUDV-‐IYSWYEEDSA-‐L
PURPUROGALLIN 82.23713028 65.05285759 c12c(C([H])=C([H])C([H])=C(O[H])C1=O)c([H])c(c(O[H])c2O[H])O[H] InChI=1S/C11H8O5/c12-‐6-‐3-‐1-‐2-‐5-‐4-‐7(13)10(15)11(16)8(5)9(6)14/h1-‐4,13,15-‐16H,(H,12,14) WDGFFVCWBZVLCE-‐UHFFFAOYSA-‐N
CAFFEIC	  ACID 93.99645861 69.6000039 C([O-‐])(=O)\C([H])=C([H])\c(c([H])c([H])c(c1O[H])O[H])c1[H] InChI=1S/C9H8O4/c10-‐7-‐3-‐1-‐6(5-‐8(7)11)2-‐4-‐9(12)13/h1-‐5,10-‐11H,(H,12,13)/p-‐1/b4-‐2+ QAIPRVGONGVQAS-‐DUXPYHPUSA-‐M
THEAFLAVANIN 85.59248977 60.0004728 c1(c(O[H])c(O[H])c([H])c2[C@]3([H])[C@@]([H])(O[H])C([H])([H])c4c(c([H])c(c([H])c4O[H])O[H])O3)c2C([H])=C([H])C([H])=C(O[H])C1=O InChI=1S/C20H16O8/c21-‐8-‐4-‐13(23)11-‐7-‐15(25)20(28-‐16(11)5-‐8)10-‐6-‐14(24)19(27)17-‐9(10)2-‐1-‐3-‐12(22)18(17)26/h1-‐6,15,20-‐21,23-‐25,27H,7H2,(H,22,26)/t15-‐,20+/m0/s1 SPQGLWVRJNKSPU-‐MGPUTAFESA-‐N
CYCLOCREATINE 127.4612722 108.1855782 C(=[N+]([H])[H])(N([H])C([H])([H])C1([H])[H])N1C([H])([H])C([O-‐])=O InChI=1S/C5H9N3O2/c6-‐5-‐7-‐1-‐2-‐8(5)3-‐4(9)10/h1-‐3H2,(H2,6,7)(H,9,10) AMHZIUVRYRVYBA-‐UHFFFAOYSA-‐N
INDOLE-‐2-‐CARBOXYLIC	  ACID 117.7618005 121.3654746 c1(C([O-‐])=O)c([H])c(c2n1[H])c([H])c([H])c([H])c2[H] InChI=1S/C9H7NO2/c11-‐9(12)8-‐5-‐6-‐3-‐1-‐2-‐4-‐7(6)10-‐8/h1-‐5,10H,(H,11,12)/p-‐1 HCUARRIEZVDMPT-‐UHFFFAOYSA-‐M
AZACITIDINE 96.86647021 108.4464433 N1(C([H])=NC(=NC1=O)N([H])[H])[C@]2([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])C([H])([H])O[H] InChI=1S/C8H12N4O5/c9-‐7-‐10-‐2-‐12(8(16)11-‐7)6-‐5(15)4(14)3(1-‐13)17-‐6/h2-‐6,13-‐15H,1H2,(H2,9,11,16)/t3-‐,4-‐,5-‐,6-‐/m1/s1 NMUSYJAQQFHJEW-‐KVTDHHQDSA-‐N
QUINOLINIC	  ACID 104.1681171 103.9123601 c1(c([H])c([H])c([H])nc1C([O-‐])=O)C([O-‐])=O InChI=1S/C7H5NO4/c9-‐6(10)4-‐2-‐1-‐3-‐8-‐5(4)7(11)12/h1-‐3H,(H,9,10)(H,11,12)/p-‐2 GJAWHXHKYYXBSV-‐UHFFFAOYSA-‐L
TINIDAZOLE 99.37246754 87.04308651 c1(c([H])nc(C([H])([H])[H])n1C([H])([H])C([H])([H])S(C([H])([H])C([H])([H])[H])(=O)=O)[N+](=O)[O-‐] InChI=1S/C8H13N3O4S/c1-‐3-‐16(14,15)5-‐4-‐10-‐7(2)9-‐6-‐8(10)11(12)13/h6H,3-‐5H2,1-‐2H3 HJLSLZFTEKNLFI-‐UHFFFAOYSA-‐N
CYCLOLEUCINE 108.5310765 99.09256768 C([O-‐])(=O)C1(C([H])([H])C([H])([H])C([H])([H])C1([H])[H])[N+]([H])([H])[H] InChI=1S/C6H11NO2/c7-‐6(5(8)9)3-‐1-‐2-‐4-‐6/h1-‐4,7H2,(H,8,9) NILQLFBWTXNUOE-‐UHFFFAOYSA-‐N
ESTRIOL 102.7258165 110.1731215 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(O[H])c([H])c4[H])c24)C3([H])C([H])([H])[C@@]([H])(O[H])[C@]1([H])O[H] InChI=1S/C18H24O3/c1-‐18-‐7-‐6-‐13-‐12-‐5-‐3-‐11(19)8-‐10(12)2-‐4-‐14(13)15(18)9-‐16(20)17(18)21/h3,5,8,13-‐17,19-‐21H,2,4,6-‐7,9H2,1H3/t13?,14?,15?,16-‐,17+,18+/m1/s1 PROQIPRRNZUXQM-‐YDGSGPMOSA-‐N
ESTRADIOL	  VALERATE 129.7869819 291.5240241 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(O[H])c([H])c4[H])c24)C3([H])C([H])([H])C([H])([H])[C@]1([H])OC(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O InChI=1S/C23H32O3/c1-‐3-‐4-‐5-‐22(25)26-‐21-‐11-‐10-‐20-‐19-‐8-‐6-‐15-‐14-‐16(24)7-‐9-‐17(15)18(19)12-‐13-‐23(20,21)2/h7,9,14,18-‐21,24H,3-‐6,8,10-‐13H2,1-‐2H3/t18?,19?,20?,21-‐,23-‐/m0/s1 RSEPBGGWRJCQGY-‐ZZSVNSIZSA-‐N
SULFAMERAZINE 101.1753433 84.88163319 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])N([H])c2nc([H])c([H])c(C([H])([H])[H])n2 InChI=1S/C11H12N4O2S/c1-‐8-‐6-‐7-‐13-‐11(14-‐8)15-‐18(16,17)10-‐4-‐2-‐9(12)3-‐5-‐10/h2-‐7H,12H2,1H3,(H,13,14,15) QPPBRPIAZZHUNT-‐UHFFFAOYSA-‐N
PSEUDOEPHEDRINE	  HYDROCHLORIDE 102.7077877 86.09900345 [C@@]([H])(O[H])([C@]([H])(C([H])([H])[H])[N+]([H])([H])C([H])([H])[H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C10H15NO/c1-‐8(11-‐2)10(12)9-‐6-‐4-‐3-‐5-‐7-‐9/h3-‐8,10-‐12H,1-‐2H3/p+1/t8-‐,10+/m0/s1 KWGRBVOPPLSCSI-‐WCBMZHEXSA-‐O
ISOGUVACINE	  HYDROCHLORIDE 103.4830243 113.4649901 C([O-‐])(=O)C(C([H])([H])C1([H])[H])=C([H])C([H])([H])[N+]1([H])[H] InChI=1S/C6H9NO2/c8-‐6(9)5-‐1-‐3-‐7-‐4-‐2-‐5/h1,7H,2-‐4H2,(H,8,9) KRVDMABBKYMBHG-‐UHFFFAOYSA-‐N
AMINOCYCLOPROPANECARBOXYLIC	  ACID 99.31838127 125.8622913 C1([N+]([H])([H])[H])(C([H])([H])C1([H])[H])C([O-‐])=O InChI=1S/C4H7NO2/c5-‐4(1-‐2-‐4)3(6)7/h1-‐2,5H2,(H,6,7) PAJPWUMXBYXFCZ-‐UHFFFAOYSA-‐N
LEUCOPTERIN 98.1104545 136.6074472 C1(N([H])C(=O)C(N2[H])=O)=C2C(N([H])C(=[N+]([H])[H])N1[H])=O InChI=1S/C6H5N5O3/c7-‐6-‐10-‐2-‐1(3(12)11-‐6)8-‐4(13)5(14)9-‐2/h(H,8,13)(H4,7,9,10,11,12,14)/p+1 SFLOGVVDXPCWGR-‐UHFFFAOYSA-‐O
CARBIDOPA 113.1464385 134.5205267 C(C([H])([H])[H])(N([H])N([H])[H])(C([H])([H])c(c([H])c([H])c(c1O[H])O[H])c1[H])C([O-‐])=O InChI=1S/C10H14N2O4/c1-‐10(12-‐11,9(15)16)5-‐6-‐2-‐3-‐7(13)8(14)4-‐6/h2-‐4,12-‐14H,5,11H2,1H3,(H,15,16)/p-‐1 TZFNLOMSOLWIDK-‐UHFFFAOYSA-‐M
ANISINDIONE 75.62859356 74.63336313 C(=O)(c(c([H])c([H])c([H])c1[H])c1C2=O)[C-‐]2c3c([H])c([H])c(c([H])c3[H])OC([H])([H])[H] InChI=1S/C16H11O3/c1-‐19-‐11-‐8-‐6-‐10(7-‐9-‐11)14-‐15(17)12-‐4-‐2-‐3-‐5-‐13(12)16(14)18/h2-‐9H,1H3/q-‐1 QYQPJXQTDFMEPK-‐UHFFFAOYSA-‐N
GUAIAZULENE 50.28016013 49.10585407 c1(c(C([H])([H])[H])c([H])c2[H])c2c(C([H])([H])[H])c([H])c([H])c(C([H])(C([H])([H])[H])C([H])([H])[H])c1[H] InChI=1S/C15H18/c1-‐10(2)13-‐7-‐5-‐11(3)14-‐8-‐6-‐12(4)15(14)9-‐13/h5-‐10H,1-‐4H3 FWKQNCXZGNBPFD-‐UHFFFAOYSA-‐N
DINITOLMIDE 106.4397406 98.02426316 [N+](=O)([O-‐])c(c([H])c(c([H])c1C(N([H])[H])=O)[N+](=O)[O-‐])c1C([H])([H])[H] InChI=1S/C8H7N3O5/c1-‐4-‐6(8(9)12)2-‐5(10(13)14)3-‐7(4)11(15)16/h2-‐3H,1H3,(H2,9,12) ZEFNOZRLAWVAQF-‐UHFFFAOYSA-‐N
AMINOHYDROXYBUTYRIC	  ACID 106.5298844 120.5207687 C([O-‐])(=O)C([H])([H])C([H])(C([H])([H])[N+]([H])([H])[H])O[H] InChI=1S/C4H9NO3/c5-‐2-‐3(6)1-‐4(7)8/h3,6H,1-‐2,5H2,(H,7,8) YQGDEPYYFWUPGO-‐UHFFFAOYSA-‐N
FLOXURIDINE 109.162083 116.2599728 N1(C([H])=C(F)C(N([H])C1=O)=O)C2([H])C([H])([H])[C@]([H])([C@@]([H])(C([H])([H])O[H])O2)O[H] InChI=1S/C9H11FN2O5/c10-‐4-‐2-‐12(9(16)11-‐8(4)15)7-‐1-‐5(14)6(3-‐13)17-‐7/h2,5-‐7,13-‐14H,1,3H2,(H,11,15,16)/t5-‐,6-‐,7?/m1/s1 ODKNJVUHOIMIIZ-‐CQMSUOBXSA-‐N

ALEXIDINE	  HYDROCHLORIDE 772.4220527 69.95021427
N([H])(C(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])N([H])C(=N[H])N([H])C(N([H])C([H])([H])C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=[N+]([H])[H])=N[H])C(N([H])C([H])([H])C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C
([H])([H])[H])=[N+]([H])[H] InChI=1S/C26H56N10/c1-‐5-‐9-‐15-‐21(7-‐3)19-‐33-‐25(29)35-‐23(27)31-‐17-‐13-‐11-‐12-‐14-‐18-‐32-‐24(28)36-‐26(30)34-‐20-‐22(8-‐4)16-‐10-‐6-‐2/h21-‐22H,5-‐20H2,1-‐4H3,(H5,27,29,31,33,35)(H5,28,30,32,34,36)/p+2 LFVVNPBBFUSSHL-‐UHFFFAOYSA-‐P

ALTRETAMINE 101.3195734 109.7135021 n(c1N(C([H])([H])[H])C([H])([H])[H])c(N(C([H])([H])[H])C([H])([H])[H])nc(N(C([H])([H])[H])C([H])([H])[H])[nH+]1 InChI=1S/C9H18N6/c1-‐13(2)7-‐10-‐8(14(3)4)12-‐9(11-‐7)15(5)6/h1-‐6H3/p+1 UUVWYPNAQBNQJQ-‐UHFFFAOYSA-‐O
QUINAPRIL	  HYDROCHLORIDE 98.34482835 109.5147478 N1(C([H])([H])c(c([H])c([H])c([H])c2[H])c2C([H])([H])[C@@]1([H])C([O-‐])=O)C(=O)[C@]([H])(C([H])([H])[H])N([H])[C@@]([H])(C([H])([H])C([H])([H])c3c([H])c([H])c([H])c([H])c3[H])C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C25H30N2O5/c1-‐3-‐32-‐25(31)21(14-‐13-‐18-‐9-‐5-‐4-‐6-‐10-‐18)26-‐17(2)23(28)27-‐16-‐20-‐12-‐8-‐7-‐11-‐19(20)15-‐22(27)24(29)30/h4-‐12,17,21-‐22,26H,3,13-‐16H2,1-‐2H3,(H,29,30)/p-‐1/t17-‐,21-‐,22-‐/m0/s1 JSDRRTOADPPCHY-‐HSQYWUDLSA-‐M
LONIDAMINE 108.0082425 129.0299384 c1(C([O-‐])=O)c2c(n(C([H])([H])c(c([H])c([H])c(c3[H])Cl)c3Cl)n1)c([H])c([H])c([H])c2[H] InChI=1S/C15H10Cl2N2O2/c16-‐10-‐6-‐5-‐9(12(17)7-‐10)8-‐19-‐13-‐4-‐2-‐1-‐3-‐11(13)14(18-‐19)15(20)21/h1-‐7H,8H2,(H,20,21)/p-‐1 WDRYRZXSPDWGEB-‐UHFFFAOYSA-‐M
PROPENTOFYLLINE 110.4060673 126.346755 c12c(n(c([H])n1)C([H])([H])C([H])([H])C([H])([H])[H])C(N(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C(C([H])([H])[H])=O)C(=O)N2C([H])([H])[H])=O InChI=1S/C15H22N4O3/c1-‐4-‐8-‐18-‐10-‐16-‐13-‐12(18)14(21)19(15(22)17(13)3)9-‐6-‐5-‐7-‐11(2)20/h10H,4-‐9H2,1-‐3H3 RBQOQRRFDPXAGN-‐UHFFFAOYSA-‐N
CHAULMOOGRIC	  ACID 82.38937772 83.52761933 C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])C([H])([H])C([H])([H])C([H])=C1[H])([O-‐])=O InChI=1S/C18H32O2/c19-‐18(20)16-‐10-‐8-‐6-‐4-‐2-‐1-‐3-‐5-‐7-‐9-‐13-‐17-‐14-‐11-‐12-‐15-‐17/h11,14,17H,1-‐10,12-‐13,15-‐16H2,(H,19,20)/p-‐1 XMVQWNRDPAAMJB-‐UHFFFAOYSA-‐M
ESCULETIN 105.2859001 111.0799381 c12c(c([H])c(c([O-‐])c1[H])O[H])C([H])=C([H])C(=O)O2 InChI=1S/C9H6O4/c10-‐6-‐3-‐5-‐1-‐2-‐9(12)13-‐8(5)4-‐7(6)11/h1-‐4,10-‐11H/p-‐1 ILEDWLMCKZNDJK-‐UHFFFAOYSA-‐M
MEPHENTERMINE	  SULFATE 109.4144856 107.4775159 C(C([H])([H])[H])(C([H])([H])[H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])[N+]([H])([H])C([H])([H])[H] InChI=1S/C11H17N/c1-‐11(2,12-‐3)9-‐10-‐7-‐5-‐4-‐6-‐8-‐10/h4-‐8,12H,9H2,1-‐3H3/p+1 RXQCGGRTAILOIN-‐UHFFFAOYSA-‐O
HYDROCORTISONE	  BUTYRATE 98.05636823 100.3223601 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]([H])(O[H])C2([H])[C@@]3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]24C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@]1(OC(C([H])([H])C([H])([H])C([H])([H])[H])=O)C(C([H])([H])O[H])=O InChI=1S/C25H36O6/c1-‐4-‐5-‐21(30)31-‐25(20(29)14-‐26)11-‐9-‐18-‐17-‐7-‐6-‐15-‐12-‐16(27)8-‐10-‐23(15,2)22(17)19(28)13-‐24(18,25)3/h12,17-‐19,22,26,28H,4-‐11,13-‐14H2,1-‐3H3/t17-‐,18?,19-‐,22?,23-‐,24-‐,25-‐/m0/s1 BMCQMVFGOVHVNG-‐ZNBJZEBJSA-‐N
6alpha-‐METHYLPREDNISOLONE	  ACETATE 84.04802344 52.03748041 C12(C([H])([H])[H])C([C@]([H])(C([H])([H])C([H])(C([H])(C34C([H])([H])[H])C([H])([H])C([H])([H])[C@]3(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O)C1([H])[C@@]([H])(O[H])C4([H])[H])C([H])([H])[H])=C([H])C(=O)C([H])=C2[H] InChI=1S/C24H32O6/c1-‐13-‐9-‐16-‐17-‐6-‐8-‐24(29,20(28)12-‐30-‐14(2)25)23(17,4)11-‐19(27)21(16)22(3)7-‐5-‐15(26)10-‐18(13)22/h5,7,10,13,16-‐17,19,21,27,29H,6,8-‐9,11-‐12H2,1-‐4H3/t13-‐,16?,17?,19-‐,21?,22?,23?,24-‐/m0/s1 PLBHSZGDDKCEHR-‐COSSSRDQSA-‐N
HYOSCYAMINE 102.166925 97.7633981 [NH+](C([H])([H])[H])([C@]([H])(C([H])([H])C1([H])[H])C2([H])[H])C1([H])C([H])([H])[C@]2([H])OC(=O)[C@]([H])(C([H])([H])O[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C17H23NO3/c1-‐18-‐13-‐7-‐8-‐14(18)10-‐15(9-‐13)21-‐17(20)16(11-‐19)12-‐5-‐3-‐2-‐4-‐6-‐12/h2-‐6,13-‐16,19H,7-‐11H2,1H3/p+1/t13-‐,14?,15-‐,16-‐/m1/s1 RKUNBYITZUJHSG-‐QGAIPKOMSA-‐O
METOCLOPRAMIDE	  HYDROCHLORIDE 108.2065589 84.81952246 c1(C(N([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)c([H])c(Cl)c(c([H])c1OC([H])([H])[H])N([H])[H] InChI=1S/C14H22ClN3O2/c1-‐4-‐18(5-‐2)7-‐6-‐17-‐14(19)10-‐8-‐11(15)12(16)9-‐13(10)20-‐3/h8-‐9H,4-‐7,16H2,1-‐3H3,(H,17,19)/p+1 TTWJBBZEZQICBI-‐UHFFFAOYSA-‐O
NIACIN 89.88934096 124.4461667 C([O-‐])(=O)c(c([H])c([H])c([H])n1)c1[H] InChI=1S/C6H5NO2/c8-‐6(9)5-‐2-‐1-‐3-‐7-‐4-‐5/h1-‐4H,(H,8,9)/p-‐1 PVNIIMVLHYAWGP-‐UHFFFAOYSA-‐M
GEDUNIN 105.3940726 65.45339758 [C@]12([C@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C4([H])[C@@]3(C([H])([H])[H])C([H])=C([H])C(=O)C4(C([H])([H])[H])C([H])([H])[H])[C@@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C28H34O7/c1-‐15(29)33-‐20-‐13-‐18-‐24(2,3)19(30)8-‐10-‐25(18,4)17-‐7-‐11-‐26(5)21(16-‐9-‐12-‐32-‐14-‐16)34-‐23(31)22-‐28(26,35-‐22)27(17,20)6/h8-‐10,12,14,17-‐18,20-‐22H,7,11,13H2,1-‐6H3/t17?,18?,20-‐,21-‐,22-‐,25+,26-‐,27-‐,28-‐/m1/s1 YJXDGWUNRYLINJ-‐CSKXBANTSA-‐N

GAMBOGIC	  ACID 65.80292057 75.56502405
C(Oc(c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(C2=O)c(c3c1OC(C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])=C3[H])O[H])(C([H])(C([H])([H])C4([H])C5=O)C(O6)(C([H])([H])[H])C([H])([H])[H])(C2=C4[H])C56C([H])([H])\C([H])=C(\C([H])([H])[H])/C([O-‐
])=O InChI=1S/C38H44O8/c1-‐20(2)10-‐9-‐15-‐36(8)16-‐14-‐24-‐29(39)28-‐30(40)26-‐18-‐23-‐19-‐27-‐35(6,7)46-‐37(33(23)41,17-‐13-‐22(5)34(42)43)38(26,27)45-‐32(28)25(31(24)44-‐36)12-‐11-‐21(3)4/h10-‐11,13-‐14,16,18,23,27,39H,9,12,15,17,19H2,1-‐8H3,(H,42,43)/p-‐1/b22-‐13-‐ GEZHEQNLKAOMCA-‐XKZIYDEJSA-‐M

3,16-‐DIDEOXYMEXICANOLIDE-‐3beta-‐DIOL 53.75971038 51.44121743 [C@@]12(C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])C(=C([C@]34C([H])([H])[H])C([H])([H])C([H])(O[C@@]3([H])c5c([H])c([H])oc5[H])O[H])C1([H])C([H])([H])C4([H])[H])[C@]([H])(O[H])C(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C27H36O7/c1-‐25(2)19(12-‐20(28)32-‐5)27(4)17-‐6-‐8-‐26(3)18(15(17)10-‐16(22(25)30)23(27)31)11-‐21(29)34-‐24(26)14-‐7-‐9-‐33-‐13-‐14/h7,9,13,16-‐17,19,21-‐22,24,29-‐30H,6,8,10-‐12H2,1-‐5H3/t16-‐,17?,19-‐,21?,22-‐,24-‐,26+,27+/m0/s1 CNSUXOYAIZBGRY-‐AJTZKIQZSA-‐N
SERICETIN	  DIACETATE 81.93865878 106.7818758 c1(c(c(c(OC(C([H])([H])[H])(C([H])([H])[H])C([H])=C2[H])c2c1OC(C([H])([H])[H])=O)C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])OC(=C3OC(C([H])([H])[H])=O)c4c([H])c([H])c([H])c([H])c4[H])C3=O InChI=1S/C29H28O7/c1-‐16(2)12-‐13-‐20-‐25-‐21(14-‐15-‐29(5,6)36-‐25)26(33-‐17(3)30)22-‐23(32)28(34-‐18(4)31)24(35-‐27(20)22)19-‐10-‐8-‐7-‐9-‐11-‐19/h7-‐12,14-‐15H,13H2,1-‐6H3 IIKLIRVROMFZGV-‐UHFFFAOYSA-‐N
BIOTIN 96.70421139 93.05540495 C1(=O)N([H])C([H])(C([H])(C([H])(S2)C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([O-‐])=O)N1[H])C2([H])[H] InChI=1S/C10H16N2O3S/c13-‐8(14)4-‐2-‐1-‐3-‐7-‐9-‐6(5-‐16-‐7)11-‐10(15)12-‐9/h6-‐7,9H,1-‐5H2,(H,13,14)(H2,11,12,15)/p-‐1 YBJHBAHKTGYVGT-‐UHFFFAOYSA-‐M
CEFOXITIN	  SODIUM 82.78601039 68.58377826 [C@@]1(OC([H])([H])[H])(N([H])C(=O)C([H])([H])c2c([H])c([H])c([H])s2)[C@@]([H])(SC([H])([H])C(=C3C(=O)[O-‐])C([H])([H])OC(N([H])[H])=O)N3C1=O InChI=1S/C16H17N3O7S2/c1-‐25-‐16(18-‐10(20)5-‐9-‐3-‐2-‐4-‐27-‐9)13(23)19-‐11(12(21)22)8(6-‐26-‐15(17)24)7-‐28-‐14(16)19/h2-‐4,14H,5-‐7H2,1H3,(H2,17,24)(H,18,20)(H,21,22)/p-‐1/t14-‐,16+/m1/s1 WZOZEZRFJCJXNZ-‐ZBFHGGJFSA-‐M
CIMETIDINE 96.41575127 120.1977929 N(=C(\N([H])C([H])([H])C([H])([H])SC([H])([H])c1c(C([H])([H])[H])n([H])c([H])n1)/N([H])C([H])([H])[H])/C#N InChI=1S/C10H16N6S/c1-‐8-‐9(16-‐7-‐15-‐8)5-‐17-‐4-‐3-‐13-‐10(12-‐2)14-‐6-‐11/h7H,3-‐5H2,1-‐2H3,(H,15,16)(H2,12,13,14) AQIXAKUUQRKLND-‐UHFFFAOYSA-‐N
SULFAMETHOXAZOLE 94.46864543 104.2850245 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2c([H])c(on2)C([H])([H])[H] InChI=1S/C10H10N3O3S/c1-‐7-‐6-‐10(12-‐16-‐7)13-‐17(14,15)9-‐4-‐2-‐8(11)3-‐5-‐9/h2-‐6H,11H2,1H3/q-‐1 XTOMFSYHZUMKTG-‐UHFFFAOYSA-‐N
DIMETHYL	  4,4-‐o-‐PHENYLENE-‐BIS	  (3-‐THIOPHANATE) 92.95422978 119.005267 C(=S)([N+]([H])([H])c1c([H])c([H])c([H])c([H])c1[N+]([H])([H])C(=S)N([H])C(OC([H])([H])[H])=O)N([H])C(OC([H])([H])[H])=O InChI=1S/C12H14N4O4S2/c1-‐19-‐11(17)15-‐9(21)13-‐7-‐5-‐3-‐4-‐6-‐8(7)14-‐10(22)16-‐12(18)20-‐2/h3-‐6H,1-‐2H3,(H2,13,15,17,21)(H2,14,16,18,22)/p+2 QGHREAKMXXNCOA-‐UHFFFAOYSA-‐P
URSODIOL 149.7087592 70.93156376 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])[C@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])[C@@]([H])(O[H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H40O4/c1-‐14(4-‐7-‐21(27)28)17-‐5-‐6-‐18-‐22-‐19(9-‐11-‐24(17,18)3)23(2)10-‐8-‐16(25)12-‐15(23)13-‐20(22)26/h14-‐20,22,25-‐26H,4-‐13H2,1-‐3H3,(H,27,28)/p-‐1/t14-‐,15+,16-‐,17-‐,18?,19?,20+,22?,23+,24-‐/m1/s1 RUDATBOHQWOJDD-‐ZLEVCPGMSA-‐M
TOLBUTAMIDE 99.859244 125.2536062 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])C([H])([H])[H])[N-‐]C(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O InChI=1S/C12H18N2O3S/c1-‐3-‐4-‐9-‐13-‐12(15)14-‐18(16,17)11-‐7-‐5-‐10(2)6-‐8-‐11/h5-‐8H,3-‐4,9H2,1-‐2H3,(H2,13,14,15)/p-‐1 JLRGJRBPOGGCBT-‐UHFFFAOYSA-‐M
VIDARABINE 90.86289388 103.0924985 n1(c([H])nc2c1nc([H])nc2N([H])[H])[C@]3([H])O[C@@]([H])([C@@]([H])(O[H])[C@]3([H])O[H])C([H])([H])O[H] InChI=1S/C10H13N5O4/c11-‐8-‐5-‐9(13-‐2-‐12-‐8)15(3-‐14-‐5)10-‐7(18)6(17)4(1-‐16)19-‐10/h2-‐4,6-‐7,10,16-‐18H,1H2,(H2,11,12,13)/t4-‐,6-‐,7+,10-‐/m1/s1 OIRDTQYFTABQOQ-‐UHTZMRCNSA-‐N
WARFARIN 66.66830095 122.2226026 C1(C([H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])C(C([H])([H])[H])=O)=C([O-‐])c3c(c([H])c([H])c([H])c3[H])OC1=O InChI=1S/C19H16O4/c1-‐12(20)11-‐15(13-‐7-‐3-‐2-‐4-‐8-‐13)17-‐18(21)14-‐9-‐5-‐6-‐10-‐16(14)23-‐19(17)22/h2-‐10,15,21H,11H2,1H3/p-‐1 PJVWKTKQMONHTI-‐UHFFFAOYSA-‐M
XYLOMETAZOLINE	  HYDROCHLORIDE 99.17415121 86.28533564 c(C([H])([H])C1=[NH+]C([H])([H])C([H])([H])N1[H])(c(C([H])([H])[H])c2[H])c(C([H])([H])[H])c([H])c2C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C16H24N2/c1-‐11-‐8-‐13(16(3,4)5)9-‐12(2)14(11)10-‐15-‐17-‐6-‐7-‐18-‐15/h8-‐9H,6-‐7,10H2,1-‐5H3,(H,17,18)/p+1 HUCJFAOMUPXHDK-‐UHFFFAOYSA-‐O
ZOMEPIRAC	  SODIUM 118.6992959 132.9429142 c(C(=O)c1c([H])c([H])c(c([H])c1[H])Cl)(c(C([H])([H])[H])c([H])c2C([H])([H])C([O-‐])=O)n2C([H])([H])[H] InChI=1S/C15H14ClNO3/c1-‐9-‐7-‐12(8-‐13(18)19)17(2)14(9)15(20)10-‐3-‐5-‐11(16)6-‐4-‐10/h3-‐7H,8H2,1-‐2H3,(H,18,19)/p-‐1 ZXVNMYWKKDOREA-‐UHFFFAOYSA-‐M
BROXYQUINOLINE 75.68267983 57.31689226 c12c(c([H])c([H])c([H])n1)c(Br)c([H])c(Br)c2O[H] InChI=1S/C9H5Br2NO/c10-‐6-‐4-‐7(11)9(13)8-‐5(6)2-‐1-‐3-‐12-‐8/h1-‐4,13H ZDASUJMDVPTNTF-‐UHFFFAOYSA-‐N
FLOPROPIONE 107.449351 69.54028346 c1(C(C([H])([H])C([H])([H])[H])=O)c(O[H])c([H])c(c([H])c1O[H])[O-‐] InChI=1S/C9H10O4/c1-‐2-‐6(11)9-‐7(12)3-‐5(10)4-‐8(9)13/h3-‐4,10,12-‐13H,2H2,1H3/p-‐1 PTHLEKANMPKYDB-‐UHFFFAOYSA-‐M
HEXESTROL 43.21288708 46.62142496 C([H])(C([H])([H])C([H])([H])[H])(c1c([H])c([H])c(c([H])c1[H])O[H])C([H])(C([H])([H])C([H])([H])[H])c2c([H])c([H])c(c([H])c2[H])O[H] InChI=1S/C18H22O2/c1-‐3-‐17(13-‐5-‐9-‐15(19)10-‐6-‐13)18(4-‐2)14-‐7-‐11-‐16(20)12-‐8-‐14/h5-‐12,17-‐20H,3-‐4H2,1-‐2H3 PBBGSZCBWVPOOL-‐UHFFFAOYSA-‐N
HEXETIDINE 102.1308675 75.92526627 [NH+](C([H])([H])C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(C([H])([H])[C@](C([H])([H])[H])(N([H])[H])C([H])([H])N1C([H])([H])C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])C1([H])[H] InChI=1S/C21H45N3/c1-‐6-‐10-‐12-‐19(8-‐3)14-‐23-‐16-‐21(5,22)17-‐24(18-‐23)15-‐20(9-‐4)13-‐11-‐7-‐2/h19-‐20H,6-‐18,22H2,1-‐5H3/p+1 DTOUUUZOYKYHEP-‐UHFFFAOYSA-‐O
MECYSTEINE	  HYDROCHLORIDE 99.55275512 97.7633981 C(OC([H])([H])[H])(=O)C([H])(C([H])([H])S[H])[N+]([H])([H])[H] InChI=1S/C4H9NO2S/c1-‐7-‐4(6)3(5)2-‐8/h3,8H,2,5H2,1H3/p+1 MCYHPZGUONZRGO-‐UHFFFAOYSA-‐O
MERBROMIN 153.5308559 124.5082774 C1(C(=C([H])C(=O)C(Br)=C1[H])O2)=C(c3c([H])c([H])c([H])c([H])c3C(=O)[O-‐])c(c24)c([H])c(c(O)c4[Hg]O[H])Br InChI=1S/C20H9Br2O5.Hg.H2O/c21-‐13-‐5-‐11-‐17(7-‐15(13)23)27-‐18-‐8-‐16(24)14(22)6-‐12(18)19(11)9-‐3-‐1-‐2-‐4-‐10(9)20(25)26;;/h1-‐7,24H,(H,25,26);;1H2/q;+1;/p-‐2 OHCFGBLQZMYRTR-‐UHFFFAOYSA-‐L
OCTOPAMINE	  HYDROCHLORIDE 96.05517611 89.25422842 c1(C([H])(C([H])([H])[N+]([H])([H])[H])O[H])c([H])c([H])c(c([H])c1[H])O[H] InChI=1S/C8H11NO2/c9-‐5-‐8(11)6-‐1-‐3-‐7(10)4-‐2-‐6/h1-‐4,8,10-‐11H,5,9H2/p+1 QHGUCRYDKWKLMG-‐UHFFFAOYSA-‐O
PREGNENOLONE 110.3880385 82.19844976 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])=C(C([H])([H])[C@@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C21H32O2/c1-‐13(22)17-‐6-‐7-‐18-‐16-‐5-‐4-‐14-‐12-‐15(23)8-‐10-‐20(14,2)19(16)9-‐11-‐21(17,18)3/h4,15-‐19,23H,5-‐12H2,1-‐3H3/t15-‐,16?,17+,18?,19?,20-‐,21+/m0/s1 ORNBQBCIOKFOEO-‐WPVPORHCSA-‐N
ADENOSINE	  PHOSPHATE 90.71866381 91.5150589 n1(c([H])nc2c1nc([H])nc2N([H])[H])C3([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]3([H])O[H])C([H])([H])OP(O[H])([O-‐])=O InChI=1S/C10H14N5O7P/c11-‐8-‐5-‐9(13-‐2-‐12-‐8)15(3-‐14-‐5)10-‐7(17)6(16)4(22-‐10)1-‐21-‐23(18,19)20/h2-‐4,6-‐7,10,16-‐17H,1H2,(H2,11,12,13)(H2,18,19,20)/p-‐1/t4-‐,6-‐,7-‐,10?/m1/s1 UDMBCSSLTHHNCD-‐VTHZCTBJSA-‐M
HYDROXYZINE	  PAMOATE 13.57360931 12.16239327 [NH+](C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])N1C([H])([H])C([H])([H])OC([H])([H])C([H])([H])O[H])C([H])(c2c([H])c([H])c([H])c([H])c2[H])c3c([H])c([H])c(c([H])c3[H])Cl InChI=1S/C21H27ClN2O2/c22-‐20-‐8-‐6-‐19(7-‐9-‐20)21(18-‐4-‐2-‐1-‐3-‐5-‐18)24-‐12-‐10-‐23(11-‐13-‐24)14-‐16-‐26-‐17-‐15-‐25/h1-‐9,21,25H,10-‐17H2/p+1 ZQDWXGKKHFNSQK-‐UHFFFAOYSA-‐O 5.91 6.09
IBUPROFEN 98.25468456 111.6762011 C([O-‐])(=O)C([H])(C([H])([H])[H])c1c([H])c([H])c(c([H])c1[H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C13H18O2/c1-‐9(2)8-‐11-‐4-‐6-‐12(7-‐5-‐11)10(3)13(14)15/h4-‐7,9-‐10H,8H2,1-‐3H3,(H,14,15)/p-‐1 HEFNNWSXXWATRW-‐UHFFFAOYSA-‐M
IMIPRAMINE	  HYDROCHLORIDE 92.7739422 61.55284389 N1(C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])c2c(c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])c(c([H])c([H])c([H])c3[H])c13 InChI=1S/C19H24N2/c1-‐20(2)14-‐7-‐15-‐21-‐18-‐10-‐5-‐3-‐8-‐16(18)12-‐13-‐17-‐9-‐4-‐6-‐11-‐19(17)21/h3-‐6,8-‐11H,7,12-‐15H2,1-‐2H3/p+1 BCGWQEUPMDMJNV-‐UHFFFAOYSA-‐O
INDAPAMIDE 97.49747674 80.06184073 S(N([H])[H])(=O)(=O)c1c(Cl)c([H])c([H])c(c1[H])C(=O)[N-‐]N2C([H])(C([H])([H])[H])C([H])([H])c(c([H])c([H])c([H])c3[H])c23 InChI=1S/C16H16ClN3O3S/c1-‐10-‐8-‐11-‐4-‐2-‐3-‐5-‐14(11)20(10)19-‐16(21)12-‐6-‐7-‐13(17)15(9-‐12)24(18,22)23/h2-‐7,9-‐10H,8H2,1H3,(H3,18,19,21,22,23)/p-‐1 DIWQVNXTUVIBCG-‐UHFFFAOYSA-‐M
INDOMETHACIN 50.31621765 97.37831159 n1(C(=O)c2c([H])c([H])c(c([H])c2[H])Cl)c3c(c(C([H])([H])C([O-‐])=O)c1C([H])([H])[H])c([H])c(OC([H])([H])[H])c([H])c3[H] InChI=1S/C19H16ClNO4/c1-‐11-‐15(10-‐18(22)23)16-‐9-‐14(25-‐2)7-‐8-‐17(16)21(11)19(24)12-‐3-‐5-‐13(20)6-‐4-‐12/h3-‐9H,10H2,1-‐2H3,(H,22,23)/p-‐1 CGIGDMFJXJATDK-‐UHFFFAOYSA-‐M
INDOPROFEN 96.18137742 97.20440156 N1(c(c([H])c2[H])c([H])c([H])c2C([H])(C([H])([H])[H])C([O-‐])=O)C([H])([H])c(c3C1=O)c([H])c([H])c([H])c3[H] InChI=1S/C17H15NO3/c1-‐11(17(20)21)12-‐6-‐8-‐14(9-‐7-‐12)18-‐10-‐13-‐4-‐2-‐3-‐5-‐15(13)16(18)19/h2-‐9,11H,10H2,1H3,(H,20,21)/p-‐1 RJMIEHBSYVWVIN-‐UHFFFAOYSA-‐M
IODOQUINOL 87.45545866 86.69526644 c12c(c([H])c([H])c([H])n1)c(I)c([H])c(I)c2O[H] InChI=1S/C9H5I2NO/c10-‐6-‐4-‐7(11)9(13)8-‐5(6)2-‐1-‐3-‐12-‐8/h1-‐4,13H UXZFQZANDVDGMM-‐UHFFFAOYSA-‐N
ISONIAZID 98.93977736 88.39710038 C([N-‐]N([H])[H])(c(c([H])c1[H])c([H])c([H])n1)=O InChI=1S/C6H7N3O/c7-‐9-‐6(10)5-‐1-‐3-‐8-‐4-‐2-‐5/h1-‐4H,(H3,7,8,9,10)/p-‐1 OSGOEONOZAIVFX-‐UHFFFAOYSA-‐M
ISOPROPAMIDE	  IODIDE 91.67418798 83.42824216 [N+](C([H])([H])[H])(C([H])(C([H])([H])[H])C([H])([H])[H])(C([H])(C([H])([H])[H])C([H])([H])[H])C([H])([H])C([H])([H])C(c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])c2[H])C(N([H])[H])=O InChI=1S/C23H32N2O/c1-‐18(2)25(5,19(3)4)17-‐16-‐23(22(24)26,20-‐12-‐8-‐6-‐9-‐13-‐20)21-‐14-‐10-‐7-‐11-‐15-‐21/h6-‐15,18-‐19H,16-‐17H2,1-‐5H3,(H-‐,24,26)/p+1 JTPUMZTWMWIVPA-‐UHFFFAOYSA-‐O
ISOPROTERENOL	  HYDROCHLORIDE 88.7174717 105.2042633 c1([H])c(C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])c([H])c([H])c([O-‐])c1O[H] InChI=1S/C11H17NO3/c1-‐7(2)12-‐6-‐11(15)8-‐3-‐4-‐9(13)10(14)5-‐8/h3-‐5,7,11-‐15H,6H2,1-‐2H3 JWZZKOKVBUJMES-‐UHFFFAOYSA-‐N
ISOXSUPRINE	  HYDROCHLORIDE 77.52161312 38.43523106 [N+]([H])([H])([C@]([H])(C([H])([H])[H])C([H])([H])Oc1c([H])c([H])c([H])c([H])c1[H])[C@]([H])(C([H])([H])[H])[C@]([H])(O[H])c2c([H])c([H])c(c([H])c2[H])O[H] InChI=1S/C18H23NO3/c1-‐13(12-‐22-‐17-‐6-‐4-‐3-‐5-‐7-‐17)19-‐14(2)18(21)15-‐8-‐10-‐16(20)11-‐9-‐15/h3-‐11,13-‐14,18-‐21H,12H2,1-‐2H3/p+1/t13-‐,14-‐,18+/m1/s1 BMUKKTUHUDJSNZ-‐LBTNJELSSA-‐O
LEUCOVORIN	  CALCIUM 90.53837624 80.80716946 C1(C2=O)=C(N([H])C([H])([H])C([H])(C([H])([H])N([H])c(c([H])c3[H])c([H])c([H])c3C(=O)N([H])[C@@]([H])(C([H])([H])C([H])([H])C(=O)[O-‐])C(=O)[O-‐])N1C([H])=O)N([H])C(N([H])[H])=N2 InChI=1S/C20H23N7O7/c21-‐20-‐25-‐16-‐15(18(32)26-‐20)27(9-‐28)12(8-‐23-‐16)7-‐22-‐11-‐3-‐1-‐10(2-‐4-‐11)17(31)24-‐13(19(33)34)5-‐6-‐14(29)30/h1-‐4,9,12-‐13,22H,5-‐8H2,(H,24,31)(H,29,30)(H,33,34)(H4,21,23,25,26,32)/p-‐2/t12?,13-‐/m0/s1 VVIAGPKUTFNRDU-‐ABLWVSNPSA-‐L
LEVONORDEFRIN 80.26198431 58.62121754 c1(c([H])c([H])c(c(O[H])c1[H])O[H])[C@@]([H])(O[H])[C@]([H])(C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C9H13NO3/c1-‐5(10)9(13)6-‐2-‐3-‐7(11)8(12)4-‐6/h2-‐5,9,11-‐13H,10H2,1H3/p+1/t5-‐,9-‐/m0/s1 GEFQWZLICWMTKF-‐CDUCUWFYSA-‐O



MAFENIDE	  HYDROCHLORIDE 85.40018027 81.65187535 S(N([H])[H])(=O)(=O)c1c([H])c([H])c(c([H])c1[H])C([H])([H])[N+]([H])([H])[H] InChI=1S/C7H10N2O2S/c8-‐5-‐6-‐1-‐3-‐7(4-‐2-‐6)12(9,10)11/h1-‐4H,5,8H2,(H2,9,10,11)/p+1 TYMRLRRVMHJFTF-‐UHFFFAOYSA-‐O
LINCOMYCIN	  HYDROCHLORIDE 97.69579307 83.00588922 [C@]1([H])([C@]([H])([C@]([H])(C([H])([H])[H])O[H])N([H])C(=O)[C@]2([H])C([H])([H])[C@]([H])(C([H])([H])[NH+]2C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])[C@]([H])(O[H])[C@]([H])(O[H])[C@]([H])([C@@]([H])(SC([H])([H])[H])O1)O[H] InChI=1S/C18H34N2O6S/c1-‐5-‐6-‐10-‐7-‐11(20(3)8-‐10)17(25)19-‐12(9(2)21)16-‐14(23)13(22)15(24)18(26-‐16)27-‐4/h9-‐16,18,21-‐24H,5-‐8H2,1-‐4H3,(H,19,25)/p+1/t9-‐,10+,11-‐,12-‐,13-‐,14+,15+,16+,18+/m0/s1 OJMMVQQUTAEWLP-‐LPSAIEBYSA-‐O
MECLIZINE	  HYDROCHLORIDE 79.23434511 80.22332862 N(C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])N1C([H])([H])c2c([H])c([H])c([H])c(C([H])([H])[H])c2[H])C([H])(c3c([H])c([H])c([H])c([H])c3[H])c4c([H])c([H])c(c([H])c4[H])Cl InChI=1S/C25H27ClN2/c1-‐20-‐6-‐5-‐7-‐21(18-‐20)19-‐27-‐14-‐16-‐28(17-‐15-‐27)25(22-‐8-‐3-‐2-‐4-‐9-‐22)23-‐10-‐12-‐24(26)13-‐11-‐23/h2-‐13,18,25H,14-‐17,19H2,1H3 OCJYIGYOJCODJL-‐UHFFFAOYSA-‐N
MEROGEDUNIN 83.05644176 106.3471007 [C@@](C([H])([H])[H])(C([H])(C([H])([H])C1([H])[C@]2(C([H])([H])[H])C([H])=C([H])C(=O)C1(C([H])([H])[H])C([H])([H])[H])O3)(C24[H])C(=C(C([H])([H])C4([H])[H])C([H])([H])[H])C([H])(C3=O)O[H] InChI=1S/C21H28O4/c1-‐11-‐6-‐7-‐12-‐20(4)9-‐8-‐14(22)19(2,3)13(20)10-‐15-‐21(12,5)16(11)17(23)18(24)25-‐15/h8-‐9,12-‐13,15,17,23H,6-‐7,10H2,1-‐5H3/t12?,13?,15?,17?,20-‐,21+/m1/s1 XQOSNJUURCKQGN-‐AXSGJTORSA-‐N
SULFADIAZINE 74.07812039 90.80699661 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])N([H])c2nc([H])c([H])c([H])n2 InChI=1S/C10H10N4O2S/c11-‐8-‐2-‐4-‐9(5-‐3-‐8)17(15,16)14-‐10-‐12-‐6-‐1-‐7-‐13-‐10/h1-‐7H,11H2,(H,12,13,14) SEEPANYCNGTZFQ-‐UHFFFAOYSA-‐N
GRISEOFULVIC	  ACID 85.63455412 81.68914179 C1(C([H])(C([H])([H])[H])C([H])([H])C(C([H])=C1[O-‐])=O)(Oc2c3c(OC([H])([H])[H])c([H])c(OC([H])([H])[H])c2Cl)C3=O InChI=1S/C16H15ClO6/c1-‐7-‐4-‐8(18)5-‐11(19)16(7)15(20)12-‐9(21-‐2)6-‐10(22-‐3)13(17)14(12)23-‐16/h5-‐7,19H,4H2,1-‐3H3/p-‐1 KUTVEHNZHKAAAO-‐UHFFFAOYSA-‐M

11alpha-‐ACETOXYKHIVORIN 46.09671331 20.57087125
[C@]1([C@]2(C([H])([H])[H])[C@]([H])(c3c([H])c([H])oc3[H])OC4=O)([C@](C([H])([H])[H])([C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@]6(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C5(C([H])([H])[H])C([H])([H])[H])C6([H])[C@]([H])(OC(=O)C([
H])([H])[H])C2([H])[H])[C@]4([H])O1 InChI=1S/C34H44O12/c1-‐16(35)41-‐21-‐14-‐31(7)27(20-‐10-‐11-‐40-‐15-‐20)45-‐29(39)28-‐34(31,46-‐28)33(9)25(44-‐19(4)38)12-‐22-‐30(5,6)23(42-‐17(2)36)13-‐24(43-‐18(3)37)32(22,8)26(21)33/h10-‐11,15,21-‐28H,12-‐14H2,1-‐9H3/t21-‐,22?,23-‐,24+,25-‐,26?,27+,28-‐,31+,32-‐,33-‐,34-‐/m1/s1 RPPVTVIFAKGTDU-‐UZPZSMPOSA-‐N 5.4 6.06

HUMILIN	  A 34.35087418 22.33864101 [C@@]12(O[H])C(=O)[C@@]([C@@]([H])(C([H])([H])C(OC([H])([H])[H])=O)C(C([H])([H])[H])(C([H])([H])[H])C1([H])OC(C([H])([H])[H])=O)(C([H])(C([H])([H])C([H])([H])[C@]3(C([H])([H])[H])C4([H])C([H])([H])C(=O)O[C@@]3([H])c5c([H])c([H])oc5[H])C4=C2[H])C([H])([H])[H] InChI=1S/C29H36O9/c1-‐15(30)37-‐25-‐26(2,3)20(12-‐21(31)35-‐6)28(5)18-‐7-‐9-‐27(4)19(17(18)13-‐29(25,34)24(28)33)11-‐22(32)38-‐23(27)16-‐8-‐10-‐36-‐14-‐16/h8,10,13-‐14,18-‐20,23,25,34H,7,9,11-‐12H2,1-‐6H3/t18?,19?,20-‐,23-‐,25?,27+,28+,29-‐/m0/s1 ODHSWYNEXJIJEI-‐ZHVFSVHYSA-‐N
ISOGEDUNIN 46.89379575 18.57083978 [C@]12([C@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C([H])([C@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([H])=C([H])C4=O)[C@@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C28H34O7/c1-‐15(29)33-‐20-‐13-‐18-‐24(2,3)10-‐8-‐19(30)26(18,5)17-‐7-‐11-‐25(4)21(16-‐9-‐12-‐32-‐14-‐16)34-‐23(31)22-‐28(25,35-‐22)27(17,20)6/h8-‐10,12,14,17-‐18,20-‐22H,7,11,13H2,1-‐6H3/t17?,18?,20-‐,21-‐,22-‐,25-‐,26+,27-‐,28-‐/m1/s1 IYBDWVUOOFQLSF-‐XARZPNQVSA-‐N
TOTAROL 131.2671968 159.4117659 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C2(C([H])([H])[H])C([H])([H])[H])C2([H])C([H])([H])C([H])([H])c3c1c([H])c([H])c(c3C([H])(C([H])([H])[H])C([H])([H])[H])O[H] InChI=1S/C20H30O/c1-‐13(2)18-‐14-‐7-‐10-‐17-‐19(3,4)11-‐6-‐12-‐20(17,5)15(14)8-‐9-‐16(18)21/h8-‐9,13,17,21H,6-‐7,10-‐12H2,1-‐5H3/t17?,20-‐/m1/s1 ZRVDANDJSTYELM-‐UUSAFJCLSA-‐N
3beta-‐ACETOXYISOSPIROST-‐5-‐ENE 105.3883174 110.9722939 C1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])(C1([H])[C@]3([H])C([H])([H])[H])OC34C([H])([H])C([H])([H])C([H])(C([H])([H])O4)C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])=C(C([H])([H])[C@]([H])(C([H])([H])C6([H])[H])OC(C([H])([H])[H])=O)C56C([H])([H])[H] InChI=1S/C29H44O4/c1-‐17-‐8-‐13-‐29(31-‐16-‐17)18(2)26-‐25(33-‐29)15-‐24-‐22-‐7-‐6-‐20-‐14-‐21(32-‐19(3)30)9-‐11-‐27(20,4)23(22)10-‐12-‐28(24,26)5/h6,17-‐18,21-‐26H,7-‐16H2,1-‐5H3/t17?,18-‐,21-‐,22?,23?,24?,25?,26?,27?,28?,29?/m0/s1 CZCROZIJKBXZDP-‐QGELJSSUSA-‐N
LAUDANOSINE 114.6741254 107.4496578 c12c(C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C1([H])C([H])([H])c(c([H])c([H])c(c3OC([H])([H])[H])OC([H])([H])[H])c3[H])c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c2[H] InChI=1S/C21H27NO4/c1-‐22-‐9-‐8-‐15-‐12-‐20(25-‐4)21(26-‐5)13-‐16(15)17(22)10-‐14-‐6-‐7-‐18(23-‐2)19(11-‐14)24-‐3/h6-‐7,11-‐13,17H,8-‐10H2,1-‐5H3/p+1 KGPAYJZAMGEDIQ-‐UHFFFAOYSA-‐O
7beta-‐HYDROXY-‐7-‐DESACETOXYKHIVORINIC	  ACID,	  METHYL	  ESTER 72.8738278 66.58449859 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@@]([H])(O[H])C([H])([H])C4([H])[C@]3(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(C(OC([H])([H])[H])=O)OC5=O)C5([H])O2 InChI=1S/C28H40O10/c1-‐13(29)35-‐18-‐12-‐19(36-‐14(2)30)26(6)15-‐9-‐10-‐25(5)20(22(32)34-‐8)37-‐23(33)21-‐28(25,38-‐21)27(15,7)17(31)11-‐16(26)24(18,3)4/h15-‐21,31H,9-‐12H2,1-‐8H3/t15?,16?,17-‐,18+,19-‐,20-‐,21?,25-‐,26+,27-‐,28?/m0/s1 HJESSLHNQMBHEX-‐XZMBGRNKSA-‐N
2,3,4-‐TRIHYDROXY-‐4'-‐ETHOXYBENZOPHENONE 99.48100593 134.0565281 c1(c([H])c([H])c(c(O[H])c1O[H])O[H])C(=O)c2c([H])c([H])c(c([H])c2[H])OC([H])([H])C([H])([H])[H] InChI=1S/C15H14O5/c1-‐2-‐20-‐10-‐5-‐3-‐9(4-‐6-‐10)13(17)11-‐7-‐8-‐12(16)15(19)14(11)18/h3-‐8,16,18-‐19H,2H2,1H3 VYIBOCHDJVESIU-‐UHFFFAOYSA-‐N

THEAFLAVIN	  DIGALLATE 9.38236806 13.09978594 c(c(O[H])c(O[H])c([H])c1[C@]2([H])[C@]([H])(OC(=O)c(c([H])c3O[H])c([H])c(c3O[H])O[H])C([H])([H])c4c(c([H])c(c([H])c4O[H])O[H])O2)(C(=O)C([O-‐])=C([H])C([C@]5([H])[C@]([H])(OC(=O)c(c([H])c6O[H])c([H])c(c6O[H])O[H])C([H])([H])c7c(c([H])c(c([H])c7O[H])[O-‐])O5)=C8[H])c18
InChI=1S/C43H32O20/c44-‐17-‐7-‐23(46)21-‐12-‐33(62-‐42(58)15-‐3-‐25(48)36(54)26(49)4-‐15)40(60-‐31(21)9-‐17)14-‐1-‐19-‐20(11-‐30(53)39(57)35(19)38(56)29(52)2-‐14)41-‐34(13-‐22-‐24(47)8-‐18(45)10-‐32(22)61-‐41)63-‐43(59)16-‐5-‐27(50)37(55)28(51)6-‐16/h1-‐11,33-‐34,40-‐41,44-‐51,53-‐55,57H,12-‐
13H2,(H,52,56)/p-‐2/t33-‐,34-‐,40-‐,41-‐/m1/s1 ZEASWHWETFMWCV-‐ISBUVJFSSA-‐L 5.35 5.56

EPIAFZELECHIN	  TRIMETHYL	  ETHER 113.5614469 79.64276861 O1[C@]([H])(c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])[C@]([H])(O[H])C([H])([H])c3c1c([H])c(OC([H])([H])[H])c([H])c3OC([H])([H])[H] InChI=1S/C18H20O5/c1-‐20-‐12-‐6-‐4-‐11(5-‐7-‐12)18-‐15(19)10-‐14-‐16(22-‐3)8-‐13(21-‐2)9-‐17(14)23-‐18/h4-‐9,15,18-‐19H,10H2,1-‐3H3/t15-‐,18-‐/m1/s1 NMLBREXWQRPOJH-‐CRAIPNDOSA-‐N
7-‐DEACETOXY-‐7-‐OXOKHIVORIN 72.18599016 55.57787377 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C30H38O9/c1-‐15(31)36-‐21-‐13-‐22(37-‐16(2)32)28(6)18-‐8-‐10-‐27(5)23(17-‐9-‐11-‐35-‐14-‐17)38-‐25(34)24-‐30(27,39-‐24)29(18,7)20(33)12-‐19(28)26(21,3)4/h9,11,14,18-‐19,21-‐24H,8,10,12-‐13H2,1-‐7H3/t18?,19?,21-‐,22+,23+,24-‐,27+,28-‐,29+,30-‐/m1/s1 IKFXPERBVFYFMS-‐DPILJLKXSA-‐N
3-‐DEOXO-‐3beta-‐ACETOXYDEOXYDIHYDROGEDUNIN 20.65076695 14.97078313 C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(OC(C([H])([H])[H])=O)C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C30H40O7/c1-‐17(31)35-‐23-‐9-‐12-‐28(5)20-‐8-‐11-‐29(6)22(15-‐25(33)37-‐26(29)19-‐10-‐13-‐34-‐16-‐19)30(20,7)24(36-‐18(2)32)14-‐21(28)27(23,3)4/h10,13,15-‐16,20-‐21,23-‐24,26H,8-‐9,11-‐12,14H2,1-‐7H3/t20?,21?,23-‐,24+,26+,28-‐,29-‐,30-‐/m0/s1 HNFPPWVGLWDXQQ-‐JXSKQKFNSA-‐N

NEOTIGOGENIN	  ACETATE 107.5934439 112.2884436
[C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])(C1([H])[C@]3([H])C([H])([H])[H])O[C@@]34C([H])([H])C([H])([H])C([H])(C([H])([H])O4)C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@]([H])(C([H])([H])C6([H])[H])OC(C([H])([H])[H])=O)[C@@]56C([H])([
H])[H] InChI=1S/C29H46O4/c1-‐17-‐8-‐13-‐29(31-‐16-‐17)18(2)26-‐25(33-‐29)15-‐24-‐22-‐7-‐6-‐20-‐14-‐21(32-‐19(3)30)9-‐11-‐27(20,4)23(22)10-‐12-‐28(24,26)5/h17-‐18,20-‐26H,6-‐16H2,1-‐5H3/t17?,18-‐,20-‐,21-‐,22?,23?,24?,25?,26?,27-‐,28-‐,29-‐/m0/s1 LVRAKYNQYKVPIK-‐VFBIGCETSA-‐N

3,16-‐DIDEOXYMEXICANOLIDE-‐3alpha-‐DIOL 96.32504502 67.62967633 [C@]12(C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])C(=C([C@@]34C([H])([H])[H])C([H])([H])C([H])(O[C@@]3([H])c5c([H])c([H])oc5[H])O[H])C1([H])C([H])([H])C4([H])[H])[C@@]([H])(O[H])C(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C27H36O7/c1-‐25(2)19(12-‐20(28)32-‐5)27(4)17-‐6-‐8-‐26(3)18(15(17)10-‐16(22(25)30)23(27)31)11-‐21(29)34-‐24(26)14-‐7-‐9-‐33-‐13-‐14/h7,9,13,16-‐17,19,21-‐22,24,29-‐30H,6,8,10-‐12H2,1-‐5H3/t16-‐,17?,19-‐,21?,22+,24-‐,26-‐,27-‐/m0/s1 CNSUXOYAIZBGRY-‐UPGCXNCJSA-‐N

EUPHOL	  ACETATE 40.20558628 29.17745831
[C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]2([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])[C@@]2(C([H])([H])[H])C([H])([H])C([H])([H])C3=C1C([H])([H])C([H])([H])C4([H])C3(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(OC(C([H])([H])[H])=O)C4(C([H]
)([H])[H])C([H])([H])[H] InChI=1S/C32H52O2/c1-‐21(2)11-‐10-‐12-‐22(3)24-‐15-‐19-‐32(9)26-‐13-‐14-‐27-‐29(5,6)28(34-‐23(4)33)17-‐18-‐30(27,7)25(26)16-‐20-‐31(24,32)8/h11,22,24,27-‐28H,10,12-‐20H2,1-‐9H3/t22?,24-‐,27?,28-‐,30?,31-‐,32+/m0/s1 BQPPJGMMIYJVBR-‐XWBQMKMDSA-‐N

DESACETYL	  (7)KHIVORINIC	  ACID,	  METHYL	  ESTER 83.23994556 70.09423124 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(O[H])C([H])([H])C4([H])[C@]3(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(C(OC([H])([H])[H])=O)OC5=O)C5([H])O2 InChI=1S/C28H40O10/c1-‐13(29)35-‐18-‐12-‐19(36-‐14(2)30)26(6)15-‐9-‐10-‐25(5)20(22(32)34-‐8)37-‐23(33)21-‐28(25,38-‐21)27(15,7)17(31)11-‐16(26)24(18,3)4/h15-‐21,31H,9-‐12H2,1-‐8H3/t15?,16?,17-‐,18-‐,19+,20+,21?,25+,26-‐,27+,28?/m1/s1 HJESSLHNQMBHEX-‐LSIGHCQTSA-‐N
3-‐METHYLORSELLINIC	  ACID 114.7995547 116.1852792 c1(C([O-‐])=O)c(C([H])([H])[H])c([H])c(c(C([H])([H])[H])c1O[H])O[H] InChI=1S/C9H10O4/c1-‐4-‐3-‐6(10)5(2)8(11)7(4)9(12)13/h3,10-‐11H,1-‐2H3,(H,12,13)/p-‐1 VHNLJRRECIZZPX-‐UHFFFAOYSA-‐M

GAMBOGIC	  ACID	  AMIDE 70.77389996 57.81016696
C(Oc(c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(C2=O)c(c3c1OC(C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])=C3[H])O[H])(C([H])(C([H])([H])C4([H])C5=O)C(O6)(C([H])([H])[H])C([H])([H])[H])(C2=C4[H])C56C([H])([H])\C([H])=C(/C([H])([H])[H])\C(N([H])
[H])=O InChI=1S/C38H45NO7/c1-‐20(2)10-‐9-‐15-‐36(8)16-‐14-‐24-‐29(40)28-‐30(41)26-‐18-‐23-‐19-‐27-‐35(6,7)46-‐37(33(23)42,17-‐13-‐22(5)34(39)43)38(26,27)45-‐32(28)25(31(24)44-‐36)12-‐11-‐21(3)4/h10-‐11,13-‐14,16,18,23,27,40H,9,12,15,17,19H2,1-‐8H3,(H2,39,43)/b22-‐13+ NFVXKLYWFCNBCO-‐LPYMAVHISA-‐N

NORDEFRIN	  	  HYDROCHLORIDE 103.4380954 122.3402147 c1(c([H])c([H])c(c(O[H])c1[H])O[H])C([H])(O[H])C([H])(C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C9H13NO3/c1-‐5(10)9(13)6-‐2-‐3-‐7(11)8(12)4-‐6/h2-‐5,9,11-‐13H,10H2,1H3/p+1 GEFQWZLICWMTKF-‐UHFFFAOYSA-‐O

KHAYANTHONE 57.61192453 26.01611824
[C@]12([C@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C4([H])[C@@]3(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C([H])([H])[H])[C@@]([H])(C5=O)c(c([H])c([H])o6)c
6[H])[C@]5([H])O2 InChI=1S/C32H42O9/c1-‐16(33)38-‐22-‐14-‐23(39-‐17(2)34)30(7)20-‐9-‐11-‐29(6)25(19-‐10-‐12-‐37-‐15-‐19)26(36)27-‐32(29,41-‐27)31(20,8)24(40-‐18(3)35)13-‐21(30)28(22,4)5/h10,12,15,20-‐25,27H,9,11,13-‐14H2,1-‐8H3/t20?,21?,22-‐,23+,24-‐,25-‐,27-‐,29-‐,30+,31-‐,32-‐/m1/s1 AKPJXLBXDLSOFY-‐VRFYVPDGSA-‐N

DEOXYKHIVORIN 104.2351778 107.1915892
C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C5(C([H])([H])[H])C([H])([
H])[H] InChI=1S/C32H42O9/c1-‐17(33)38-‐24-‐15-‐26(40-‐19(3)35)31(7)21-‐9-‐11-‐30(6)23(14-‐27(36)41-‐28(30)20-‐10-‐12-‐37-‐16-‐20)32(21,8)25(39-‐18(2)34)13-‐22(31)29(24,4)5/h10,12,14,16,21-‐22,24-‐26,28H,9,11,13,15H2,1-‐8H3/t21?,22?,24-‐,25-‐,26+,28-‐,30+,31+,32+/m1/s1 SUQFMFHTLHMZNM-‐PZTOTVMYSA-‐N

3alpha-‐ACETOXYDIHYDRODEOXYGEDUNIN 8.018831103 18.94503922 C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C30H40O7/c1-‐17(31)35-‐23-‐9-‐12-‐28(5)20-‐8-‐11-‐29(6)22(15-‐25(33)37-‐26(29)19-‐10-‐13-‐34-‐16-‐19)30(20,7)24(36-‐18(2)32)14-‐21(28)27(23,3)4/h10,13,15-‐16,20-‐21,23-‐24,26H,8-‐9,11-‐12,14H2,1-‐7H3/t20?,21?,23-‐,24-‐,26-‐,28+,29+,30+/m1/s1 HNFPPWVGLWDXQQ-‐FTUKGHNWSA-‐N 5.85 6.09
RESVERATROL 116.6769468 157.6181892 C([H])(/c(c([H])c1[O-‐])c([H])c(c1[H])O[H])=C([H])\c(c([H])c2[H])c([H])c([H])c2O[H] InChI=1S/C14H12O3/c15-‐12-‐5-‐3-‐10(4-‐6-‐12)1-‐2-‐11-‐7-‐13(16)9-‐14(17)8-‐11/h1-‐9,15-‐17H/p-‐1/b2-‐1+ LUKBXSAWLPMMSZ-‐OWOJBTEDSA-‐M
GITOXIGENIN	  DIACETATE 118.5422006 111.6174653 [C@@]1(O[H])(C([H])([H])C([H])(C2([H])C(C([H])([H])OC3=O)=C3[H])OC(C([H])([H])[H])=O)[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])C([C@@]45C([H])([H])[H])([H])C([H])([H])C([H])(C([H])([H])C5([H])[H])OC(C([H])([H])[H])=O InChI=1S/C27H38O7/c1-‐15(28)33-‐19-‐7-‐9-‐25(3)18(12-‐19)5-‐6-‐21-‐20(25)8-‐10-‐26(4)24(17-‐11-‐23(30)32-‐14-‐17)22(34-‐16(2)29)13-‐27(21,26)31/h11,18-‐22,24,31H,5-‐10,12-‐14H2,1-‐4H3/t18?,19?,20?,21?,22?,24?,25-‐,26+,27-‐/m0/s1 ANNNOIZFDGPVNC-‐GZVPXTBDSA-‐N
DIHYDROXY	  (3alpha,12alpha)PREGNAN-‐20-‐ONE 117.7693948 97.69466559 C1(C([H])([H])[H])([C@@]([H])(O[H])C2([H])[H])C([H])(C([H])([H])C([H])([H])C1([H])C(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])C([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])C34C([H])([H])[H] InChI=1S/C21H34O3/c1-‐12(22)16-‐6-‐7-‐17-‐15-‐5-‐4-‐13-‐10-‐14(23)8-‐9-‐20(13,2)18(15)11-‐19(24)21(16,17)3/h13-‐19,23-‐24H,4-‐11H2,1-‐3H3/t13?,14-‐,15?,16?,17?,18?,19+,20?,21?/m1/s1 QIVOTMOKECOCJC-‐OKUZHXNBSA-‐N
ROTENONIC	  ACID 99.20587088 53.20364286 c1(O[C@]([H])(C([H])([H])Oc(c23)c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H])[C@]3(C4=O)[H])c4c([H])c([H])c(O[H])c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H] InChI=1S/C23H24O6/c1-‐12(2)5-‐6-‐13-‐16(24)8-‐7-‐14-‐22(25)21-‐15-‐9-‐18(26-‐3)19(27-‐4)10-‐17(15)28-‐11-‐20(21)29-‐23(13)14/h5,7-‐10,20-‐21,24H,6,11H2,1-‐4H3/t20-‐,21+/m1/s1 GBVCHRDRVDOMQV-‐RTWAWAEBSA-‐N

TETRAHYDROGAMBOGIC	  ACID 4.413752679 12.48042135
C(O1)(C([H])(C([H])([H])C([H])(C2([H])O[H])C3([H])[H])C(O4)(C([H])([H])[H])C([H])([H])[H])(C3([H])C(c(c(c5c6OC(C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])=C5[H])O[H])c1c6C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])=O)C24C([H])([H])\C([H])=C(\C([H])([
H])[H])/C([O-‐])=O InChI=1S/C38H48O8/c1-‐20(2)10-‐9-‐15-‐36(8)16-‐14-‐24-‐29(39)28-‐30(40)26-‐18-‐23-‐19-‐27-‐35(6,7)46-‐37(33(23)41,17-‐13-‐22(5)34(42)43)38(26,27)45-‐32(28)25(31(24)44-‐36)12-‐11-‐21(3)4/h10-‐11,13-‐14,16,23,26-‐27,33,39,41H,9,12,15,17-‐19H2,1-‐8H3,(H,42,43)/p-‐1/b22-‐13-‐ CXFIQFGADOTDPF-‐XKZIYDEJSA-‐M 5.55 5.7

CHLOROGENIC	  ACID 103.1063149 105.8754395 [C@@](O[H])(C([O-‐])=O)(C([H])([H])[C@@]([H])(O[H])[C@]([H])([C@]1([H])OC(=O)\C([H])=C([H])\c(c([H])c([H])c(c2O[H])O[H])c2[H])O[H])C1([H])[H] InChI=1S/C16H18O9/c17-‐9-‐3-‐1-‐8(5-‐10(9)18)2-‐4-‐13(20)25-‐12-‐7-‐16(24,15(22)23)6-‐11(19)14(12)21/h1-‐5,11-‐12,14,17-‐19,21,24H,6-‐7H2,(H,22,23)/p-‐1/b4-‐2+/t11-‐,12-‐,14-‐,16+/m1/s1 CWVRJTMFETXNAD-‐JUHZACGLSA-‐M
ANGOLENSIC	  ACID,	  METHYL	  ESTER 33.69540538 20.27409239 [C@@]1(C([H])([H])C(=O)O[C@@]2([H])c3c([H])c([H])oc3[H])(C(=C([H])[H])C([H])([C@@]4(C([H])([H])[H])[C@]([H])(C([H])([H])C(=O)C(C4([H])C([H])([H])C(OC([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H])O1)C([H])([H])C5([H])[H])[C@]25C([H])([H])[H] InChI=1S/C27H34O7/c1-‐15-‐17-‐7-‐9-‐25(4)23(16-‐8-‐10-‐32-‐14-‐16)33-‐22(30)13-‐27(15,25)34-‐20-‐12-‐19(28)24(2,3)18(26(17,20)5)11-‐21(29)31-‐6/h8,10,14,17-‐18,20,23H,1,7,9,11-‐13H2,2-‐6H3/t17?,18?,20-‐,23-‐,25-‐,26+,27-‐/m0/s1 YNMYHRYTRCKSMI-‐RPKVDDIGSA-‐N
7-‐DESACETOXY-‐6,7-‐DEHYDROGEDUNIN 75.28530562 56.91983037 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C([H])=C([H])C4([H])[C@]3(C([H])([H])[H])C([H])=C([H])C(=O)C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C26H30O5/c1-‐22(2)16-‐6-‐11-‐24(4)17(23(16,3)10-‐8-‐18(22)27)7-‐12-‐25(5)19(15-‐9-‐13-‐29-‐14-‐15)30-‐21(28)20-‐26(24,25)31-‐20/h6,8-‐11,13-‐14,16-‐17,19-‐20H,7,12H2,1-‐5H3/t16?,17?,19-‐,20+,23-‐,24+,25-‐,26-‐/m0/s1 ZXHLDNILIVGKPC-‐XVHXIHMNSA-‐N
3-‐DEOXO-‐3beta-‐HYDROXYMEXICANOLIDE	  16-‐ENOL	  ETHER 106.5090881 27.17742683 [C@@]12(C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])C(C1([H])C([H])([H])C3([H])[H])=C([C@@]34C([H])([H])[H])C([H])=C(O[C@@]4([H])c5c([H])c([H])oc5[H])OC([H])([H])[H])[C@]([H])(O[H])C(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C28H36O7/c1-‐26(2)20(13-‐21(29)32-‐5)28(4)18-‐7-‐9-‐27(3)19(16(18)11-‐17(23(26)30)24(28)31)12-‐22(33-‐6)35-‐25(27)15-‐8-‐10-‐34-‐14-‐15/h8,10,12,14,17-‐18,20,23,25,30H,7,9,11,13H2,1-‐6H3/t17-‐,18?,20-‐,23-‐,25-‐,27+,28+/m0/s1 WJHQHAFOOMOTBJ-‐MSHADUKESA-‐N
3beta-‐HYDROXYISOALLOSPIROST-‐9(11)-‐ENE 108.2853276 109.0883933 C1(C([H])([H])[H])(C([H])([H])C([H])=C2C3([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C4([H])[H])C24C([H])([H])[H])C3([H])C([H])([H])C([H])(C1([H])[C@]5([H])C([H])([H])[H])OC56C([H])([H])C([H])([H])C([H])(C([H])([H])O6)C([H])([H])[H] InChI=1S/C27H42O3/c1-‐16-‐7-‐12-‐27(29-‐15-‐16)17(2)24-‐23(30-‐27)14-‐22-‐20-‐6-‐5-‐18-‐13-‐19(28)8-‐10-‐25(18,3)21(20)9-‐11-‐26(22,24)4/h9,16-‐20,22-‐24,28H,5-‐8,10-‐15H2,1-‐4H3/t16?,17-‐,18?,19-‐,20?,22?,23?,24?,25?,26?,27?/m0/s1 QCVKYDNFSXDPSW-‐PVXCIBCQSA-‐N
DEACETOXY(7)-‐7-‐OXOKHIVORINIC	  ACID 72.75244469 72.68782045 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(C([O-‐])=O)OC5=O)C5([H])O2 InChI=1S/C27H36O10/c1-‐12(28)34-‐17-‐11-‐18(35-‐13(2)29)25(6)14-‐8-‐9-‐24(5)19(21(31)32)36-‐22(33)20-‐27(24,37-‐20)26(14,7)16(30)10-‐15(25)23(17,3)4/h14-‐15,17-‐20H,8-‐11H2,1-‐7H3,(H,31,32)/p-‐1/t14?,15?,17-‐,18+,19+,20?,24+,25-‐,26+,27?/m1/s1 WROKSYFOSDWFHL-‐UQVLWQGYSA-‐M
13-‐METHYL-‐4,4-‐BISNOR-‐8,11,13-‐PODOCARPATRIEN-‐3-‐ONE 93.8043224 162.9085951 [C@]12(C([H])([H])[H])[C@@]([H])(C([H])([H])C([H])([H])c(c([H])c(C([H])([H])[H])c([H])c3[H])c13)C([H])([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C16H20O/c1-‐11-‐3-‐6-‐15-‐12(9-‐11)4-‐5-‐13-‐10-‐14(17)7-‐8-‐16(13,15)2/h3,6,9,13H,4-‐5,7-‐8,10H2,1-‐2H3/t13-‐,16-‐/m0/s1 JZECOIINDLDHBV-‐BBRMVZONSA-‐N
3beta-‐HYDROXYDEOXODIHYDRODEOXYGEDUNIN 25.89047128 31.46136522 C1(=C([H])C(=O)O[C@@]2([H])c3c([H])c([H])oc3[H])[C@@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])C4(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(O[H])C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C28H38O6/c1-‐16(29)33-‐22-‐13-‐19-‐25(2,3)21(30)8-‐11-‐26(19,4)18-‐7-‐10-‐27(5)20(28(18,22)6)14-‐23(31)34-‐24(27)17-‐9-‐12-‐32-‐15-‐17/h9,12,14-‐15,18-‐19,21-‐22,24,30H,7-‐8,10-‐11,13H2,1-‐6H3/t18?,19?,21-‐,22+,24-‐,26?,27+,28?/m0/s1 FJIIOEQLAAKWEL-‐VISHRWGOSA-‐N
4-‐METHOXYDALBERGIONE 139.2744361 77.74596456 C1(C([H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])=C([H])[H])=C([H])C(C(OC([H])([H])[H])=C([H])C1=O)=O InChI=1S/C16H14O3/c1-‐3-‐12(11-‐7-‐5-‐4-‐6-‐8-‐11)13-‐9-‐15(18)16(19-‐2)10-‐14(13)17/h3-‐10,12H,1H2,2H3 RGSUZUQISVAJJF-‐UHFFFAOYSA-‐N
SERICETIN 98.26312871 89.93970484 c1(c2O[H])c(c(c(OC(C([H])([H])[H])(C([H])([H])[H])C([H])=C3[H])c23)C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])OC(c4c([H])c([H])c([H])c([H])c4[H])=C([O-‐])C1=O InChI=1S/C25H24O5/c1-‐14(2)10-‐11-‐17-‐23-‐16(12-‐13-‐25(3,4)30-‐23)19(26)18-‐20(27)21(28)22(29-‐24(17)18)15-‐8-‐6-‐5-‐7-‐9-‐15/h5-‐10,12-‐13,26,28H,11H2,1-‐4H3/p-‐1 BPGVKIFGOXGHPB-‐UHFFFAOYSA-‐M
2-‐METHOXYRESORCINOL 98.72438453 95.13978667 c1(OC([H])([H])[H])c(c([H])c([H])c([H])c1O[H])O[H] InChI=1S/C7H8O3/c1-‐10-‐7-‐5(8)3-‐2-‐4-‐6(7)9/h2-‐4,8-‐9H,1H3 QFYYAIBEHOEZKC-‐UHFFFAOYSA-‐N
6-‐HYDROXYANGOLENSIC	  ACID	  METHYL	  ESTER 61.09966594 23.65479075 [C@@]1(C([H])([H])C(=O)O[C@@]2([H])c3c([H])c([H])oc3[H])(C(=C([H])[H])C([H])([C@@]4(C([H])([H])[H])[C@]([H])(C([H])([H])C(=O)C([C@]4([H])C([H])(O[H])C(OC([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H])O1)C([H])([H])C5([H])[H])[C@]25C([H])([H])[H] InChI=1S/C27H34O8/c1-‐14-‐16-‐7-‐9-‐25(4)22(15-‐8-‐10-‐33-‐13-‐15)34-‐19(29)12-‐27(14,25)35-‐18-‐11-‐17(28)24(2,3)21(26(16,18)5)20(30)23(31)32-‐6/h8,10,13,16,18,20-‐22,30H,1,7,9,11-‐12H2,2-‐6H3/t16?,18-‐,20?,21-‐,22-‐,25-‐,26-‐,27-‐/m0/s1 GOYZKWCPWBKPIG-‐RNKBQGBYSA-‐N
16-‐DEOXOMEXICANOLIDE	  16-‐METHYL	  ETHER 141.6171302 53.47461486 [C@]12(C([H])([H])[H])C(=O)[C@-‐](C([H])([H])C(=C([C@@]34C([H])([H])[H])C([H])([H])C([H])(O[C@@]3([H])c5c([H])c([H])oc5[H])OC([H])([H])[H])C1([H])C([H])([H])C4([H])[H])C(=O)C(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C28H35O7/c1-‐26(2)20(13-‐21(29)32-‐5)28(4)18-‐7-‐9-‐27(3)19(16(18)11-‐17(23(26)30)24(28)31)12-‐22(33-‐6)35-‐25(27)15-‐8-‐10-‐34-‐14-‐15/h8,10,14,18,20,22,25H,7,9,11-‐13H2,1-‐6H3/q-‐1/t18?,20-‐,22?,25-‐,27-‐,28-‐/m0/s1 JKCNYEBIUXOXGG-‐KKBJUYFLSA-‐N
1,2alpha-‐EPOXYDEACETOXYDIHYDROGEDUNIN 21.29814355 12.7255865 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(O[H])C([H])([H])C([H])([C@@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([C@]([H])(O5)[C@@]45[H])=O)[C@]([H])(c6c([H])c([H])oc6[H])OC7=O)C7([H])O2 InChI=1S/C26H32O7/c1-‐22(2)14-‐10-‐15(27)25(5)13(24(14,4)19-‐16(31-‐19)17(22)28)6-‐8-‐23(3)18(12-‐7-‐9-‐30-‐11-‐12)32-‐21(29)20-‐26(23,25)33-‐20/h7,9,11,13-‐16,18-‐20,27H,6,8,10H2,1-‐5H3/t13?,14?,15-‐,16+,18+,19+,20?,23+,24-‐,25+,26?/m1/s1 UIUKQADPLSFRBN-‐NIJWRPTQSA-‐N 5.53 5.8

TIGOGENIN 106.8449147 96.99788043
[C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])[C@@]([H])([C@]1([H])[C@]3([H])C([H])([H])[H])O[C@]34C([H])([H])C([H])([H])[C@]([H])(C([H])([H])O4)C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C6([H])[H])[C@@]56C([H])([H])
[H] InChI=1S/C27H44O3/c1-‐16-‐7-‐12-‐27(29-‐15-‐16)17(2)24-‐23(30-‐27)14-‐22-‐20-‐6-‐5-‐18-‐13-‐19(28)8-‐10-‐25(18,3)21(20)9-‐11-‐26(22,24)4/h16-‐24,28H,5-‐15H2,1-‐4H3/t16-‐,17+,18+,19+,20?,21?,22?,23+,24+,25+,26+,27-‐/m1/s1 GMBQZIIUCVWOCD-‐RIYZOVBVSA-‐N

PTAEROXYLIN 109.3575451 104.0947663 c12c(c([H])c3c(C([H])([H])C([H])=C(C([H])([H])O3)C([H])([H])[H])c1O[H])OC(=C([H])C2=O)C([H])([H])[H] InChI=1S/C15H14O4/c1-‐8-‐3-‐4-‐10-‐12(18-‐7-‐8)6-‐13-‐14(15(10)17)11(16)5-‐9(2)19-‐13/h3,5-‐6,17H,4,7H2,1-‐2H3 IUIHYYSAVUBPQO-‐UHFFFAOYSA-‐N
TOTAROL-‐19-‐CARBOXYLIC	  ACID,	  METHYL	  ESTER 122.0946797 90.50745571 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])[C@]2(C([H])([H])[H])C(OC([H])([H])[H])=O)C2([H])C([H])([H])C([H])([H])c3c1c([H])c([H])c(c3C([H])(C([H])([H])[H])C([H])([H])[H])O[H] InChI=1S/C21H30O3/c1-‐13(2)18-‐14-‐7-‐10-‐17-‐20(3,15(14)8-‐9-‐16(18)22)11-‐6-‐12-‐21(17,4)19(23)24-‐5/h8-‐9,13,17,22H,6-‐7,10-‐12H2,1-‐5H3/t17?,20-‐,21+/m1/s1 VEJJMTHWRMKGKN-‐SJRAPUSDSA-‐N

OLEANOLIC	  ACID	  ACETATE 24.66045575 37.03564649
[C@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C(=C([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C([H])([H])[H])C([H])([C@@]25C(O[H])=O)C([H])([H])C(C([H])([H])C5([H])[H])(C([H])
([H])[H])C([H])([H])[H] InChI=1S/C32H50O4/c1-‐20(33)36-‐25-‐12-‐13-‐29(6)23(28(25,4)5)11-‐14-‐31(8)24(29)10-‐9-‐21-‐22-‐19-‐27(2,3)15-‐17-‐32(22,26(34)35)18-‐16-‐30(21,31)7/h9,22-‐25H,10-‐19H2,1-‐8H3,(H,34,35)/t22?,23?,24?,25-‐,29+,30-‐,31-‐,32+/m1/s1 RIXNFYQZWDGQAE-‐JMGFFJFSSA-‐N

DEHYDROROTENONE 92.81707309 113.5142694 C12=C(C([H])([H])Oc(c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c3[H])c13)Oc4c(c([H])c([H])c5c4C([H])([H])C([H])(O5)C(C([H])([H])[H])=C([H])[H])C2=O InChI=1S/C23H20O6/c1-‐11(2)16-‐8-‐14-‐15(28-‐16)6-‐5-‐12-‐22(24)21-‐13-‐7-‐18(25-‐3)19(26-‐4)9-‐17(13)27-‐10-‐20(21)29-‐23(12)14/h5-‐7,9,16H,1,8,10H2,2-‐4H3 GFERNZCCTZEIET-‐UHFFFAOYSA-‐N
MAACKIAIN 114.4434975 108.1593464 C12([H])C([H])(C([H])([H])Oc(c([H])c(O[H])c([H])c3[H])c13)c4c(c([H])c(c5c4[H])OC([H])([H])O5)O2 InChI=1S/C16H12O5/c17-‐8-‐1-‐2-‐9-‐12(3-‐8)18-‐6-‐11-‐10-‐4-‐14-‐15(20-‐7-‐19-‐14)5-‐13(10)21-‐16(9)11/h1-‐5,11,16-‐17H,6-‐7H2 HUKSJTUUSUGIDC-‐UHFFFAOYSA-‐N
DIPHENYLUREA 104.3322843 86.66223391 C(=O)(N([H])c1c([H])c([H])c([H])c([H])c1[H])N([H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C13H12N2O/c16-‐13(14-‐11-‐7-‐3-‐1-‐4-‐8-‐11)15-‐12-‐9-‐5-‐2-‐6-‐10-‐12/h1-‐10H,(H2,14,15,16) GWEHVDNNLFDJLR-‐UHFFFAOYSA-‐N
MEXICANOLIDE 122.653042 44.09382208 [C@]12(C([H])([H])[H])C(=O)[C@-‐](C([H])([H])C(=C([C@@]34C([H])([H])[H])C([H])([H])C(O[C@@]3([H])c5c([H])c([H])oc5[H])=O)C1([H])C([H])([H])C4([H])[H])C(=O)C(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C27H31O7/c1-‐25(2)19(12-‐20(28)32-‐5)27(4)17-‐6-‐8-‐26(3)18(15(17)10-‐16(22(25)30)23(27)31)11-‐21(29)34-‐24(26)14-‐7-‐9-‐33-‐13-‐14/h7,9,13,17,19,24H,6,8,10-‐12H2,1-‐5H3/q-‐1/t17?,19-‐,24-‐,26-‐,27-‐/m0/s1 GBWIYILNKFPQKH-‐ZZJVGCCOSA-‐N

KHIVORIN 94.95746196 77.21692398
[C@]12([C@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C4([H])[C@@]3(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C([H])([H])[H])[C@@]([H])(c5c([H])c([H])oc5[H])O
C6=O)[C@]6([H])O2 InChI=1S/C32H42O10/c1-‐16(33)38-‐22-‐14-‐23(39-‐17(2)34)30(7)20-‐9-‐11-‐29(6)25(19-‐10-‐12-‐37-‐15-‐19)41-‐27(36)26-‐32(29,42-‐26)31(20,8)24(40-‐18(3)35)13-‐21(30)28(22,4)5/h10,12,15,20-‐26H,9,11,13-‐14H2,1-‐8H3/t20?,21?,22-‐,23+,24-‐,25-‐,26-‐,29-‐,30+,31-‐,32-‐/m1/s1 ODLCLZLDYDHRGT-‐COVUBXOVSA-‐N

TOTAROL	  ACETATE 105.0524908 70.33939639 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C2(C([H])([H])[H])C([H])([H])[H])C2([H])C([H])([H])C([H])([H])c3c1c([H])c([H])c(c3C([H])(C([H])([H])[H])C([H])([H])[H])OC(C([H])([H])[H])=O InChI=1S/C22H32O2/c1-‐14(2)20-‐16-‐8-‐11-‐19-‐21(4,5)12-‐7-‐13-‐22(19,6)17(16)9-‐10-‐18(20)24-‐15(3)23/h9-‐10,14,19H,7-‐8,11-‐13H2,1-‐6H3/t19?,22-‐/m1/s1 ORVBSFQTFRBNRP-‐AVKWCDSFSA-‐N
HECOGENIN	  ACETATE 101.9855441 103.514112 C1(C([H])([H])[H])(C(=O)C2([H])[H])C([H])(C([H])([H])C([H])(OC34C([H])([H])C([H])([H])C([H])(C([H])([H])O3)C([H])([H])[H])C1([H])[C@]4([H])C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])C([H])(C([H])([H])C6([H])[H])OC(C([H])([H])[H])=O)C56C([H])([H])[H] InChI=1S/C29H44O5/c1-‐16-‐8-‐11-‐29(32-‐15-‐16)17(2)26-‐24(34-‐29)13-‐23-‐21-‐7-‐6-‐19-‐12-‐20(33-‐18(3)30)9-‐10-‐27(19,4)22(21)14-‐25(31)28(23,26)5/h16-‐17,19-‐24,26H,6-‐15H2,1-‐5H3/t16?,17-‐,19-‐,20?,21?,22?,23?,24?,26?,27?,28?,29?/m0/s1 CVKZWRTYHCDWTE-‐SGFNZABRSA-‐N

OLEANOIC	  ACID 73.61426478 83.87509327
[C@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C(=C([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H])C([H])([C@@]25C(O[H])=O)C([H])([H])C(C([H])([H])C5([H])[H])(C([H])([H])[H])C([H])([
H])[H] InChI=1S/C30H48O3/c1-‐25(2)14-‐16-‐30(24(32)33)17-‐15-‐28(6)19(20(30)18-‐25)8-‐9-‐22-‐27(5)12-‐11-‐23(31)26(3,4)21(27)10-‐13-‐29(22,28)7/h8,20-‐23,31H,9-‐18H2,1-‐7H3,(H,32,33)/t20?,21?,22?,23-‐,27+,28-‐,29-‐,30+/m1/s1 MIJYXULNPSFWEK-‐LGSDIRQTSA-‐N

CHUKRASIN	  METHYL	  ETHER 3.762329978 6.828719511
[C@@](OC1(O2)C([H])([H])[H])([C@]([H])(OC([H])([H])[H])C3([H])OC(C([H])(C([H])([H])[H])C([H])([H])[H])=O)([C@](C([H])([H])[H])([C@@]4([H])C([H])([H])C(OC([H])([H])[H])=O)C(O1)(C([H])([H])C45C([H])([H])[H])[C@](C5([H])OC(C([H])([H])[H])=O)([C@@]6([H])OC([H])([H])[H])OC([H])([H])[H])[C@]26C
([H])([C@@]37C([H])([H])[H])\C(=C(\OC([H])([H])[H])/C([H])(C([H])([H])[H])C([H])([H])[H])\C(O[C@@]7([H])c8c([H])c([H])oc8[H])=O

InChI=1S/C43H58O16/c1-‐20(2)27(49-‐11)26-‐28-‐37(7,29(55-‐33(26)47)23-‐15-‐16-‐53-‐18-‐23)30(56-‐32(46)21(3)4)31(50-‐12)43-‐38(8)24(17-‐25(45)48-‐10)36(6)19-‐40(38)42(52-‐14,34(36)54-‐22(5)44)35(51-‐13)41(28,43)58-‐39(9,57-‐40)59-‐43/h15-‐16,18,20-‐21,24,28-‐31,34-‐35H,17,19H2,1-‐14H3/b27-‐26-‐/t24-‐
,28?,29-‐,30?,31+,34?,35-‐,36?,37+,38+,39?,40?,41+,42-‐,43-‐/m0/s1 UXEQRVDJXHNPFC-‐YZWLQPDGSA-‐N 6.14 6.12

ORSELLINIC	  ACID,	  ETHYL	  ESTER 105.8293427 116.8046437 c1(C(OC([H])([H])C([H])([H])[H])=O)c(C([H])([H])[H])c([H])c(c([H])c1O[H])O[H] InChI=1S/C10H12O4/c1-‐3-‐14-‐10(13)9-‐6(2)4-‐7(11)5-‐8(9)12/h4-‐5,11-‐12H,3H2,1-‐2H3 UQSRXQMIXSZGLA-‐UHFFFAOYSA-‐N
DUARTIN	  (-‐) 86.99472982 88.50742424 c12c(c([H])c([H])c(O[H])c1OC([H])([H])[H])C([H])([H])[C@]([H])(C([H])([H])O2)c3c([H])c([H])c(c(O[H])c3OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C18H20O6/c1-‐21-‐14-‐7-‐5-‐12(17(22-‐2)15(14)20)11-‐8-‐10-‐4-‐6-‐13(19)18(23-‐3)16(10)24-‐9-‐11/h4-‐7,11,19-‐20H,8-‐9H2,1-‐3H3/t11-‐/m1/s1 QVVPJFBYFYYVDM-‐LLVKDONJSA-‐N
EVERNINIC	  ACID 90.8789894 82.72668811 c1(C([O-‐])=O)c(C([H])([H])[H])c([H])c(c([H])c1O[H])OC([H])([H])[H] InChI=1S/C9H10O4/c1-‐5-‐3-‐6(13-‐2)4-‐7(10)8(5)9(11)12/h3-‐4,10H,1-‐2H3,(H,11,12)/p-‐1 QUCZMUVAQHIOID-‐UHFFFAOYSA-‐M
ENDECAPHYLLIN	  X 82.03825275 80.28794005 [C@@]1([H])(OC(=O)C([H])([H])C([H])([H])[N+](=O)[O-‐])[C@]([H])(OC(=O)C([H])([H])C([H])([H])[N+](=O)[O-‐])[C@@]([H])(C([H])([H])OC(=O)C([H])([H])C([H])([H])[N+](=O)[O-‐])O[C@@]([H])(O[H])[C@]1([H])OC(=O)C([H])([H])C([H])([H])[N+](=O)[O-‐] InChI=1S/C18H24N4O18/c23-‐11(1-‐5-‐19(28)29)36-‐9-‐10-‐15(38-‐12(24)2-‐6-‐20(30)31)16(39-‐13(25)3-‐7-‐21(32)33)17(18(27)37-‐10)40-‐14(26)4-‐8-‐22(34)35/h10,15-‐18,27H,1-‐9H2/t10-‐,15-‐,16+,17-‐,18-‐/m1/s1 JMPKPWBLQUWFHQ-‐LUAGPVBASA-‐N
SWIETENINE 69.89994156 14.02883282 [C@]1(C([H])([H])[H])([C@@]([H])(C([H])(O[H])C(OC([H])([H])[H])=O)C2(C([H])([H])[H])C([H])([H])[H])C(=O)[C@@]([H])(C([H])=C(C([H])([C@]34C([H])([H])[H])C([H])([H])C(O[C@@]3([H])c5c([H])c([H])oc5[H])=O)C1([H])C([H])([H])C4([H])[H])C2([H])OC(=O)\C(\C([H])([H])[H])=C([H])\C([H])([H])[H] InChI=1S/C32H40O9/c1-‐8-‐16(2)28(36)41-‐27-‐19-‐13-‐18-‐20(32(6,25(19)35)24(30(27,3)4)23(34)29(37)38-‐7)9-‐11-‐31(5)21(18)14-‐22(33)40-‐26(31)17-‐10-‐12-‐39-‐15-‐17/h8,10,12-‐13,15,19-‐21,23-‐24,26-‐27,34H,9,11,14H2,1-‐7H3/b16-‐8+/t19-‐,20?,21?,23?,24+,26+,27?,31-‐,32-‐/m1/s1 MMUSWMCGLGFCKL-‐UQDBACPCSA-‐N
EPOXYGEDUNIN 88.3825434 58.51985555 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C([H])([C@@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C(C([H])(O5)C45[H])=O)[C@]([H])(c6c([H])c([H])oc6[H])OC7=O)C7([H])O2 InChI=1S/C28H34O8/c1-‐13(29)33-‐17-‐11-‐16-‐24(2,3)19(30)18-‐21(34-‐18)26(16,5)15-‐7-‐9-‐25(4)20(14-‐8-‐10-‐32-‐12-‐14)35-‐23(31)22-‐28(25,36-‐22)27(15,17)6/h8,10,12,15-‐18,20-‐22H,7,9,11H2,1-‐6H3/t15?,16?,17-‐,18?,20+,21?,22?,25+,26-‐,27+,28?/m1/s1 AZGNIKZHFDJEPU-‐FJONONFLSA-‐N
19-‐HYDROXYTOTAROL 20.51724553 15.88692658 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])[C@]2(C([H])([H])[H])C([H])([H])O[H])C2([H])C([H])([H])C([H])([H])c3c1c([H])c([H])c(c3C([H])(C([H])([H])[H])C([H])([H])[H])O[H] InChI=1S/C20H30O2/c1-‐13(2)18-‐14-‐6-‐9-‐17-‐19(3,12-‐21)10-‐5-‐11-‐20(17,4)15(14)7-‐8-‐16(18)22/h7-‐8,13,17,21-‐22H,5-‐6,9-‐12H2,1-‐4H3/t17?,19-‐,20-‐/m1/s1 NFEAIVZJRVEKFD-‐IPNZSQQUSA-‐N
1,3-‐DIDEACETYL-‐7-‐DEACETOXY-‐7-‐OXOKHIVORIN 93.93784382 48.24872617 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])[C@@]([H])(O[H])C([H])([H])[C@@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)C6([H])O2 InChI=1S/C26H34O7/c1-‐22(2)15-‐10-‐18(29)25(5)14(24(15,4)17(28)11-‐16(22)27)6-‐8-‐23(3)19(13-‐7-‐9-‐31-‐12-‐13)32-‐21(30)20-‐26(23,25)33-‐20/h7,9,12,14-‐17,19-‐20,27-‐28H,6,8,10-‐11H2,1-‐5H3/t14?,15?,16-‐,17+,19+,20?,23+,24-‐,25+,26?/m1/s1 BBSPXZBAZKHYLF-‐HUBYRZTESA-‐N
DEOXYCHOLIC	  ACID 96.89959175 82.57184696 [C@@]1(C([H])([H])[H])([C@@]([H])(O[H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H40O4/c1-‐14(4-‐9-‐22(27)28)18-‐7-‐8-‐19-‐17-‐6-‐5-‐15-‐12-‐16(25)10-‐11-‐23(15,2)20(17)13-‐21(26)24(18,19)3/h14-‐21,25-‐26H,4-‐13H2,1-‐3H3,(H,27,28)/p-‐1/t14?,15-‐,16-‐,17?,18-‐,19?,20?,21+,23+,24-‐/m1/s1 KXGVEGMKQFWNSR-‐XBEHKFBISA-‐M
CEAROIN 120.8565719 91.47521288 c1(c([H])c(O[H])c(c([H])c1O[H])OC([H])([H])[H])C(c2c([H])c([H])c([H])c([H])c2[H])=O InChI=1S/C14H12O4/c1-‐18-‐13-‐8-‐11(15)10(7-‐12(13)16)14(17)9-‐5-‐3-‐2-‐4-‐6-‐9/h2-‐8,15-‐16H,1H3 NFJVELXCUBWAFL-‐UHFFFAOYSA-‐N
HAEMATOXYLIN 91.69225625 88.86872025 c12c(c([H])c(O[H])c(O[H])c1[H])C([H])([H])[C@](O[H])(C([H])([H])Oc3c4c([H])c([H])c(c3[O-‐])O[H])C24[H] InChI=1S/C16H14O6/c17-‐10-‐2-‐1-‐8-‐13-‐9-‐4-‐12(19)11(18)3-‐7(9)5-‐16(13,21)6-‐22-‐15(8)14(10)20/h1-‐4,13,17-‐21H,5-‐6H2/p-‐1/t13?,16-‐/m0/s1 WZUVPPKBWHMQCE-‐VYIIXAMBSA-‐M
IRIGENOL 92.26275688 71.59102899 c12c(c([H])c(c(O[H])c1O[H])[O-‐])OC([H])=C(c(c([H])c3O[H])c([H])c(c3O[H])O[H])C2=O InChI=1S/C15H10O8/c16-‐7-‐1-‐5(2-‐8(17)13(7)20)6-‐4-‐23-‐10-‐3-‐9(18)14(21)15(22)11(10)12(6)19/h1-‐4,16-‐18,20-‐22H/p-‐1 DFURNQJNFBMYHM-‐UHFFFAOYSA-‐M
METHYLORSELLINIC	  ACID,	  ETHYL	  ESTER 105.5542076 76.13303595 c1(C(OC([H])([H])C([H])([H])[H])=O)c(C([H])([H])[H])c([H])c(c(C([H])([H])[H])c1O[H])O[H] InChI=1S/C11H14O4/c1-‐4-‐15-‐11(14)9-‐6(2)5-‐8(12)7(3)10(9)13/h5,12-‐13H,4H2,1-‐3H3 VJLLNFDLMWPNBN-‐UHFFFAOYSA-‐N
HYDROXYAMPHETAMINE	  HYDROBROMIDE 84.10176565 85.79770418 c(c([H])c([H])c1O[H])(c([H])c1[H])C([H])([H])C([H])(C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C9H13NO/c1-‐7(10)6-‐8-‐2-‐4-‐9(11)5-‐3-‐8/h2-‐5,7,11H,6,10H2,1H3/p+1 GIKNHHRFLCDOEU-‐UHFFFAOYSA-‐O

UTILIN 2.65774366 -‐3.777899018
[C@@](OC(O1)(O2)C([H])([H])[H])([C@]3([H])OC(C([H])([H])[H])=O)(C2(C([H])([H])C(=O)O[C@@]4([H])c5c([H])c([H])oc5[H])[C@@]4(C([H])([H])[H])C([H])([H])[C@@]6([H])OC(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)[C@]16[C@]7([C@](O[H])(C([H])([H])C8([C@]7([H])C([H])([H])C(OC([H])([H]
)[H])=O)C([H])([H])[H])[C@]3(O[H])C8([H])OC(=O)C9(C([H])([H])[H])C([H])(O9)C([H])([H])[H])C([H])([H])[H]

InChI=1S/C41H52O17/c1-‐11-‐19(2)28(45)52-‐24-‐15-‐33(6)27(22-‐12-‐13-‐50-‐17-‐22)53-‐26(44)16-‐38(33)41-‐30(51-‐21(4)42)39(48)29(54-‐31(46)34(7)20(3)55-‐34)32(5)18-‐37(39,47)35(8,23(32)14-‐25(43)49-‐10)40(24,41)57-‐36(9,56-‐38)58-‐41/h12-‐13,17,19-‐20,23-‐24,27,29-‐30,47-‐48H,11,14-‐16,18H2,1-‐
10H3/t19?,20?,23-‐,24+,27-‐,29?,30+,32?,33-‐,34?,35+,36?,37+,38?,39-‐,40-‐,41-‐/m0/s1 HPSILLNWMJOWNM-‐RBIOGNFVSA-‐N 6.11 6.17

3-‐alpha-‐HYDROXYDEOXYGEDININ 23.16339737 6.131934352 C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])=C([H])[C@@]([H])(O[H])C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C28H36O6/c1-‐16(29)33-‐22-‐13-‐19-‐25(2,3)21(30)8-‐11-‐26(19,4)18-‐7-‐10-‐27(5)20(28(18,22)6)14-‐23(31)34-‐24(27)17-‐9-‐12-‐32-‐15-‐17/h8-‐9,11-‐12,14-‐15,18-‐19,21-‐22,24,30H,7,10,13H2,1-‐6H3/t18?,19?,21-‐,22-‐,24-‐,26+,27+,28+/m1/s1 YIEIZLQDUWWSED-‐WDKDOQIZSA-‐N 5.43 5.66

PODOTOTARIN 91.38475237 64.64898426
c1(c2[H])c(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C3(C([H])([H])[H])C([H])([H])[H])c(c(O[H])c2c(c4[H])c(O[H])c(c(C([H])([H])C([H])([H])C5([H])[C@]6(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C5(C([H])([H])[H])C([H])([H])[H])c46)C([H])(C([H])([H])[H])C([H])(
[H])[H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C40H58O2/c1-‐23(2)33-‐25-‐13-‐15-‐31-‐37(5,6)17-‐11-‐19-‐39(31,9)29(25)21-‐27(35(33)41)28-‐22-‐30-‐26(34(24(3)4)36(28)42)14-‐16-‐32-‐38(7,8)18-‐12-‐20-‐40(30,32)10/h21-‐24,31-‐32,41-‐42H,11-‐20H2,1-‐10H3/t31?,32?,39-‐,40-‐/m1/s1 RFUVOURUUJLQSB-‐QFFMKFBWSA-‐N

DIGITONIN 98.34405078 76.09432567

[C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@@]([H])([C@]([H])(O[H])C4([H])[H])O[C@]([H])(O[C@]5([H])C([H])([H])O[H])[C@]([H])(O[H])[C@]([H])([C@@]5([H])O[C@]6([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[C@]7([H])O
C([H])([H])[C@]([H])([C@]([H])(O[H])[C@@]7([H])O[H])O[H])[C@@]6([H])O[C@]([H])(O[C@]([H])(C([H])([H])O[H])[C@@]([H])([C@]8([H])O[C@]9([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]9([H])O[H])O[H])O[H])[C@]8([H])O[H])O[H])O[H])[C@@]24C([H])([H])[H])C3([H])C([H])(
C([H])(O[C@@]%10%11C([H])([H])C([H])([H])[C@]([H])(C([H])([H])O%10)C([H])([H])[H])C1([H])[C@]%11([H])C([H])([H])[H])O[H]

InChI=1S/C56H92O29/c1-‐19-‐7-‐10-‐56(75-‐17-‐19)20(2)31-‐45(85-‐56)37(67)32-‐22-‐6-‐5-‐21-‐11-‐26(24(61)12-‐55(21,4)23(22)8-‐9-‐54(31,32)3)76-‐50-‐42(72)39(69)44(30(16-‐60)80-‐50)81-‐53-‐48(47(36(66)29(15-‐59)79-‐53)83-‐49-‐40(70)33(63)25(62)18-‐74-‐49)84-‐52-‐43(73)46(35(65)28(14-‐58)78-‐52)82-‐51-‐
41(71)38(68)34(64)27(13-‐57)77-‐51/h19-‐53,57-‐73H,5-‐18H2,1-‐4H3/t19-‐,20+,21+,22?,23?,24-‐,25-‐,26+,27-‐,28-‐,29-‐,30-‐,31?,32?,33+,34-‐,35+,36-‐,37?,38+,39-‐,40-‐,41-‐,42-‐,43-‐,44+,45?,46+,47+,48-‐,49+,50-‐,51+,52+,53+,54-‐,55+,56-‐/m1/s1 UVYVLBIGDKGWPX-‐KSPJLAAMSA-‐N

SARMENTOSIDE	  B 72.64724599 58.46824184
[C@@]1(C([H])([H])[H])(C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C2([H])C3([H])C([H])([H])C([H])([H])[C@@]4(O[H])[C@]2(C([H])=O)C([H])([H])C([H])([H])[C@@]([H])(C4([H])[H])OC5([H])OC([H])(C([H])([H])[H])C([H])(C([H])(OC([H])([H])[H])C5([H])O[H])OC(C([H])([H])[H])=O)[C@]3(O[H])C([H])([H])
C([H])([H])[C@]1([H])C(C([H])([H])OC6=O)=C6[H]

InChI=1S/C34H48O13/c1-‐17-‐28(46-‐19(3)37)29(42-‐5)27(39)30(44-‐17)47-‐21-‐6-‐9-‐32(16-‐35)26-‐23(7-‐10-‐33(32,40)13-‐21)34(41)11-‐8-‐22(20-‐12-‐25(38)43-‐15-‐20)31(34,4)14-‐24(26)45-‐18(2)36/h12,16-‐17,21-‐24,26-‐30,39-‐41H,6-‐11,13-‐15H2,1-‐5H3/t17?,21-‐,22+,23?,24+,26?,27?,28?,29?,30?,31+,32-‐,33-‐,34-‐
/m0/s1 JJSVXWKQLGHFES-‐QGZYWIHFSA-‐N

12-‐HYDROXY-‐4,4-‐BISNOR-‐4,8,11,13-‐PODOCARPATETRAEN-‐3-‐ONE 82.18391248 47.53903759 [C@]12(C([H])([H])[H])C(C([H])([H])C([H])([H])c(c([H])c([H])c(O[H])c3[H])c13)=C([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C15H16O2/c1-‐15-‐7-‐6-‐13(17)8-‐11(15)4-‐2-‐10-‐3-‐5-‐12(16)9-‐14(10)15/h3,5,8-‐9,16H,2,4,6-‐7H2,1H3/t15-‐/m0/s1 NPJWANZASAIMBS-‐HNNXBMFYSA-‐N
MUNDULONE 45.14992504 31.2291035 C1(=C([H])Oc(c(c([H])c(c23)C([H])([H])C([H])(C(C([H])([H])[H])(C([H])([H])[H])O2)O[H])C1=O)c3[H])c(c([H])c([H])c(c45)OC(C([H])=C4[H])(C([H])([H])[H])C([H])([H])[H])c5OC([H])([H])[H] InChI=1S/C26H26O6/c1-‐25(2)9-‐8-‐16-‐19(31-‐25)7-‐6-‐15(24(16)29-‐5)18-‐13-‐30-‐21-‐12-‐20-‐14(10-‐17(21)23(18)28)11-‐22(27)26(3,4)32-‐20/h6-‐10,12-‐13,22,27H,11H2,1-‐5H3 KJTDZAHLWHEULN-‐UHFFFAOYSA-‐N
METHYL	  7-‐DESHYDROXYPYROGALLIN-‐4-‐CARBOXYLATE 80.24178269 48.15840217 c12c(c([H])c([H])c([O-‐])c1O[H])C([H])=C(C([H])=C(O[H])C2=O)C(OC([H])([H])[H])=O InChI=1S/C13H10O6/c1-‐19-‐13(18)7-‐4-‐6-‐2-‐3-‐8(14)11(16)10(6)12(17)9(15)5-‐7/h2-‐5,14,16H,1H3,(H,15,17)/p-‐1 DQWQITFUWFBXON-‐UHFFFAOYSA-‐M
TYRAMINE 85.38438053 59.90052244 c(O[H])(c([H])c1[H])c([H])c([H])c1C([H])([H])C([H])([H])[N+]([H])([H])[H] InChI=1S/C8H11NO/c9-‐6-‐5-‐7-‐1-‐3-‐8(10)4-‐2-‐7/h1-‐4,10H,5-‐6,9H2/p+1 DZGWFCGJZKJUFP-‐UHFFFAOYSA-‐O
ORSELLINIC	  ACID 86.96236099 66.06836144 c1(C([O-‐])=O)c(C([H])([H])[H])c([H])c(c([H])c1[O-‐])O[H] InChI=1S/C8H8O4/c1-‐4-‐2-‐5(9)3-‐6(10)7(4)8(11)12/h2-‐3,9-‐10H,1H3,(H,11,12)/p-‐2 AMKYESDOVDKZKV-‐UHFFFAOYSA-‐L
MECLOFENAMATE	  SODIUM 87.02557979 77.28240633 c1(c(Cl)c([H])c([H])c(C([H])([H])[H])c1Cl)N([H])c2c([H])c([H])c([H])c([H])c2C(=O)[O-‐] InChI=1S/C14H11Cl2NO2/c1-‐8-‐6-‐7-‐10(15)13(12(8)16)17-‐11-‐5-‐3-‐2-‐4-‐9(11)14(18)19/h2-‐7,17H,1H3,(H,18,19)/p-‐1 SBDNJUWAMKYJOX-‐UHFFFAOYSA-‐M
MEDROXYPROGESTERONE	  ACETATE 104.3915181 105.8685435 [C@]12(C([H])([H])[H])C([C@]([H])(C([H])([H])C([H])(C([H])([C@@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@@]3(C(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)C1([H])C([H])([H])C4([H])[H])C([H])([H])[H])=C([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C24H34O4/c1-‐14-‐12-‐18-‐19(22(4)9-‐6-‐17(27)13-‐21(14)22)7-‐10-‐23(5)20(18)8-‐11-‐24(23,15(2)25)28-‐16(3)26/h13-‐14,18-‐20H,6-‐12H2,1-‐5H3/t14-‐,18?,19?,20?,22+,23-‐,24-‐/m0/s1 PSGAAPLEWMOORI-‐GDXVCIIOSA-‐N
FLUOCINONIDE 97.92108848 119.9473467 [C@@]12(C(=O)C([H])([H])OC(C([H])([H])[H])=O)[C@@]([H])(C([H])([H])C([H])(C([H])([C@@]34F)C([H])([H])[C@@]([H])(C(=C([H])C(=O)C([H])=C5[H])[C@@]35C([H])([H])[H])F)[C@]1(C([H])([H])[H])C([H])([H])[C@]4([H])O[H])OC(C([H])([H])[H])(C([H])([H])[H])O2 InChI=1S/C26H32F2O7/c1-‐13(29)33-‐12-‐20(32)26-‐21(34-‐22(2,3)35-‐26)10-‐15-‐16-‐9-‐18(27)17-‐8-‐14(30)6-‐7-‐23(17,4)25(16,28)19(31)11-‐24(15,26)5/h6-‐8,15-‐16,18-‐19,21,31H,9-‐12H2,1-‐5H3/t15?,16?,18-‐,19-‐,21+,23-‐,24-‐,25-‐,26+/m0/s1 WJOHZNCJWYWUJD-‐UUTDCOIBSA-‐N
MEPENZOLATE	  BROMIDE 106.0590651 121.7659894 C(=O)(OC([H])(C([H])([H])C([H])([H])C([H])([H])[N+]1(C([H])([H])[H])C([H])([H])[H])C1([H])[H])C(O[H])(c2c([H])c([H])c([H])c([H])c2[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C21H26NO3/c1-‐22(2)15-‐9-‐14-‐19(16-‐22)25-‐20(23)21(24,17-‐10-‐5-‐3-‐6-‐11-‐17)18-‐12-‐7-‐4-‐8-‐13-‐18/h3-‐8,10-‐13,19,24H,9,14-‐16H2,1-‐2H3/q+1 GKNPSSNBBWDAGH-‐UHFFFAOYSA-‐N
METHIMAZOLE 105.6291506 111.6798386 C1(=S)N([H])C([H])=C([H])N1C([H])([H])[H] InChI=1S/C4H6N2S/c1-‐6-‐3-‐2-‐5-‐4(6)7/h2-‐3H,1H3,(H,5,7) PMRYVIKBURPHAH-‐UHFFFAOYSA-‐N
CLOMIPHENE	  CITRATE 126.3258403 99.4092262 C(/c1c([H])c([H])c([H])c([H])c1[H])(\c2c([H])c([H])c(c([H])c2[H])OC([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=C(\Cl)/c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C26H28ClNO/c1-‐3-‐28(4-‐2)19-‐20-‐29-‐24-‐17-‐15-‐22(16-‐18-‐24)25(21-‐11-‐7-‐5-‐8-‐12-‐21)26(27)23-‐13-‐9-‐6-‐10-‐14-‐23/h5-‐18H,3-‐4,19-‐20H2,1-‐2H3/p+1/b26-‐25-‐ GKIRPKYJQBWNGO-‐QPLCGJKRSA-‐O
CHLORZOXAZONE 103.6228832 115.2648642 C1(=O)Oc(c2[N+]1([H])[H])c([H])c([H])c(Cl)c2[H] InChI=1S/C7H4ClNO2/c8-‐4-‐1-‐2-‐6-‐5(3-‐4)9-‐7(10)11-‐6/h1-‐3H,(H,9,10)/p+1 TZFWDZFKRBELIQ-‐UHFFFAOYSA-‐O
METHOCARBAMOL 104.6564149 101.1547051 C(N([H])[H])(OC([H])([H])C([H])(O[H])C([H])([H])Oc1c([H])c([H])c([H])c([H])c1OC([H])([H])[H])=O InChI=1S/C11H15NO5/c1-‐15-‐9-‐4-‐2-‐3-‐5-‐10(9)16-‐6-‐8(13)7-‐17-‐11(12)14/h2-‐5,8,13H,6-‐7H2,1H3,(H2,12,14) GNXFOGHNGIVQEH-‐UHFFFAOYSA-‐N
CHLORPROPAMIDE 102.2245756 102.0431226 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])Cl)[N-‐]C(N([H])C([H])([H])C([H])([H])C([H])([H])[H])=O InChI=1S/C10H13ClN2O3S/c1-‐2-‐7-‐12-‐10(14)13-‐17(15,16)9-‐5-‐3-‐8(11)4-‐6-‐9/h3-‐6H,2,7H2,1H3,(H2,12,13,14)/p-‐1 RKWGIWYCVPQPMF-‐UHFFFAOYSA-‐M
CHLORPROMAZINE 97.66487683 99.49284196 [NH+]1(C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])c2c(c([H])c([H])c([H])c2[H])Sc(c([H])c([H])c(Cl)c3[H])c13 InChI=1S/C17H19ClN2S/c1-‐19(2)10-‐5-‐11-‐20-‐14-‐6-‐3-‐4-‐7-‐16(14)21-‐17-‐9-‐8-‐13(18)12-‐15(17)20/h3-‐4,6-‐9,12H,5,10-‐11H2,1-‐2H3/p+2 ZPEIMTDSQAKGNT-‐UHFFFAOYSA-‐P
METHOXSALEN 107.2793273 102.4612014 c12c(c([H])c(c3c1OC([H])([H])[H])c([H])c([H])o3)C([H])=C([H])C(=O)O2 InChI=1S/C12H8O4/c1-‐14-‐12-‐10-‐8(4-‐5-‐15-‐10)6-‐7-‐2-‐3-‐9(13)16-‐11(7)12/h2-‐6H,1H3 QXKHYNVANLEOEG-‐UHFFFAOYSA-‐N
METHSCOPOLAMINE	  BROMIDE 92.61446767 104.8024426 C1([H])(C([H])(C([H])([H])C([H])(C2([H])[H])OC(=O)[C@@]([H])(C([H])([H])O[H])c3c([H])c([H])c([H])c([H])c3[H])[N+](C24[H])(C([H])([H])[H])C([H])([H])[H])C4([H])O1 InChI=1S/C18H24NO4/c1-‐19(2)14-‐8-‐12(9-‐15(19)17-‐16(14)23-‐17)22-‐18(21)13(10-‐20)11-‐6-‐4-‐3-‐5-‐7-‐11/h3-‐7,12-‐17,20H,8-‐10H2,1-‐2H3/q+1/t12?,13-‐,14?,15?,16?,17?/m0/s1 LZCOQTDXKCNBEE-‐RUTJIGONSA-‐N
METHYLDOPA 103.5230041 111.3244717 [C@](C([H])([H])[H])([N+]([H])([H])[H])(C([H])([H])c(c([H])c([H])c(c1O[H])O[H])c1[H])C([O-‐])=O InChI=1S/C10H13NO4/c1-‐10(11,9(14)15)5-‐6-‐2-‐3-‐7(12)8(13)4-‐6/h2-‐4,12-‐13H,5,11H2,1H3,(H,14,15)/t10-‐/m0/s1 CJCSPKMFHVPWAR-‐JTQLQIEISA-‐N
METOPROLOL	  TARTRATE 90.97297612 109.6417045 [N+]([H])([H])(C([H])(C([H])([H])[H])C([H])([H])[H])C([H])([H])C([H])(O[H])C([H])([H])Oc(c([H])c1[H])c([H])c([H])c1C([H])([H])C([H])([H])OC([H])([H])[H] InChI=1S/C15H25NO3/c1-‐12(2)16-‐10-‐14(17)11-‐19-‐15-‐6-‐4-‐13(5-‐7-‐15)8-‐9-‐18-‐3/h4-‐7,12,14,16-‐17H,8-‐11H2,1-‐3H3/p+1 IUBSYMUCCVWXPE-‐UHFFFAOYSA-‐O
METRONIDAZOLE 98.26849409 102.586625 c1(c([H])nc(C([H])([H])[H])n1C([H])([H])C([H])([H])O[H])[N+](=O)[O-‐] InChI=1S/C6H9N3O3/c1-‐5-‐7-‐4-‐6(9(11)12)8(5)2-‐3-‐10/h4,10H,2-‐3H2,1H3 VAOCPAMSLUNLGC-‐UHFFFAOYSA-‐N
MICONAZOLE	  NITRATE 119.8988364 124.1176826 c1(c([H])c([H])c(c([H])c1Cl)Cl)C([H])(OC([H])([H])c2c([H])c([H])c(c([H])c2Cl)Cl)C([H])([H])n(c([H])c([H])n3)c3[H] InChI=1S/C18H14Cl4N2O/c19-‐13-‐2-‐1-‐12(16(21)7-‐13)10-‐25-‐18(9-‐24-‐6-‐5-‐23-‐11-‐24)15-‐4-‐3-‐14(20)8-‐17(15)22/h1-‐8,11,18H,9-‐10H2 BYBLEWFAAKGYCD-‐UHFFFAOYSA-‐N
MINOCYCLINE	  HYDROCHLORIDE 96.33605034 100.6948185 [C@@]1(O[H])([C@@]([H])(C([H])([H])[C@](C2=C1O[H])([H])C([H])([H])c3c(c(O[H])c([H])c([H])c3N(C([H])([H])[H])C([H])([H])[H])C2=O)[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])C(=C4C(N([H])[H])=O)[O-‐])C4=O InChI=1S/C23H27N3O7/c1-‐25(2)12-‐5-‐6-‐13(27)15-‐10(12)7-‐9-‐8-‐11-‐17(26(3)4)19(29)16(22(24)32)21(31)23(11,33)20(30)14(9)18(15)28/h5-‐6,9,11,17,27,29-‐30,33H,7-‐8H2,1-‐4H3,(H2,24,32)/t9-‐,11-‐,17-‐,23-‐/m0/s1 DYKFCLLONBREIL-‐KVUCHLLUSA-‐N
MINOXIDIL 92.39299658 93.90103817 [n+]1([O-‐])c(N([H])[H])c([H])c(nc1N([H])[H])N2C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H] InChI=1S/C9H15N5O/c10-‐7-‐6-‐8(12-‐9(11)14(7)15)13-‐4-‐2-‐1-‐3-‐5-‐13/h6H,1-‐5,10H2,(H2,11,12) ZFMITUMMTDLWHR-‐UHFFFAOYSA-‐N
MOXALACTAM	  DISODIUM 92.91410501 87.94341543 [C@@]1(OC([H])([H])[H])(N([H])C(=O)C([H])(c2c([H])c([H])c(c([H])c2[H])O[H])C(=O)[O-‐])[C@@]([H])(OC([H])([H])C(=C3C(=O)[O-‐])C([H])([H])Sc4nnnn4C([H])([H])[H])N3C1=O InChI=1S/C20H20N6O9S/c1-‐25-‐19(22-‐23-‐24-‐25)36-‐8-‐10-‐7-‐35-‐18-‐20(34-‐2,17(33)26(18)13(10)16(31)32)21-‐14(28)12(15(29)30)9-‐3-‐5-‐11(27)6-‐4-‐9/h3-‐6,12,18,27H,7-‐8H2,1-‐2H3,(H,21,28)(H,29,30)(H,31,32)/p-‐2/t12?,18-‐,20+/m1/s1 JWCSIUVGFCSJCK-‐CAVRMKNVSA-‐L

NADIDE 115.3869059 99.44058211 n1(c([H])nc2c1nc([H])nc2N([H])[H])[C@]3([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]3([H])O[H])C([H])([H])OP([O-‐])(=O)OP(=O)([O-‐])OC([H])([H])[C@]([H])([C@@]([H])(O[H])[C@]([H])([C@]4([H])[n+](c([H])c([H])c([H])c5C(N([H])[H])=O)c5[H])O[H])O4 InChI=1S/C21H27N7O14P2/c22-‐17-‐12-‐19(25-‐7-‐24-‐17)28(8-‐26-‐12)21-‐16(32)14(30)11(41-‐21)6-‐39-‐44(36,37)42-‐43(34,35)38-‐5-‐10-‐13(29)15(31)20(40-‐10)27-‐3-‐1-‐2-‐9(4-‐27)18(23)33/h1-‐4,7-‐8,10-‐11,13-‐16,20-‐21,29-‐32H,5-‐6H2,(H5-‐,22,23,24,25,33,34,35,36,37)/p-‐1/t10-‐,11-‐,13-‐,14-‐,15-‐,16-‐,20-‐,21-‐/m1/s1 BAWFJGJZGIEFAR-‐NNYOXOHSSA-‐M
CARBINOXAMINE	  MALEATE 96.22748609 85.11093164 C([H])(OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(c1c([H])c([H])c([H])c([H])n1)c2c([H])c([H])c(c([H])c2[H])Cl InChI=1S/C16H19ClN2O/c1-‐19(2)11-‐12-‐20-‐16(15-‐5-‐3-‐4-‐10-‐18-‐15)13-‐6-‐8-‐14(17)9-‐7-‐13/h3-‐10,16H,11-‐12H2,1-‐2H3/p+1 OJFSXZCBGQGRNV-‐UHFFFAOYSA-‐O
CARISOPRODOL 103.8182988 105.9835151 C(OC([H])([H])C(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])OC(N([H])[H])=O)(=O)N([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C12H24N2O4/c1-‐5-‐6-‐12(4,7-‐17-‐10(13)15)8-‐18-‐11(16)14-‐9(2)3/h9H,5-‐8H2,1-‐4H3,(H2,13,15)(H,14,16) OFZCIYFFPZCNJE-‐UHFFFAOYSA-‐N
NALOXONE	  HYDROCHLORIDE 113.688961 111.4603473 [C@@](C([H])([H])C1([H])[H])(C2([H])C(=O)C([H])([H])C3([H])[H])(c(c4c([H])c([H])c5O[H])c5O2)[C@]3(O[H])[C@@]([H])(C4([H])[H])[NH+]1C([H])([H])C([H])=C([H])[H] InChI=1S/C19H21NO4/c1-‐2-‐8-‐20-‐9-‐7-‐18-‐15-‐11-‐3-‐4-‐12(21)16(15)24-‐17(18)13(22)5-‐6-‐19(18,23)14(20)10-‐11/h2-‐4,14,17,21,23H,1,5-‐10H2/p+1/t14-‐,17?,18+,19-‐/m1/s1 UZHSEJADLWPNLE-‐OGLQFSJHSA-‐O
NAPHAZOLINE	  HYDROCHLORIDE 95.84533991 100.6634626 C1(C([H])([H])c2c([H])c([H])c([H])c(c([H])c([H])c([H])c3[H])c23)=[NH+]C([H])([H])C([H])([H])N1[H] InChI=1S/C14H14N2/c1-‐2-‐7-‐13-‐11(4-‐1)5-‐3-‐6-‐12(13)10-‐14-‐15-‐8-‐9-‐16-‐14/h1-‐7H,8-‐10H2,(H,15,16)/p+1 CNIIGCLFLJGOGP-‐UHFFFAOYSA-‐O
NAPROXEN(+) 103.4622081 114.7736217 c1(c([H])c([H])c2c(c([H])c([H])c(OC([H])([H])[H])c2[H])c1[H])[C@]([H])(C([H])([H])[H])C([O-‐])=O InChI=1S/C14H14O3/c1-‐9(14(15)16)10-‐3-‐4-‐12-‐8-‐13(17-‐2)6-‐5-‐11(12)7-‐10/h3-‐9H,1-‐2H3,(H,15,16)/p-‐1/t9-‐/m0/s1 CMWTZPSULFXXJA-‐VIFPVBQESA-‐M
NIFEDIPINE 170.5766309 75.82958254 C(C(OC([H])([H])[H])=O)(=C(C([H])([H])[H])N([H])C(=C1C(OC([H])([H])[H])=O)C([H])([H])[H])C1([H])c2c([H])c([H])c([H])c([H])c2[N+](=O)[O-‐] InChI=1S/C17H18N2O6/c1-‐9-‐13(16(20)24-‐3)15(14(10(2)18-‐9)17(21)25-‐4)11-‐7-‐5-‐6-‐8-‐12(11)19(22)23/h5-‐8,15,18H,1-‐4H3 HYIMSNHJOBLJNT-‐UHFFFAOYSA-‐N
NITROFURANTOIN 100.8002125 97.62193938 C1(=O)N(\N=C([H])\c(c([H])c([H])c2[N+](=O)[O-‐])o2)C([H])([H])C(=O)[N-‐]1 InChI=1S/C8H6N4O5/c13-‐6-‐4-‐11(8(14)10-‐6)9-‐3-‐5-‐1-‐2-‐7(17-‐5)12(15)16/h1-‐3H,4H2,(H,10,13,14)/p-‐1/b9-‐3+ NXFQHRVNIOXGAQ-‐YCRREMRBSA-‐M
NITROFURAZONE 98.77657481 93.46205544 c1(c([H])c([H])c(\C([H])=N\N([H])C(N([H])[H])=O)o1)[N+](=O)[O-‐] InChI=1S/C6H6N4O4/c7-‐6(11)9-‐8-‐3-‐4-‐1-‐2-‐5(14-‐4)10(12)13/h1-‐3H,(H3,7,9,11)/b8-‐3+ IAIWVQXQOWNYOU-‐FPYGCLRLSA-‐N



NOSCAPINE	  HYDROCHLORIDE 93.17031665 114.648198 c12c(c([H])c([H])c(OC([H])([H])[H])c1OC([H])([H])[H])[C@@]([H])(OC2=O)[C@]3([H])N(C([H])([H])[H])C([H])([H])C([H])([H])c(c([H])c(c4c5OC([H])([H])[H])OC([H])([H])O4)c35 InChI=1S/C22H23NO7/c1-‐23-‐8-‐7-‐11-‐9-‐14-‐20(29-‐10-‐28-‐14)21(27-‐4)15(11)17(23)18-‐12-‐5-‐6-‐13(25-‐2)19(26-‐3)16(12)22(24)30-‐18/h5-‐6,9,17-‐18H,7-‐8,10H2,1-‐4H3/t17-‐,18-‐/m1/s1 AKNNEGZIBPJZJG-‐QZTJIDSGSA-‐N
NITROMIDE 106.7147932 103.7049858 [N+](=O)([O-‐])c(c([H])c(c([H])c1[N+](=O)[O-‐])C(N([H])[H])=O)c1[H] InChI=1S/C7H5N3O5/c8-‐7(11)4-‐1-‐5(9(12)13)3-‐6(2-‐4)10(14)15/h1-‐3H,(H2,8,11) UUKWKUSGGZNXGA-‐UHFFFAOYSA-‐N
NOREPINEPHRINE 102.3070844 112.9027191 c1([H])c([C@]([H])(C([H])([H])[N+]([H])([H])[H])O[H])c([H])c([H])c([O-‐])c1O[H] InChI=1S/C8H11NO3/c9-‐4-‐8(12)5-‐1-‐2-‐6(10)7(11)3-‐5/h1-‐3,8,10-‐12H,4,9H2/t8-‐/m0/s1 SFLSHLFXELFNJZ-‐QMMMGPOBSA-‐N
NORETHINDRONE 109.8371012 91.2671418 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]24[H])C3([H])C([H])([H])C([H])([H])[C@@]1(O[H])C#C[H] InChI=1S/C20H26O2/c1-‐3-‐20(22)11-‐9-‐18-‐17-‐6-‐4-‐13-‐12-‐14(21)5-‐7-‐15(13)16(17)8-‐10-‐19(18,20)2/h1,12,15-‐18,22H,4-‐11H2,2H3/t15-‐,16?,17?,18?,19-‐,20-‐/m0/s1 VIKNJXKGJWUCNN-‐FOEMKWDFSA-‐N
NORETHINDRONE	  ACETATE 104.9473671 106.8823845 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]24[H])C3([H])C([H])([H])C([H])([H])[C@@]1(OC(C([H])([H])[H])=O)C#C[H] InChI=1S/C22H28O3/c1-‐4-‐22(25-‐14(2)23)12-‐10-‐20-‐19-‐7-‐5-‐15-‐13-‐16(24)6-‐8-‐17(15)18(19)9-‐11-‐21(20,22)3/h1,13,17-‐20H,5-‐12H2,2-‐3H3/t17-‐,18?,19?,20?,21-‐,22-‐/m0/s1 IMONTRJLAWHYGT-‐FJMAIUEKSA-‐N
NORETHYNODREL 124.4759054 64.52055132 C12=C(C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4(O[H])C#C[H])C([H])([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C20H26O2/c1-‐3-‐20(22)11-‐9-‐18-‐17-‐6-‐4-‐13-‐12-‐14(21)5-‐7-‐15(13)16(17)8-‐10-‐19(18,20)2/h1,16-‐18,22H,4-‐12H2,2H3/t16?,17?,18?,19-‐,20-‐/m0/s1 ICTXHFFSOAJUMG-‐OQPPHWFISA-‐N
NORFLOXACIN 99.9447262 97.93549847 C(C([O-‐])=O)(=C([H])N(C([H])([H])C([H])([H])[H])c1c2c([H])c(c(N(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])[N+]3([H])[H])c1[H])F)C2=O InChI=1S/C16H18FN3O3/c1-‐2-‐19-‐9-‐11(16(22)23)15(21)10-‐7-‐12(17)14(8-‐13(10)19)20-‐5-‐3-‐18-‐4-‐6-‐20/h7-‐9,18H,2-‐6H2,1H3,(H,22,23) OGJPXUAPXNRGGI-‐UHFFFAOYSA-‐N
NORGESTREL 102.8716185 90.26375271 C1(C([H])([H])C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]24[H])C3([H])C([H])([H])C([H])([H])[C@@]1(O[H])C#C[H] InChI=1S/C21H28O2/c1-‐3-‐20-‐11-‐9-‐17-‐16-‐8-‐6-‐15(22)13-‐14(16)5-‐7-‐18(17)19(20)10-‐12-‐21(20,23)4-‐2/h2,13,16-‐19,23H,3,5-‐12H2,1H3/t16-‐,17?,18?,19?,20?,21-‐/m0/s1 WWYNJERNGUHSAO-‐MQVXZNLGSA-‐N
NOVOBIOCIN	  SODIUM 47.15210001 56.2112354 C(N([H])C(=O)c(c([H])c([H])c(c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])O[H])c1[H])(C(=O)O2)=C([O-‐])c(c23)c([H])c([H])c(O[C@]([H])(OC(C([H])([H])[H])(C([H])([H])[H])[C@@]([H])([C@@]4([H])OC(N([H])[H])=O)OC([H])([H])[H])[C@]4([H])O[H])c3C([H])([H])[H] InChI=1S/C31H36N2O11/c1-‐14(2)7-‐8-‐16-‐13-‐17(9-‐11-‐19(16)34)27(37)33-‐21-‐22(35)18-‐10-‐12-‐20(15(3)24(18)42-‐28(21)38)41-‐29-‐23(36)25(43-‐30(32)39)26(40-‐6)31(4,5)44-‐29/h7,9-‐13,23,25-‐26,29,34-‐36H,8H2,1-‐6H3,(H2,32,39)(H,33,37)/p-‐1/t23-‐,25+,26-‐,29-‐/m1/s1 YJQPYGGHQPGBLI-‐KGSXXDOSSA-‐M
PYRITHIONE	  ZINC 94.53822627 92.52137816 [N+]1(=C([H])C([H])=C([H])C([H])([H])C1=S)O[Zn]ON2C([H])=C([H])C([H])=C([H])C2=S InChI=1S/C5H5NOS.C5H4NOS.Zn/c2*7-‐6-‐4-‐2-‐1-‐3-‐5(6)8;/h1-‐2,4H,3H2;1-‐4H;/q;-‐1;+2 QWVVBFAAOSYTHI-‐UHFFFAOYSA-‐N
PARACHLOROPHENOL 100.4310941 89.65753846 c(c([H])c1[H])(c([H])c([H])c1O[H])Cl InChI=1S/C6H5ClO/c7-‐5-‐1-‐3-‐6(8)4-‐2-‐5/h1-‐4,8H WXNZTHHGJRFXKQ-‐UHFFFAOYSA-‐N
DIFLUNISAL 87.47286452 201.0232757 c1(c(O[H])c([H])c([H])c(c2c([H])c([H])c(c([H])c2F)F)c1[H])C([O-‐])=O InChI=1S/C13H8F2O3/c14-‐8-‐2-‐3-‐9(11(15)6-‐8)7-‐1-‐4-‐12(16)10(5-‐7)13(17)18/h1-‐6,16H,(H,17,18)/p-‐1 HUPFGZXOMWLGNK-‐UHFFFAOYSA-‐M
OXACILLIN	  SODIUM 90.06972152 76.66574012 N12[C@](C([H])(N([H])C(=O)c(c(C([H])([H])[H])on3)c3c4c([H])c([H])c([H])c([H])c4[H])C1=O)([H])SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C19H19N3O5S/c1-‐9-‐11(12(21-‐27-‐9)10-‐7-‐5-‐4-‐6-‐8-‐10)15(23)20-‐13-‐16(24)22-‐14(18(25)26)19(2,3)28-‐17(13)22/h4-‐8,13-‐14,17H,1-‐3H3,(H,20,23)(H,25,26)/p-‐1/t13?,14-‐,17+/m0/s1 UWYHMGVUTGAWSP-‐XLGXCUCASA-‐M
HETACILLIN	  POTASSIUM 89.09264322 81.90217694 N1(C(C([H])([H])[H])(C([H])([H])[H])[N+]([H])([H])[C@]([H])(c2c([H])c([H])c([H])c([H])c2[H])C1=O)C([H])(C3=O)[C@]([H])(N34)SC([C@]4([H])C(=O)[O-‐])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C19H23N3O4S/c1-‐18(2)13(17(25)26)21-‐15(24)12(16(21)27-‐18)22-‐14(23)11(20-‐19(22,3)4)10-‐8-‐6-‐5-‐7-‐9-‐10/h5-‐9,11-‐13,16,20H,1-‐4H3,(H,25,26)/t11-‐,12?,13+,16-‐/m1/s1 DXVUYOAEDJXBPY-‐HCYBMXRASA-‐N
AMODIAQUINE	  DIHYDROCHLORIDE 93.26151063 80.72110437 c1(c([H])c([H])c(c2[H])Cl)c2[nH+]c([H])c([H])c1N([H])c(c([H])c3[H])c([H])c(c3C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])[O-‐] InChI=1S/C20H22ClN3O/c1-‐3-‐24(4-‐2)13-‐14-‐5-‐7-‐16(12-‐20(14)25)23-‐18-‐9-‐10-‐22-‐19-‐11-‐15(21)6-‐8-‐17(18)19/h5-‐12,25H,3-‐4,13H2,1-‐2H3,(H,22,23)/p+1 QGFYFOHMBDMGBZ-‐UHFFFAOYSA-‐O
ACECAINIDE	  HYDROCHLORIDE 90.59951508 70.32139451 C(N([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(=O)c1c([H])c([H])c(c([H])c1[H])N([H])C(C([H])([H])[H])=O InChI=1S/C15H23N3O2/c1-‐4-‐18(5-‐2)11-‐10-‐16-‐15(20)13-‐6-‐8-‐14(9-‐7-‐13)17-‐12(3)19/h6-‐9H,4-‐5,10-‐11H2,1-‐3H3,(H,16,20)(H,17,19)/p+1 KEECCEWTUVWFCV-‐UHFFFAOYSA-‐O
OXYBENZONE 128.3842186 225.4390769 c1(c([H])c([H])c(c([H])c1O[H])OC([H])([H])[H])C(c2c([H])c([H])c([H])c([H])c2[H])=O InChI=1S/C14H12O3/c1-‐17-‐11-‐7-‐8-‐12(13(15)9-‐11)14(16)10-‐5-‐3-‐2-‐4-‐6-‐10/h2-‐9,15H,1H3 DXGLGDHPHMLXJC-‐UHFFFAOYSA-‐N
THIODIGLYCOL 87.63788219 78.49483482 S(C([H])([H])C([H])([H])O[H])C([H])([H])C([H])([H])O[H] InChI=1S/C4H10O2S/c5-‐1-‐3-‐7-‐4-‐2-‐6/h5-‐6H,1-‐4H2 YODZTKMDCQEPHD-‐UHFFFAOYSA-‐N
ACEMETACIN 84.99325693 57.74767495 n1(C(=O)c2c([H])c([H])c(c([H])c2[H])Cl)c3c(c(C([H])([H])C(OC([H])([H])C([O-‐])=O)=O)c1C([H])([H])[H])c([H])c(OC([H])([H])[H])c([H])c3[H] InChI=1S/C21H18ClNO6/c1-‐12-‐16(10-‐20(26)29-‐11-‐19(24)25)17-‐9-‐15(28-‐2)7-‐8-‐18(17)23(12)21(27)13-‐3-‐5-‐14(22)6-‐4-‐13/h3-‐9H,10-‐11H2,1-‐2H3,(H,24,25)/p-‐1 FSQKKOOTNAMONP-‐UHFFFAOYSA-‐M
BACLOFEN 102.2245756 80.80472012 C([O-‐])(=O)C([H])([H])C([H])(C([H])([H])[N+]([H])([H])[H])c1c([H])c([H])c(c([H])c1[H])Cl InChI=1S/C10H12ClNO2/c11-‐9-‐3-‐1-‐7(2-‐4-‐9)8(6-‐12)5-‐10(13)14/h1-‐4,8H,5-‐6,12H2,(H,13,14) KPYSYYIEGFHWSV-‐UHFFFAOYSA-‐N
CEFADROXIL 101.199729 88.51827377 N12[C@]([H])(SC([H])([H])C(C([H])([H])[H])=C1C([O-‐])=O)[C@@]([H])(C2=O)N([H])C(=O)[C@@]([H])(N([H])[H])c3c([H])c([H])c(c([H])c3[H])O[H] InChI=1S/C16H17N3O5S/c1-‐7-‐6-‐25-‐15-‐11(14(22)19(15)12(7)16(23)24)18-‐13(21)10(17)8-‐2-‐4-‐9(20)5-‐3-‐8/h2-‐5,10-‐11,15,20H,6,17H2,1H3,(H,18,21)(H,23,24)/p-‐1/t10-‐,11+,15+/m0/s1 BOEGTKLJZSQCCD-‐FIXISWKDSA-‐M
BENSERAZIDE	  HYDROCHLORIDE 93.93895158 93.51431529 c1(O[H])c(O[H])c([H])c([H])c(C([H])([H])N([H])N([H])C(=O)C([H])(C([H])([H])O[H])N([H])[H])c1O[H] InChI=1S/C10H15N3O5/c11-‐6(4-‐14)10(18)13-‐12-‐3-‐5-‐1-‐2-‐7(15)9(17)8(5)16/h1-‐2,6,12,14-‐17H,3-‐4,11H2,(H,13,18) BNQDCRGUHNALGH-‐UHFFFAOYSA-‐N
CEFAZOLIN	  SODIUM 95.92350617 84.25387013 N12[C@]([H])(SC([H])([H])C(C([H])([H])Sc3nnc(C([H])([H])[H])s3)=C1C(=O)[O-‐])[C@](C2=O)([H])N([H])C(=O)C([H])([H])n(c([H])nn4)n4 InChI=1S/C14H14N8O4S3/c1-‐6-‐17-‐18-‐14(29-‐6)28-‐4-‐7-‐3-‐27-‐12-‐9(11(24)22(12)10(7)13(25)26)16-‐8(23)2-‐21-‐5-‐15-‐19-‐20-‐21/h5,9,12H,2-‐4H2,1H3,(H,16,23)(H,25,26)/p-‐1/t9-‐,12-‐/m1/s1 MLYYVTUWGNIJIB-‐BXKDBHETSA-‐M
BENZTHIAZIDE 56.85774446 74.11545951 S1(=O)(=O)N([H])C(C([H])([H])SC([H])([H])c2c([H])c([H])c([H])c([H])c2[H])=Nc(c([H])c(Cl)c3S(N([H])[H])(=O)=O)c1c3[H] InChI=1S/C15H14ClN3O4S3/c16-‐11-‐6-‐12-‐14(7-‐13(11)25(17,20)21)26(22,23)19-‐15(18-‐12)9-‐24-‐8-‐10-‐4-‐2-‐1-‐3-‐5-‐10/h1-‐7H,8-‐9H2,(H,18,19)(H2,17,20,21) NDTSRXAMMQDVSW-‐UHFFFAOYSA-‐N
BETAMETHASONE 102.6935731 76.17449754 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])[C@]([H])(C([H])([H])[H])[C@]1(O[H])C(C([H])([H])O[H])=O)C([H])([C@]23F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C22H29FO5/c1-‐12-‐8-‐16-‐15-‐5-‐4-‐13-‐9-‐14(25)6-‐7-‐19(13,2)21(15,23)17(26)10-‐20(16,3)22(12,28)18(27)11-‐24/h6-‐7,9,12,15-‐17,24,26,28H,4-‐5,8,10-‐11H2,1-‐3H3/t12-‐,15?,16?,17-‐,19-‐,20-‐,21-‐,22-‐/m0/s1 UREBDLICKHMUKA-‐REKGUKDCSA-‐N
HYDROCHLOROTHIAZIDE 82.24440998 68.94173451 S1(=O)(=O)N([H])C([H])([H])N([H])c(c([H])c(c2S(N([H])[H])(=O)=O)Cl)c1c2[H] InChI=1S/C7H8ClN3O4S2/c8-‐4-‐1-‐5-‐7(2-‐6(4)16(9,12)13)17(14,15)11-‐3-‐10-‐5/h1-‐2,10-‐11H,3H2,(H2,9,12,13) JZUFKLXOESDKRF-‐UHFFFAOYSA-‐N
DEXAMETHASONE	  SODIUM	  PHOSPHATE 86.62172076 63.9770489 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]1(O[H])C(=O)C([H])([H])OP(=O)([O-‐])[O-‐])C([C@]23F)([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C22H30FO8P/c1-‐12-‐8-‐16-‐15-‐5-‐4-‐13-‐9-‐14(24)6-‐7-‐19(13,2)21(15,23)17(25)10-‐20(16,3)22(12,27)18(26)11-‐31-‐32(28,29)30/h6-‐7,9,12,15-‐17,25,27H,4-‐5,8,10-‐11H2,1-‐3H3,(H2,28,29,30)/p-‐2/t12-‐,15?,16?,17+,19+,20+,21+,22+/m1/s1 VQODGRNSFPNSQE-‐QCYOSJOCSA-‐L
AMPICILLIN	  SODIUM 88.89722756 76.75980785 N12[C@@]([H])([C@]([H])(N([H])C(=O)[C@]([H])(N([H])[H])c3c([H])c([H])c([H])c([H])c3[H])C1=O)SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C16H19N3O4S/c1-‐16(2)11(15(22)23)19-‐13(21)10(14(19)24-‐16)18-‐12(20)9(17)8-‐6-‐4-‐3-‐5-‐7-‐8/h3-‐7,9-‐11,14H,17H2,1-‐2H3,(H,18,20)(H,22,23)/p-‐1/t9-‐,10-‐,11+,14-‐/m1/s1 AVKUERGKIZMTKX-‐NJBDSQKTSA-‐M
ACETAZOLAMIDE 84.50688906 90.74454331 c1(nnc(N([H])C(C([H])([H])[H])=O)s1)S(N([H])[H])(=O)=O InChI=1S/C4H6N4O3S2/c1-‐2(9)6-‐3-‐7-‐8-‐4(12-‐3)13(5,10)11/h1H3,(H2,5,10,11)(H,6,7,9) BZKPWHYZMXOIDC-‐UHFFFAOYSA-‐N
TRIMETHOPRIM 97.2610178 82.916018 n1c(N([H])[H])nc([H])c(C([H])([H])c(c([H])c2OC([H])([H])[H])c([H])c(c2OC([H])([H])[H])OC([H])([H])[H])c1N([H])[H] InChI=1S/C14H18N4O3/c1-‐19-‐10-‐5-‐8(6-‐11(20-‐2)12(10)21-‐3)4-‐9-‐7-‐17-‐14(16)18-‐13(9)15/h5-‐7H,4H2,1-‐3H3,(H4,15,16,17,18) IEDVJHCEMCRBQM-‐UHFFFAOYSA-‐N
ACETOHYDROXAMIC	  ACID 100.9391748 91.25668983 C(C([H])([H])[H])(N([H])O[H])=O InChI=1S/C2H5NO2/c1-‐2(4)3-‐5/h5H,1H3,(H,3,4) RRUDCFGSUDOHDG-‐UHFFFAOYSA-‐N
TROPICAMIDE 81.93608749 75.10839663 C(=O)(N(C([H])([H])C([H])([H])[H])C([H])([H])c(c([H])c1[H])c([H])c([H])n1)C([H])(C([H])([H])O[H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C17H20N2O2/c1-‐2-‐19(12-‐14-‐8-‐10-‐18-‐11-‐9-‐14)17(21)16(13-‐20)15-‐6-‐4-‐3-‐5-‐7-‐15/h3-‐11,16,20H,2,12-‐13H2,1H3 BGDKAVGWHJFAGW-‐UHFFFAOYSA-‐N

AMIKACIN	  SULFATE 92.2149512 72.98664678
[C@@]1([H])(O[C@@]([H])([C@@]([H])(C([H])([H])[C@]([H])(N([H])[H])[C@@]2([H])O[C@@]3([H])O[C@@]([H])([C@@]([H])(O[H])[C@]([H])(O[H])[C@@]3([H])O[H])C([H])([H])N([H])[H])N([H])C([C@]([H])(O[H])C([H])([H])C([H])([H])[N+]([H])([H])[H])=O)[C@@]2([H])O[H])O[C@@]([H])([C@@]([H])(
O[H])[C@]([H])(N([H])[H])C1([H])O[H])C([H])([H])O[H] InChI=1S/C22H43N5O13/c23-‐2-‐1-‐8(29)20(36)27-‐7-‐3-‐6(25)18(39-‐22-‐16(34)15(33)13(31)9(4-‐24)37-‐22)17(35)19(7)40-‐21-‐14(32)11(26)12(30)10(5-‐28)38-‐21/h6-‐19,21-‐22,28-‐35H,1-‐5,23-‐26H2,(H,27,36)/p+1/t6-‐,7+,8+,9+,10+,11-‐,12+,13+,14?,15-‐,16+,17-‐,18+,19-‐,21+,22+/m0/s1 LKCWBDHBTVXHDL-‐CJMFXXNZSA-‐O

BROMOCRIPTINE	  MESYLATE 84.69361958 67.37393905 N1(C2=O)[C@@](O[H])([C@]([H])(C([H])([H])C([H])([H])C3([H])[H])N3C(=O)C1([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])O[C@@]2(C([H])(C([H])([H])[H])C([H])([H])[H])N([H])C(=O)C([H])(C([H])([H])N4C([H])([H])[H])C([H])=C([C@@]4([H])C5([H])[H])c6c(c57)c(c([H])c([H])c6[H])n([H])c7Br InChI=1S/C32H40BrN5O5/c1-‐16(2)12-‐24-‐29(40)37-‐11-‐7-‐10-‐25(37)32(42)38(24)30(41)31(43-‐32,17(3)4)35-‐28(39)18-‐13-‐20-‐19-‐8-‐6-‐9-‐22-‐26(19)21(27(33)34-‐22)14-‐23(20)36(5)15-‐18/h6,8-‐9,13,16-‐18,23-‐25,34,42H,7,10-‐12,14-‐15H2,1-‐5H3,(H,35,39)/t18?,23-‐,24?,25+,31-‐,32-‐/m1/s1 OZVBMTJYIDMWIL-‐BQAWQRJCSA-‐N
ACETYLCYSTEINE 89.20989261 82.20528406 [C@@]([H])(C([H])([H])S[H])(N([H])C(C([H])([H])[H])=O)C([O-‐])=O InChI=1S/C5H9NO3S/c1-‐3(7)6-‐4(2-‐10)5(8)9/h4,10H,2H2,1H3,(H,6,7)(H,8,9)/p-‐1/t4-‐/m0/s1 PWKSKIMOESPYIA-‐BYPYZUCNSA-‐M
HYDROFLUMETHIAZIDE 85.9746778 82.21573603 S1(=O)(=O)N([H])C([H])([H])N([H])c(c2[H])c1c([H])c(c2C(F)(F)F)S(N([H])[H])(=O)=O InChI=1S/C8H8F3N3O4S2/c9-‐8(10,11)4-‐1-‐5-‐7(2-‐6(4)19(12,15)16)20(17,18)14-‐3-‐13-‐5/h1-‐2,13-‐14H,3H2,(H2,12,15,16) DMDGGSIALPNSEE-‐UHFFFAOYSA-‐N
GLUCOSAMINE	  HYDROCHLORIDE 87.62051191 60.71603435 [C@@]1([H])([N+]([H])([H])[H])[C@]([H])(O[H])O[C@@]([H])([C@@]([H])(O[H])[C@]1([H])O[H])C([H])([H])O[H] InChI=1S/C6H13NO5/c7-‐3-‐5(10)4(9)2(1-‐8)12-‐6(3)11/h2-‐6,8-‐11H,1,7H2/p+1/t2-‐,3-‐,4-‐,5-‐,6-‐/m1/s1 MSWZFWKMSRAUBD-‐QZABAPFNSA-‐O
ETHIONAMIDE 90.87743958 66.20331844 C(N([H])[H])(=S)c(c([H])c1[H])c([H])c(n1)C([H])([H])C([H])([H])[H] InChI=1S/C8H10N2S/c1-‐2-‐7-‐5-‐6(8(9)11)3-‐4-‐10-‐7/h3-‐5H,2H2,1H3,(H2,9,11) AEOCXXJPGCBFJA-‐UHFFFAOYSA-‐N
AMPROLIUM 78.02343172 67.38439102 [n+]1(c([H])c([H])c([H])c([H])c1C([H])([H])[H])C([H])([H])c(c([H])nc(n2)C([H])([H])C([H])([H])C([H])([H])[H])c2N([H])[H] InChI=1S/C14H19N4/c1-‐3-‐6-‐13-‐16-‐9-‐12(14(15)17-‐13)10-‐18-‐8-‐5-‐4-‐7-‐11(18)2/h4-‐5,7-‐9H,3,6,10H2,1-‐2H3,(H2,15,16,17)/q+1 IPZFPROOBOUEIG-‐UHFFFAOYSA-‐N
ETHAMBUTOL	  HYDROCHLORIDE 86.34379626 71.5651789 [N+]([H])([H])(C([H])([H])C([H])([H])N([H])[C@@]([H])(C([H])([H])C([H])([H])[H])C([H])([H])O[H])[C@@]([H])(C([H])([H])C([H])([H])[H])C([H])([H])O[H] InChI=1S/C10H24N2O2/c1-‐3-‐9(7-‐13)11-‐5-‐6-‐12-‐10(4-‐2)8-‐14/h9-‐14H,3-‐8H2,1-‐2H3/p+1/t9-‐,10-‐/m0/s1 AEUTYOVWOVBAKS-‐UWVGGRQHSA-‐O
USNIC	  ACID 69.12984791 31.05334432 C12(C([H])([H])[H])C(=C([H])C(=O)[C-‐](C(C([H])([H])[H])=O)C1=O)Oc3c2c(O[H])c(C([H])([H])[H])c(c3C(C([H])([H])[H])=O)[O-‐] InChI=1S/C18H15O7/c1-‐6-‐14(22)12(8(3)20)16-‐13(15(6)23)18(4)10(25-‐16)5-‐9(21)11(7(2)19)17(18)24/h5,22-‐23H,1-‐4H3/q-‐1/p-‐1 QNPBMERIBMEBQY-‐UHFFFAOYSA-‐M
ERGONOVINE	  MALEATE 84.30713083 69.30755345 C1(=C2[H])[C@@]([H])(C([H])([H])c3c(c(c([H])c([H])c4[H])n([H])c3[H])c14)N(C([H])([H])C2([H])C(=O)N([H])[C@@]([H])(C([H])([H])[H])C([H])([H])O[H])C([H])([H])[H] InChI=1S/C19H23N3O2/c1-‐11(10-‐23)21-‐19(24)13-‐6-‐15-‐14-‐4-‐3-‐5-‐16-‐18(14)12(8-‐20-‐16)7-‐17(15)22(2)9-‐13/h3-‐6,8,11,13,17,20,23H,7,9-‐10H2,1-‐2H3,(H,21,24)/t11-‐,13?,17+/m0/s1 WVVSZNPYNCNODU-‐PGECJRHESA-‐N
TUAMINOHEPTANE	  SULFATE 90.6559685 70.8753489 [N+]([H])([H])([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C7H17N/c1-‐3-‐4-‐5-‐6-‐7(2)8/h7H,3-‐6,8H2,1-‐2H3/p+1 VSRBKQFNFZQRBM-‐UHFFFAOYSA-‐O
7-‐HYDROXYETHYLTHEOPHYLLINE 86.25260229 64.40557965 c12c(n(c([H])n1)C([H])([H])C([H])([H])O[H])C(N(C([H])([H])[H])C(=O)N2C([H])([H])[H])=O InChI=1S/C9H12N4O3/c1-‐11-‐7-‐6(8(15)12(2)9(11)16)13(3-‐4-‐14)5-‐10-‐7/h5,14H,3-‐4H2,1-‐2H3 NWPRCRWQMGIBOT-‐UHFFFAOYSA-‐N
AMANTADINE	  HYDROCHLORIDE 88.28926772 60.51744692 C([N+]([H])([H])[H])(C([H])([H])C12[H])(C([H])([H])C3([H])C1([H])[H])C([H])([H])C([H])(C3([H])[H])C2([H])[H] InChI=1S/C10H17N/c11-‐10-‐4-‐7-‐1-‐8(5-‐10)3-‐9(2-‐7)6-‐10/h7-‐9H,1-‐6,11H2/p+1 DKNWSYNQZKUICI-‐UHFFFAOYSA-‐O
OXYTETRACYCLINE 95.20263952 61.85529905 [C@]1(O[H])(C2=O)[C@@]([H])([C@]([H])([C@]([H])([C@](c(c([H])c([H])c([H])c3O[H])c3C4=O)(C([H])([H])[H])O[H])C4=C1[O-‐])O[H])[C@@]([H])(C([O-‐])=C2C(N([H])[H])=O)[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C22H24N2O9/c1-‐21(32)7-‐5-‐4-‐6-‐8(25)9(7)15(26)10-‐12(21)17(28)13-‐14(24(2)3)16(27)11(20(23)31)19(30)22(13,33)18(10)29/h4-‐6,12-‐14,17,25,27-‐29,32-‐33H,1-‐3H3,(H2,23,31)/p-‐1/t12-‐,13-‐,14+,17+,21-‐,22+/m1/s1 IWVCMVBTMGNXQD-‐PXOLEDIWSA-‐M
ANTHRALIN 90.63425564 86.37561998 C1(=O)c2c(c([H])c([H])c([H])c2O[H])C([H])([H])c(c([H])c([H])c([H])c3O[H])c13 InChI=1S/C14H10O3/c15-‐10-‐5-‐1-‐3-‐8-‐7-‐9-‐4-‐2-‐6-‐11(16)13(9)14(17)12(8)10/h1-‐6,15-‐16H,7H2 NUZWLKWWNNJHPT-‐UHFFFAOYSA-‐N
BRAZILIN 101.3638762 117.2164983 c12c(c([H])c(O[H])c(O[H])c1[H])C([H])([H])[C@](O[H])(C([H])([H])Oc3c4c([H])c([H])c(c3[H])O[H])C24[H] InChI=1S/C16H14O5/c17-‐9-‐1-‐2-‐10-‐14(4-‐9)21-‐7-‐16(20)6-‐8-‐3-‐12(18)13(19)5-‐11(8)15(10)16/h1-‐5,15,17-‐20H,6-‐7H2/t15?,16-‐/m0/s1 UWHUTZOCTZJUKC-‐LYKKTTPLSA-‐N
COLCHICEINE 109.5710192 123.9559774 C1(=C([H])C([H])=C(C2=O)O[H])C([C@]([H])(C([H])([H])C([H])([H])c(c([H])c(c(OC([H])([H])[H])c3OC([H])([H])[H])OC([H])([H])[H])c13)N([H])C(C([H])([H])[H])=O)=C2[H] InChI=1S/C21H23NO6/c1-‐11(23)22-‐15-‐7-‐5-‐12-‐9-‐18(26-‐2)20(27-‐3)21(28-‐4)19(12)13-‐6-‐8-‐16(24)17(25)10-‐14(13)15/h6,8-‐10,15H,5,7H2,1-‐4H3,(H,22,23)(H,24,25)/t15-‐/m0/s1 PRGILOMAMBLWNG-‐HNNXBMFYSA-‐N
FORMONONETIN 114.7148544 169.7549962 C1(c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])=C([H])Oc(c3C1=O)c([H])c(c([H])c3[H])[O-‐] InChI=1S/C16H12O4/c1-‐19-‐12-‐5-‐2-‐10(3-‐6-‐12)14-‐9-‐20-‐15-‐8-‐11(17)4-‐7-‐13(15)16(14)18/h2-‐9,17H,1H3/p-‐1 HKQYGTCOTHHOMP-‐UHFFFAOYSA-‐M
ALBIZZIINE 110.8096933 118.0996749 C(N([H])[H])(=O)N([H])C([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O InChI=1S/C4H9N3O3/c5-‐2(3(8)9)1-‐7-‐4(6)10/h2H,1,5H2,(H,8,9)(H3,6,7,10) GZYFIMLSHBLMKF-‐UHFFFAOYSA-‐N
GENISTEIN 39.0593111 95.5576418 C1(=O)C(c2c([H])c([H])c(c([H])c2[H])[O-‐])=C([H])Oc(c([H])c([O-‐])c([H])c3O[H])c13 InChI=1S/C15H10O5/c16-‐9-‐3-‐1-‐8(2-‐4-‐9)11-‐7-‐20-‐13-‐6-‐10(17)5-‐12(18)14(13)15(11)19/h1-‐7,16-‐18H/p-‐2 TZBJGXHYKVUXJN-‐UHFFFAOYSA-‐L 5.41 5.04
KETOCONAZOLE 69.11384654 98.10203174 [C@]1(C([H])([H])n(c([H])c([H])n2)c2[H])(OC([H])([H])C([H])(C([H])([H])Oc(c([H])c3[H])c([H])c([H])c3N(C([H])([H])C4([H])[H])C([H])([H])C([H])([H])N4C(C([H])([H])[H])=O)O1)c5c([H])c([H])c(c([H])c5Cl)Cl InChI=1S/C26H28Cl2N4O4/c1-‐19(33)31-‐10-‐12-‐32(13-‐11-‐31)21-‐3-‐5-‐22(6-‐4-‐21)34-‐15-‐23-‐16-‐35-‐26(36-‐23,17-‐30-‐9-‐8-‐29-‐18-‐30)24-‐7-‐2-‐20(27)14-‐25(24)28/h2-‐9,14,18,23H,10-‐13,15-‐17H2,1H3/t23?,26-‐/m0/s1 XMAYWYJOQHXEEK-‐NASUQTAISA-‐N
HYDROXYPROGESTERONE	  CAPROATE 55.76286831 40.59040801 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@@]1(C(C([H])([H])[H])=O)OC(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C27H40O4/c1-‐5-‐6-‐7-‐8-‐24(30)31-‐27(18(2)28)16-‐13-‐23-‐21-‐10-‐9-‐19-‐17-‐20(29)11-‐14-‐25(19,3)22(21)12-‐15-‐26(23,27)4/h17,21-‐23H,5-‐16H2,1-‐4H3/t21?,22?,23?,25-‐,26-‐,27-‐/m0/s1 DOMWKUIIPQCAJU-‐JKPPDDDBSA-‐N
MEDRYSONE 90.89077547 86.35788481 [C@]12(C([H])([H])[H])C([C@]([H])(C([H])([H])C([H])(C([H])([C@@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@]3([H])C(C([H])([H])[H])=O)C1([H])[C@@]([H])(O[H])C4([H])[H])C([H])([H])[H])=C([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C22H32O3/c1-‐12-‐9-‐15-‐17-‐6-‐5-‐16(13(2)23)22(17,4)11-‐19(25)20(15)21(3)8-‐7-‐14(24)10-‐18(12)21/h10,12,15-‐17,19-‐20,25H,5-‐9,11H2,1-‐4H3/t12-‐,15?,16+,17?,19-‐,20?,21-‐,22+/m0/s1 GZENKSODFLBBHQ-‐IENIWFQZSA-‐N
METAPROTERENOL 111.7257187 108.3216475 c1(C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])c([H])c(O[H])c([H])c(O[H])c1[H] InChI=1S/C11H17NO3/c1-‐7(2)12-‐6-‐11(15)8-‐3-‐9(13)5-‐10(14)4-‐8/h3-‐5,7,11-‐15H,6H2,1-‐2H3/p+1 LMOINURANNBYCM-‐UHFFFAOYSA-‐O
FOSCARNET	  SODIUM 110.8356535 112.958325 P(=O)([O-‐])([O-‐])C(=O)[O-‐] InChI=1S/CH3O5P/c2-‐1(3)7(4,5)6/h(H,2,3)(H2,4,5,6)/p-‐3 ZJAOAACCNHFJAH-‐UHFFFAOYSA-‐K
IMPERATORIN 131.4221202 222.8191946 c12c(c([H])c(c3c1OC([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c([H])c([H])o3)C([H])=C([H])C(=O)O2 InChI=1S/C16H14O4/c1-‐10(2)5-‐7-‐19-‐16-‐14-‐12(6-‐8-‐18-‐14)9-‐11-‐3-‐4-‐13(17)20-‐15(11)16/h3-‐6,8-‐9H,7H2,1-‐2H3 OLOOJGVNMBJLLR-‐UHFFFAOYSA-‐N
CHLORPHENIRAMINE	  (S)	  MALEATE 103.6149994 117.7421987 [C@]([H])(c1c([H])c([H])c([H])c([H])n1)(c2c([H])c([H])c(c([H])c2[H])Cl)C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C16H19ClN2/c1-‐19(2)12-‐10-‐15(16-‐5-‐3-‐4-‐11-‐18-‐16)13-‐6-‐8-‐14(17)9-‐7-‐13/h3-‐9,11,15H,10,12H2,1-‐2H3/p+1/t15-‐/m1/s1 SOYKEARSMXGVTM-‐OAHLLOKOSA-‐O
MAPROTILINE	  HYDROCHLORIDE 108.7328744 100.7515618 C12(C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])C([H])(c(c([H])c([H])c([H])c3[H])c13)c(c([H])c([H])c([H])c4[H])c24 InChI=1S/C20H23N/c1-‐21-‐14-‐6-‐12-‐20-‐13-‐11-‐15(16-‐7-‐2-‐4-‐9-‐18(16)20)17-‐8-‐3-‐5-‐10-‐19(17)20/h2-‐5,7-‐10,15,21H,6,11-‐14H2,1H3/p+1 QSLMDECMDJKHMQ-‐UHFFFAOYSA-‐O
DEQUALINIUM	  CHLORIDE 111.4216131 158.7993999 [n+]1(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[n+]2c(C([H])([H])[H])c([H])c(c(c([H])c([H])c([H])c3[H])c23)[N+]([H])([H])[H])c(C([H])([H])[H])c([H])c(c(c([H])c([H])c([H])c4[H])c14)[N+]([H])([H])[H] InChI=1S/C30H38N4/c1-‐23-‐21-‐27(31)25-‐15-‐9-‐11-‐17-‐29(25)33(23)19-‐13-‐7-‐5-‐3-‐4-‐6-‐8-‐14-‐20-‐34-‐24(2)22-‐28(32)26-‐16-‐10-‐12-‐18-‐30(26)34/h9-‐12,15-‐18,21-‐22,31-‐32H,3-‐8,13-‐14,19-‐20H2,1-‐2H3/p+4 PCSWXVJAIHCTMO-‐UHFFFAOYSA-‐R

NERIIFOLIN 148.7821005 95.59969784
[C@@]1(O[H])(C([H])([H])C([H])([H])C2([H])C(C([H])([H])OC3=O)=C3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])[C@]([C@@]45C([H])([H])[H])([H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[C@]6([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(OC([H]
)([H])[H])[C@]6([H])O[H])O[H] InChI=1S/C30H46O8/c1-‐16-‐24(32)26(35-‐4)25(33)27(37-‐16)38-‐19-‐7-‐10-‐28(2)18(14-‐19)5-‐6-‐22-‐21(28)8-‐11-‐29(3)20(9-‐12-‐30(22,29)34)17-‐13-‐23(31)36-‐15-‐17/h13,16,18-‐22,24-‐27,32-‐34H,5-‐12,14-‐15H2,1-‐4H3/t16-‐,18+,19-‐,20?,21?,22?,24-‐,25-‐,26+,27-‐,28-‐,29+,30-‐/m0/s1 VPUNMTHWNSJUOG-‐XOMUPIDMSA-‐N

ALLOXAN 108.5214839 118.173273 [N-‐](C1=O)C(=O)C(C(=O)N1[H])=O InChI=1S/C4H2N2O4/c7-‐1-‐2(8)5-‐4(10)6-‐3(1)9/h(H2,5,6,8,9,10)/p-‐1 HIMXGTXNXJYFGB-‐UHFFFAOYSA-‐M
QUERCITRIN 114.5516758 107.2281907 C1(O[C@]2([H])OC([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])O[H])=C(c3c([H])c([H])c(c(O[H])c3[H])[O-‐])Oc(c([H])c([O-‐])c([H])c4O[H])c4C1=O InChI=1S/C21H20O11/c1-‐7-‐15(26)17(28)18(29)21(30-‐7)32-‐20-‐16(27)14-‐12(25)5-‐9(22)6-‐13(14)31-‐19(20)8-‐2-‐3-‐10(23)11(24)4-‐8/h2-‐7,15,17-‐18,21-‐26,28-‐29H,1H3/p-‐2/t7?,15-‐,17+,18+,21-‐/m0/s1 OXGUCUVFOIWWQJ-‐IWSUUXMFSA-‐L
HALOPERIDOL 111.7294273 92.15110321 C(O[H])(c1c([H])c([H])c(c([H])c1[H])Cl)(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[NH+]2C([H])([H])C([H])([H])C([H])([H])C(=O)c3c([H])c([H])c(c([H])c3[H])F InChI=1S/C21H23ClFNO2/c22-‐18-‐7-‐5-‐17(6-‐8-‐18)21(26)11-‐14-‐24(15-‐12-‐21)13-‐1-‐2-‐20(25)16-‐3-‐9-‐19(23)10-‐4-‐16/h3-‐10,26H,1-‐2,11-‐15H2/p+1 LNEPOXFFQSENCJ-‐UHFFFAOYSA-‐O
THEAFLAVIN	  MONOGALLATES 103.7967211 89.7644234 c(c(O[H])c(O[H])c([H])c1[C@]2([H])[C@]([H])(O[H])C([H])([H])c3c(c([H])c(c([H])c3O[H])O[H])O2)(C(=O)C([O-‐])=C([H])C([C@]4([H])[C@]([H])(OC(=O)c(c([H])c5O[H])c([H])c(c5O[H])O[H])C([H])([H])c6c(c([H])c(c([H])c6O[H])[O-‐])O4)=C7[H])c17 InChI=1S/C36H28O16/c37-‐14-‐5-‐20(39)18-‐10-‐26(45)35(51-‐27(18)7-‐14)17-‐9-‐25(44)33(48)30-‐16(17)1-‐12(2-‐24(43)32(30)47)34-‐29(11-‐19-‐21(40)6-‐15(38)8-‐28(19)50-‐34)52-‐36(49)13-‐3-‐22(41)31(46)23(42)4-‐13/h1-‐9,26,29,34-‐35,37-‐42,44-‐46,48H,10-‐11H2,(H,43,47)/p-‐2/t26-‐,29-‐,34-‐,35-‐/m1/s1 KMJPKUVSXFVQGZ-‐WQLSNUALSA-‐L
AZATHIOPRINE 107.2605582 128.3508327 c1([N+](=O)[O-‐])[nH+]c([H])n(C([H])([H])[H])c1Sc2n([H])c([H])nc3c2nc([H])[nH+]3 InChI=1S/C9H7N7O2S/c1-‐15-‐4-‐14-‐7(16(17)18)9(15)19-‐8-‐5-‐6(11-‐2-‐10-‐5)12-‐3-‐13-‐8/h2-‐4H,1H3,(H,10,11,12,13)/p+2 LMEKQMALGUDUQG-‐UHFFFAOYSA-‐P
CARBACHOL 105.7214871 120.9069151 C(OC([H])([H])C([H])([H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])(N([H])[H])=O InChI=1S/C6H14N2O2/c1-‐8(2,3)4-‐5-‐10-‐6(7)9/h4-‐5H2,1-‐3H3,(H-‐,7,9)/p+1 VPJXQGSRWJZDOB-‐UHFFFAOYSA-‐O
CARBAMAZEPINE 99.42798433 121.6218676 N1(c2c(c([H])c([H])c([H])c2[H])C([H])=C([H])c(c([H])c([H])c([H])c3[H])c13)C(N([H])[H])=O InChI=1S/C15H12N2O/c16-‐15(18)17-‐13-‐7-‐3-‐1-‐5-‐11(13)9-‐10-‐12-‐6-‐2-‐4-‐8-‐14(12)17/h1-‐10H,(H2,16,18) FFGPTBGBLSHEPO-‐UHFFFAOYSA-‐N
CLIDINIUM	  BROMIDE 92.45951542 125.1861163 C(=O)(OC([H])(C([H])(C1([H])[H])C2([H])[H])C([H])([H])[N+](C1([H])[H])(C2([H])[H])C([H])([H])[H])C(O[H])(c3c([H])c([H])c([H])c([H])c3[H])c4c([H])c([H])c([H])c([H])c4[H] InChI=1S/C22H26NO3/c1-‐23-‐14-‐12-‐17(13-‐15-‐23)20(16-‐23)26-‐21(24)22(25,18-‐8-‐4-‐2-‐5-‐9-‐18)19-‐10-‐6-‐3-‐7-‐11-‐19/h2-‐11,17,20,25H,12-‐16H2,1H3/q+1 HOOSGZJRQIVJSZ-‐UHFFFAOYSA-‐N
CHLOROXYLENOL 121.1381584 116.837994 c1(Cl)c(C([H])([H])[H])c([H])c(c([H])c1C([H])([H])[H])O[H] InChI=1S/C8H9ClO/c1-‐5-‐3-‐7(10)4-‐6(2)8(5)9/h3-‐4,10H,1-‐2H3 OSDLLIBGSJNGJE-‐UHFFFAOYSA-‐N
CEPHAPIRIN	  SODIUM 94.32865237 85.65344627 N12[C@]([H])(SC([H])([H])C(C([H])([H])OC(C([H])([H])[H])=O)=C1C(=O)[O-‐])[C@](C2=O)([H])N([H])C(C([H])([H])Sc(c([H])c3[H])c([H])c([H])n3)=O InChI=1S/C17H17N3O6S2/c1-‐9(21)26-‐6-‐10-‐7-‐28-‐16-‐13(15(23)20(16)14(10)17(24)25)19-‐12(22)8-‐27-‐11-‐2-‐4-‐18-‐5-‐3-‐11/h2-‐5,13,16H,6-‐8H2,1H3,(H,19,22)(H,24,25)/p-‐1/t13-‐,16-‐/m1/s1 UQLLWWBDSUHNEB-‐CZUORRHYSA-‐M
CLOFIBRIC	  ACID 99.14242174 111.1814577 C(C([H])([H])[H])(C([H])([H])[H])(Oc(c([H])c1[H])c([H])c([H])c1Cl)C([O-‐])=O InChI=1S/C10H11ClO3/c1-‐10(2,9(12)13)14-‐8-‐5-‐3-‐7(11)4-‐6-‐8/h3-‐6H,1-‐2H3,(H,12,13)/p-‐1 TXCGAZHTZHNUAI-‐UHFFFAOYSA-‐M
BENZOCAINE 100.6221552 129.4968596 C(OC([H])([H])C([H])([H])[H])(=O)c1c([H])c([H])c(c([H])c1[H])N([H])[H] InChI=1S/C9H11NO2/c1-‐2-‐12-‐9(11)7-‐3-‐5-‐8(10)6-‐4-‐7/h3-‐6H,2,10H2,1H3 BLFLLBZGZJTVJG-‐UHFFFAOYSA-‐N
CARBENICILLIN	  DISODIUM 100.6629498 108.5108997 N12[C@@]([H])([C@]([H])(N([H])C(=O)C([H])(c3c([H])c([H])c([H])c([H])c3[H])C(=O)[O-‐])C1=O)SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C17H18N2O6S/c1-‐17(2)11(16(24)25)19-‐13(21)10(14(19)26-‐17)18-‐12(20)9(15(22)23)8-‐6-‐4-‐3-‐5-‐7-‐8/h3-‐7,9-‐11,14H,1-‐2H3,(H,18,20)(H,22,23)(H,24,25)/p-‐2/t9?,10-‐,11+,14-‐/m1/s1 FPPNZSSZRUTDAP-‐UWFZAAFLSA-‐L
BETHANECHOL	  CHLORIDE 100.0287784 111.1183736 C(N([H])[H])(=O)OC([H])(C([H])([H])[H])C([H])([H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C7H16N2O2/c1-‐6(11-‐7(8)10)5-‐9(2,3)4/h6H,5H2,1-‐4H3,(H-‐,8,10)/p+1 NZUPCNDJBJXXRF-‐UHFFFAOYSA-‐O
BISACODYL 103.2738078 97.08217296 C([H])(c1c([H])c([H])c([H])c([H])n1)(c2c([H])c([H])c(c([H])c2[H])OC(C([H])([H])[H])=O)c3c([H])c([H])c(c([H])c3[H])OC(C([H])([H])[H])=O InChI=1S/C22H19NO4/c1-‐15(24)26-‐19-‐10-‐6-‐17(7-‐11-‐19)22(21-‐5-‐3-‐4-‐14-‐23-‐21)18-‐8-‐12-‐20(13-‐9-‐18)27-‐16(2)25/h3-‐14,22H,1-‐2H3 KHOITXIGCFIULA-‐UHFFFAOYSA-‐N
CEFOTAXIME	  SODIUM 119.1763063 104.1265583 N12[C@]([H])(SC([H])([H])C(C([H])([H])OC(C([H])([H])[H])=O)=C1C(=O)[O-‐])[C@](C2=O)([H])N([H])C(=O)\C(=N\OC([H])([H])[H])\c3c([H])sc(N([H])[H])n3 InChI=1S/C16H17N5O7S2/c1-‐6(22)28-‐3-‐7-‐4-‐29-‐14-‐10(13(24)21(14)11(7)15(25)26)19-‐12(23)9(20-‐27-‐2)8-‐5-‐30-‐16(17)18-‐8/h5,10,14H,3-‐4H2,1-‐2H3,(H2,17,18)(H,19,23)(H,25,26)/p-‐1/b20-‐9+/t10-‐,14-‐/m1/s1 GPRBEKHLDVQUJE-‐VINNURBNSA-‐M
CEPHALOTHIN	  SODIUM 66.29530669 45.11143145 N12[C@]([H])(SC([H])([H])C(C([H])([H])OC(C([H])([H])[H])=O)=C1C(=O)[O-‐])[C@@]([H])(C2=O)N([H])C(=O)C([H])([H])c3c([H])c([H])c([H])s3 InChI=1S/C16H16N2O6S2/c1-‐8(19)24-‐6-‐9-‐7-‐26-‐15-‐12(14(21)18(15)13(9)16(22)23)17-‐11(20)5-‐10-‐3-‐2-‐4-‐25-‐10/h2-‐4,12,15H,5-‐7H2,1H3,(H,17,20)(H,22,23)/p-‐1/t12-‐,15-‐/m1/s1 XIURVHNZVLADCM-‐IUODEOHRSA-‐M
CINOXACIN 101.4602999 112.1592604 C(C([O-‐])=O)(C1=O)=NN(c2c1c([H])c(OC([H])([H])O3)c3c2[H])C([H])([H])C([H])([H])[H] InChI=1S/C12H10N2O5/c1-‐2-‐14-‐7-‐4-‐9-‐8(18-‐5-‐19-‐9)3-‐6(7)11(15)10(13-‐14)12(16)17/h3-‐4H,2,5H2,1H3,(H,16,17)/p-‐1 VDUWPHTZYNWKRN-‐UHFFFAOYSA-‐M
CICLOPIROX	  OLAMINE 105.9551292 129.1078413 [NH+]1(O[H])C(=O)C([H])=C(C([H])=C1C2([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H])C([H])([H])[H] InChI=1S/C12H17NO2/c1-‐9-‐7-‐11(13(15)12(14)8-‐9)10-‐5-‐3-‐2-‐4-‐6-‐10/h7-‐8,10,15H,2-‐6H2,1H3/p+1 SCKYRAXSEDYPSA-‐UHFFFAOYSA-‐O
EPI(13)TORULOSOL 115.0857149 109.005058 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])[C@]2(C([H])([H])[H])C([H])([H])O[H])C2([H])C([H])([H])C([H])([H])C(=C([H])[H])C1([H])C([H])([H])C([H])([H])[C@](C([H])([H])[H])(O[H])C([H])=C([H])[H] InChI=1S/C20H34O2/c1-‐6-‐19(4,22)13-‐10-‐16-‐15(2)8-‐9-‐17-‐18(3,14-‐21)11-‐7-‐12-‐20(16,17)5/h6,16-‐17,21-‐22H,1-‐2,7-‐14H2,3-‐5H3/t16?,17?,18-‐,19-‐,20-‐/m1/s1 IERFAZQCIAZODG-‐WFAGLZIHSA-‐N
MYCOPHENOLIC	  ACID 100.088116 106.7866023 c12c(C([H])([H])OC1=O)c(c(OC([H])([H])[H])c(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])C([O-‐])=O)c2O[H])C([H])([H])[H] InChI=1S/C17H20O6/c1-‐9(5-‐7-‐13(18)19)4-‐6-‐11-‐15(20)14-‐12(8-‐23-‐17(14)21)10(2)16(11)22-‐3/h4,20H,5-‐8H2,1-‐3H3,(H,18,19)/p-‐1/b9-‐4+ HPNSFSBZBAHARI-‐RUDMXATFSA-‐M

DACTINOMYCIN 85.16098065 57.98057723
C1(C(=O)OC([H])(C([H])([H])[H])C([H])(C(=O)N([H])C([H])(C([H])(C([H])([H])[H])C([H])([H])[H])C2=O)N([H])C(=O)C([H])(C([H])(C([H])([H])[H])C([H])([H])[H])N(C([H])([H])[H])C(=O)C([H])([H])N(C(=O)C([H])(C([H])([H])C([H])([H])C3([H])[H])N23)C([H])([H])[H])=C(N([H])[H])C(=O)C(=C(Oc(c(C([H])([H])[H])c([H
])c([H])c4C(=O)OC([H])(C([H])([H])[H])C([H])(C(=O)N([H])C([H])(C([H])(C([H])([H])[H])C([H])([H])[H])C5=O)N([H])C(=O)C([H])(C([H])(C([H])([H])[H])C([H])([H])[H])N(C([H])([H])[H])C(=O)C([H])([H])N(C(=O)C([H])(C([H])([H])C([H])([H])C6([H])[H])N56)C([H])([H])[H])c47)C1=[NH+]7)C([H])([H])[H]

InChI=1S/C62H86N12O16/c1-‐27(2)42-‐59(84)73-‐23-‐17-‐19-‐36(73)57(82)69(13)25-‐38(75)71(15)48(29(5)6)55(80)67-‐44(53(78)65-‐42)33(11)88-‐61(86)35-‐22-‐21-‐31(9)51-‐46(35)64-‐47-‐40(41(63)50(77)32(10)52(47)90-‐51)62(87)89-‐34(12)45-‐54(79)66-‐43(28(3)4)60(85)74-‐24-‐18-‐20-‐37(74)58(83)70(14)26-‐
39(76)72(16)49(30(7)8)56(81)68-‐45/h21-‐22,27-‐30,33-‐34,36-‐37,42-‐45,48-‐49H,17-‐20,23-‐26,63H2,1-‐16H3,(H,65,78)(H,66,79)(H,67,80)(H,68,81)/p+1 QKRYGAZNLBVXHK-‐UHFFFAOYSA-‐O

ALPRENOLOL 120.6115365 89.00741482 O(C([H])([H])C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])c1c([H])c([H])c([H])c([H])c1C([H])([H])C([H])=C([H])[H] InChI=1S/C15H23NO2/c1-‐4-‐7-‐13-‐8-‐5-‐6-‐9-‐15(13)18-‐11-‐14(17)10-‐16-‐12(2)3/h4-‐6,8-‐9,12,14,16-‐17H,1,7,10-‐11H2,2-‐3H3/p+1 PAZJSJFMUHDSTF-‐UHFFFAOYSA-‐O
JUGLONE 93.79090463 66.92799804 c12c(c([H])c([H])c([H])c1O[H])C(C([H])=C([H])C2=O)=O InChI=1S/C10H6O3/c11-‐7-‐4-‐5-‐9(13)10-‐6(7)2-‐1-‐3-‐8(10)12/h1-‐5,12H KQPYUDDGWXQXHS-‐UHFFFAOYSA-‐N
1,2-‐DIMETHYLHYDRAZINE	  HYDROCHLORIDE 99.7728846 108.5003856 N([H])(C([H])([H])[H])N([H])C([H])([H])[H] InChI=1S/C2H8N2/c1-‐3-‐4-‐2/h3-‐4H,1-‐2H3 DIIIISSCIXVANO-‐UHFFFAOYSA-‐N
PROCHLORPERAZINE	  EDISYLATE 110.92466 115.2083227 [NH+]1(C([H])([H])C([H])([H])C([H])([H])N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[NH+]2C([H])([H])[H])c3c(c([H])c([H])c([H])c3[H])Sc(c([H])c([H])c(Cl)c4[H])c14 InChI=1S/C20H24ClN3S/c1-‐22-‐11-‐13-‐23(14-‐12-‐22)9-‐4-‐10-‐24-‐17-‐5-‐2-‐3-‐6-‐19(17)25-‐20-‐8-‐7-‐16(21)15-‐18(20)24/h2-‐3,5-‐8,15H,4,9-‐14H2,1H3/p+2 WIKYUJGCLQQFNW-‐UHFFFAOYSA-‐P
PROPANTHELINE	  BROMIDE 110.3572435 110.3823931 C([H])(C(OC([H])([H])C([H])([H])[N+](C([H])([H])[H])(C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])=O)(c1c2c([H])c([H])c([H])c1[H])c3c(O2)c([H])c([H])c([H])c3[H] InChI=1S/C23H30NO3/c1-‐16(2)24(5,17(3)4)14-‐15-‐26-‐23(25)22-‐18-‐10-‐6-‐8-‐12-‐20(18)27-‐21-‐13-‐9-‐7-‐11-‐19(21)22/h6-‐13,16-‐17,22H,14-‐15H2,1-‐5H3/q+1 VVWYOYDLCMFIEM-‐UHFFFAOYSA-‐N
DEXPROPRANOLOL	  HYDROCHLORIDE 103.177384 108.6686098 c12c(c([H])c([H])c([H])c1[H])c([H])c([H])c([H])c2OC([H])([H])[C@@]([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C16H21NO2/c1-‐12(2)17-‐10-‐14(18)11-‐19-‐16-‐9-‐5-‐7-‐13-‐6-‐3-‐4-‐8-‐15(13)16/h3-‐9,12,14,17-‐18H,10-‐11H2,1-‐2H3/p+1/t14-‐/m0/s1 AQHHHDLHHXJYJD-‐AWEZNQCLSA-‐O
12a-‐HYDROXY-‐5-‐DEOXYDEHYDROMUNDUSERONE 119.6213389 102.4653451 C1(=C([H])c(c([H])c([H])c(c2[H])OC([H])([H])[H])c2O3)[C@]3(O[H])C([H])([H])Oc(c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c4[H])c14 InChI=1S/C19H18O6/c1-‐21-‐12-‐5-‐4-‐11-‐6-‐14-‐13-‐8-‐17(22-‐2)18(23-‐3)9-‐16(13)24-‐10-‐19(14,20)25-‐15(11)7-‐12/h4-‐9,20H,10H2,1-‐3H3/t19-‐/m0/s1 WEJZLJFKUYPPDV-‐IBGZPJMESA-‐N
PHENYTOIN	  SODIUM 97.46613225 95.93614609 N1C(=O)N([H])C(c2c([H])c([H])c([H])c([H])c2[H])(c3c([H])c([H])c([H])c([H])c3[H])C1=O InChI=1S/C15H12N2O2/c18-‐13-‐15(17-‐14(19)16-‐13,11-‐7-‐3-‐1-‐4-‐8-‐11)12-‐9-‐5-‐2-‐6-‐10-‐12/h1-‐10H,(H2,16,17,18,19) CXOFVDLJLONNDW-‐UHFFFAOYSA-‐N
PYRANTEL	  PAMOATE 34.83891854 31.41167903 c(C([O-‐])=O)(c([H])c(c([H])c([H])c([H])c1[H])c1c2C([H])([H])c(c3c(c([H])c([H])c([H])c3[H])c([H])c4C([O-‐])=O)c4O[H])c2O[H] InChI=1S/C23H16O6/c24-‐20-‐16(14-‐7-‐3-‐1-‐5-‐12(14)9-‐18(20)22(26)27)11-‐17-‐15-‐8-‐4-‐2-‐6-‐13(15)10-‐19(21(17)25)23(28)29/h1-‐10,24-‐25H,11H2,(H,26,27)(H,28,29)/p-‐2 WLJNZVDCPSBLRP-‐UHFFFAOYSA-‐L
RESORCINOL 104.2343365 89.71185336 c1([H])c(c([H])c([H])c([H])c1O[H])O[H] InChI=1S/C6H6O2/c7-‐5-‐2-‐1-‐3-‐6(8)4-‐5/h1-‐4,7-‐8H GHMLBKRAJCXXBS-‐UHFFFAOYSA-‐N
SPECTINOMYCIN	  HYDROCHLORIDE 96.22745816 89.16512494 [C@]1(O[H])(O2)[C@@]([H])(O[C@]([H])(C([H])([H])[H])C([H])([H])C1=O)O[C@]([H])([C@]([H])([C@]([H])([N+]([H])([H])C([H])([H])[H])[C@]([H])(O[H])[C@]3([H])N([H])C([H])([H])[H])O[H])[C@]23[H] InChI=1S/C14H24N2O7/c1-‐5-‐4-‐6(17)14(20)13(21-‐5)22-‐12-‐10(19)7(15-‐2)9(18)8(16-‐3)11(12)23-‐14/h5,7-‐13,15-‐16,18-‐20H,4H2,1-‐3H3/p+1/t5-‐,7-‐,8+,9+,10+,11-‐,12-‐,13+,14+/m1/s1 UNFWWIHTNXNPBV-‐WXKVUWSESA-‐O
SPIRONOLACTONE 103.5000327 52.45020903 [C@]12(C([H])([H])[H])C(C([H])([H])[C@@]([H])(SC(C([H])([H])[H])=O)C([H])([C@]1([H])C([H])([H])C3([H])[H])[C@]([C@]34C([H])([H])[H])([H])C([H])([H])C([H])([H])[C@@]45C([H])([H])C([H])([H])C(=O)O5)=C([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C24H32O4S/c1-‐14(25)29-‐19-‐13-‐15-‐12-‐16(26)4-‐8-‐22(15,2)17-‐5-‐9-‐23(3)18(21(17)19)6-‐10-‐24(23)11-‐7-‐20(27)28-‐24/h12,17-‐19,21H,4-‐11,13H2,1-‐3H3/t17-‐,18-‐,19+,21?,22-‐,23-‐,24+/m0/s1 LXMSZDCAJNLERA-‐SRFJPPJVSA-‐N
ALTHIAZIDE 95.11487664 107.0809946 S1(=O)(=O)N([H])C([H])(C([H])([H])SC([H])([H])C([H])=C([H])[H])N([H])c(c([H])c(Cl)c2S(N([H])[H])(=O)=O)c1c2[H] InChI=1S/C11H14ClN3O4S3/c1-‐2-‐3-‐20-‐6-‐11-‐14-‐8-‐4-‐7(12)9(21(13,16)17)5-‐10(8)22(18,19)15-‐11/h2,4-‐5,11,14-‐15H,1,3,6H2,(H2,13,16,17) VGLGVJVUHYTIIU-‐UHFFFAOYSA-‐N
NEFOPAM 100.9448038 102.8964194 c12c(c([H])c([H])c([H])c1[H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])C([H])([H])OC2([H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C17H19NO/c1-‐18-‐11-‐12-‐19-‐17(14-‐7-‐3-‐2-‐4-‐8-‐14)16-‐10-‐6-‐5-‐9-‐15(16)13-‐18/h2-‐10,17H,11-‐13H2,1H3/p+1 RGPDEAGGEXEMMM-‐UHFFFAOYSA-‐O
MEPHENESIN 107.4942003 101.014412 O(C([H])([H])C([H])(C([H])([H])O[H])O[H])c1c([H])c([H])c([H])c([H])c1C([H])([H])[H] InChI=1S/C10H14O3/c1-‐8-‐4-‐2-‐3-‐5-‐10(8)13-‐7-‐9(12)6-‐11/h2-‐5,9,11-‐12H,6-‐7H2,1H3 JWDYCNIAQWPBHD-‐UHFFFAOYSA-‐N
SULFAMONOMETHOXINE 105.2727459 109.7936086 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2c([H])c(OC([H])([H])[H])nc([H])n2 InChI=1S/C11H11N4O3S/c1-‐18-‐11-‐6-‐10(13-‐7-‐14-‐11)15-‐19(16,17)9-‐4-‐2-‐8(12)3-‐5-‐9/h2-‐7H,12H2,1H3/q-‐1 BUCCGGLGRHELAT-‐UHFFFAOYSA-‐N
FENOTEROL	  HYDROBROMIDE 102.6693052 97.12422899 c1(C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])c(c([H])c([H])c2O[H])c([H])c2[H])c([H])c(O[H])c([H])c(O[H])c1[H] InChI=1S/C17H21NO4/c1-‐11(6-‐12-‐2-‐4-‐14(19)5-‐3-‐12)18-‐10-‐17(22)13-‐7-‐15(20)9-‐16(21)8-‐13/h2-‐5,7-‐9,11,17-‐22H,6,10H2,1H3/p+1 LSLYOANBFKQKPT-‐UHFFFAOYSA-‐O
CEPHALOTAXINE 77.89211473 77.26326789 C12([NH+](C([H])([H])C([H])([H])C1([H])[H])C([H])([H])C([H])([H])c(c([H])c(OC([H])([H])O3)c3c4[H])c45)C5([H])C([H])(C(OC([H])([H])[H])=C2[H])O[H] InChI=1S/C18H21NO4/c1-‐21-‐15-‐9-‐18-‐4-‐2-‐5-‐19(18)6-‐3-‐11-‐7-‐13-‐14(23-‐10-‐22-‐13)8-‐12(11)16(18)17(15)20/h7-‐9,16-‐17,20H,2-‐6,10H2,1H3/p+1 YMNCVRSYJBNGLD-‐UHFFFAOYSA-‐O
MEBEVERINE	  HYDROCHLORIDE 111.9816125 89.98521757 C(OC([H])([H])C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])c(c([H])c([H])c1OC([H])([H])[H])c([H])c1[H])(=O)c2c([H])c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H] InChI=1S/C25H35NO5/c1-‐6-‐26(19(2)17-‐20-‐9-‐12-‐22(28-‐3)13-‐10-‐20)15-‐7-‐8-‐16-‐31-‐25(27)21-‐11-‐14-‐23(29-‐4)24(18-‐21)30-‐5/h9-‐14,18-‐19H,6-‐8,15-‐17H2,1-‐5H3/p+1 VYVKHNNGDFVQGA-‐UHFFFAOYSA-‐O
CARBETAPENTANE	  CITRATE 97.23249013 86.24223072 C1(C([H])([H])C([H])([H])C([H])([H])C1([H])[H])(c2c([H])c([H])c([H])c([H])c2[H])C(OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=O InChI=1S/C20H31NO3/c1-‐3-‐21(4-‐2)14-‐15-‐23-‐16-‐17-‐24-‐19(22)20(12-‐8-‐9-‐13-‐20)18-‐10-‐6-‐5-‐7-‐11-‐18/h5-‐7,10-‐11H,3-‐4,8-‐9,12-‐17H2,1-‐2H3/p+1 CFJMRBQWBDQYMK-‐UHFFFAOYSA-‐O
ETOPOSIDE 92.886005 89.21769498 C1([H])(C([H])([H])OC2=O)[C@@]2([H])[C@]([H])(c(c([H])c3OC([H])([H])[H])c([H])c(c3O[H])OC([H])([H])[H])c4c(c([H])c(c5c4[H])OC([H])([H])O5)C1([H])OC6([H])O[C@]([H])(C([H])([H])OC([H])(O7)C([H])([H])[H])[C@]7([H])[C@]([H])(O[H])[C@@]6([H])O[H] InChI=1S/C29H32O13/c1-‐11-‐36-‐9-‐20-‐27(40-‐11)24(31)25(32)29(41-‐20)42-‐26-‐14-‐7-‐17-‐16(38-‐10-‐39-‐17)6-‐13(14)21(22-‐15(26)8-‐37-‐28(22)33)12-‐4-‐18(34-‐2)23(30)19(5-‐12)35-‐3/h4-‐7,11,15,20-‐22,24-‐27,29-‐32H,8-‐10H2,1-‐3H3/t11?,15?,20-‐,21-‐,22+,24-‐,25-‐,26?,27-‐,29?/m1/s1 VJJPUSNTGOMMGY-‐GEGAHKOSSA-‐N
SUPROFEN 96.20891513 108.5424417 c1(c([H])c([H])c([H])s1)C(=O)c(c([H])c2[H])c([H])c([H])c2C([H])(C([H])([H])[H])C([O-‐])=O InChI=1S/C14H12O3S/c1-‐9(14(16)17)10-‐4-‐6-‐11(7-‐5-‐10)13(15)12-‐3-‐2-‐8-‐18-‐12/h2-‐9H,1H3,(H,16,17)/p-‐1 MDKGKXOCJGEUJW-‐UHFFFAOYSA-‐M
ZAPRINAST 86.98561434 98.84852631 c1(n2[H])c(nn2)C(=O)N([H])C(c3c([H])c([H])c([H])c([H])c3OC([H])([H])C([H])([H])C([H])([H])[H])=[NH+]1 InChI=1S/C13H13N5O2/c1-‐2-‐7-‐20-‐9-‐6-‐4-‐3-‐5-‐8(9)11-‐14-‐12-‐10(13(19)15-‐11)16-‐18-‐17-‐12/h3-‐6H,2,7H2,1H3,(H2,14,15,16,17,18,19)/p+1 REZGGXNDEMKIQB-‐UHFFFAOYSA-‐O
ESTRIOL	  BENZYL	  ETHER 102.73606 100.0260952 C1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(OC([H])([H])c4c([H])c([H])c([H])c([H])c4[H])c([H])c5[H])c25)C3([H])C([H])([H])[C@@]([H])(O[H])[C@]1([H])O[H] InChI=1S/C25H30O3/c1-‐25-‐12-‐11-‐20-‐19-‐10-‐8-‐18(28-‐15-‐16-‐5-‐3-‐2-‐4-‐6-‐16)13-‐17(19)7-‐9-‐21(20)22(25)14-‐23(26)24(25)27/h2-‐6,8,10,13,20-‐24,26-‐27H,7,9,11-‐12,14-‐15H2,1H3/t20?,21?,22?,23-‐,24+,25?/m1/s1 GDUPBUZZJUIEDX-‐PNYVIBBQSA-‐N
ACETANILIDE 100.2327516 96.77726673 C(C([H])([H])[H])(=O)N([H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C8H9NO/c1-‐7(10)9-‐8-‐5-‐3-‐2-‐4-‐6-‐8/h2-‐6H,1H3,(H,9,10) FZERHIULMFGESH-‐UHFFFAOYSA-‐N
ACETAMINOSALOL 102.7323514 103.0856715 C(=O)(Oc(c([H])c1[H])c([H])c([H])c1N([H])C(C([H])([H])[H])=O)c2c([H])c([H])c([H])c([H])c2O[H] InChI=1S/C15H13NO4/c1-‐10(17)16-‐11-‐6-‐8-‐12(9-‐7-‐11)20-‐15(19)13-‐4-‐2-‐3-‐5-‐14(13)18/h2-‐9,18H,1H3,(H,16,17) TWIIVLKQFJBFPW-‐UHFFFAOYSA-‐N
BUFEXAMAC 92.18137004 89.03895685 C(C([H])([H])c(c([H])c1[H])c([H])c([H])c1OC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(N([H])O[H])=O InChI=1S/C12H17NO3/c1-‐2-‐3-‐8-‐16-‐11-‐6-‐4-‐10(5-‐7-‐11)9-‐12(14)13-‐15/h4-‐7,15H,2-‐3,8-‐9H2,1H3,(H,13,14) MXJWRABVEGLYDG-‐UHFFFAOYSA-‐N
CARPROFEN 77.77714797 47.71890543 [N+]1([H])([H])c(c([H])c([H])c(c2[H])Cl)c2c(c([H])c([H])c3C([H])(C([H])([H])[H])C([O-‐])=O)c1c3[H] InChI=1S/C15H12ClNO2/c1-‐8(15(18)19)9-‐2-‐4-‐11-‐12-‐7-‐10(16)3-‐5-‐13(12)17-‐14(11)6-‐9/h2-‐8,17H,1H3,(H,18,19) PUXBGTOOZJQSKH-‐UHFFFAOYSA-‐N
FOSFOSAL 92.75249522 68.68383737 P([O-‐])([O-‐])(=O)Oc1c([H])c([H])c([H])c([H])c1C([O-‐])=O InChI=1S/C7H7O6P/c8-‐7(9)5-‐3-‐1-‐2-‐4-‐6(5)13-‐14(10,11)12/h1-‐4H,(H,8,9)(H2,10,11,12)/p-‐3 FFKUDWZICMJVPA-‐UHFFFAOYSA-‐K
LISINOPRIL 81.69343492 82.74106606 N1(C([H])([H])C([H])([H])C([H])([H])[C@@]1([H])C([O-‐])=O)C(=O)[C@]([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])N([H])[C@@]([H])(C([H])([H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])C([O-‐])=O InChI=1S/C21H31N3O5/c22-‐13-‐5-‐4-‐9-‐16(19(25)24-‐14-‐6-‐10-‐18(24)21(28)29)23-‐17(20(26)27)12-‐11-‐15-‐7-‐2-‐1-‐3-‐8-‐15/h1-‐3,7-‐8,16-‐18,23H,4-‐6,9-‐14,22H2,(H,26,27)(H,28,29)/p-‐1/t16-‐,17-‐,18-‐/m0/s1 RLAWWYSOJDYHDC-‐BZSNNMDCSA-‐M

TROLEANDOMYCIN 41.97427468 40.50629595
[C@@]1(C([H])([H])[C@]([H])(C([H])([H])[H])[C@]([H])(OC2([H])O[C@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])(N(C([H])([H])[H])C([H])([H])[H])[C@@]2([H])OC(C([H])([H])[H])=O)[C@@]3([H])C([H])([H])[H])(C([H])([H])O1)C(=O)[C@]([H])(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)[C@@]([H])(C([
H])([H])[H])[C@@]([H])(C([H])([H])[H])OC(=O)[C@]([H])(C([H])([H])[H])[C@@]3([H])O[C@@]([H])(C([H])([H])[C@]4([H])OC([H])([H])[H])O[C@]([H])([C@]4([H])OC(C([H])([H])[H])=O)C([H])([H])[H]

InChI=1S/C41H67NO15/c1-‐19-‐17-‐41(18-‐49-‐41)38(46)23(5)34(53-‐27(9)43)21(3)25(7)52-‐39(47)24(6)35(56-‐32-‐16-‐31(48-‐14)36(26(8)51-‐32)54-‐28(10)44)22(4)33(19)57-‐40-‐37(55-‐29(11)45)30(42(12)13)15-‐20(2)50-‐40/h19-‐26,30-‐37,40H,15-‐18H2,1-‐14H3/t19-‐,20+,21-‐,22+,23+,24+,25+,26-‐,30-‐,31-‐,32-‐,33-‐
,34-‐,35-‐,36-‐,37+,40?,41-‐/m0/s1 LQCLVBQBTUVCEQ-‐RFHKDOLOSA-‐N

2',2'-‐BISEPIGALLOCATECHIN	  DIGALLATE 94.98507546 61.10323761 c1(c(O[H])c(O[H])c(c([H])c1[C@]2([H])[C@]([H])(OC(=O)c(c([H])c3O[H])c([H])c(c3O[H])O[H])C([H])([H])c4c(c([H])c(c([H])c4O[H])O[H])O2)[O-‐])c5c(O[H])c(O[H])c(c([H])c5[C@]6([H])[C@]([H])(OC(=O)c(c([H])c7O[H])c([H])c(c7O[H])O[H])C([H])([H])c8c(c([H])c(c([H])c8O[H])O[H])O6)[O-‐]
InChI=1S/C44H34O22/c45-‐15-‐5-‐21(47)17-‐11-‐31(65-‐43(61)13-‐1-‐23(49)35(55)24(50)2-‐13)41(63-‐29(17)7-‐15)19-‐9-‐27(53)37(57)39(59)33(19)34-‐20(10-‐28(54)38(58)40(34)60)42-‐32(12-‐18-‐22(48)6-‐16(46)8-‐30(18)64-‐42)66-‐44(62)14-‐3-‐25(51)36(56)26(52)4-‐14/h1-‐10,31-‐32,41-‐42,45-‐60H,11-‐12H2/p-‐
2/t31-‐,32-‐,41-‐,42-‐/m1/s1 YUULFXAQUWEYNP-‐GXAWFILRSA-‐L

ADIPHENINE	  HYDROCHLORIDE 95.82322021 59.48408038 C(OC([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(=O)C([H])(c1c([H])c([H])c([H])c([H])c1[H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C20H25NO2/c1-‐3-‐21(4-‐2)15-‐16-‐23-‐20(22)19(17-‐11-‐7-‐5-‐8-‐12-‐17)18-‐13-‐9-‐6-‐10-‐14-‐18/h5-‐14,19H,3-‐4,15-‐16H2,1-‐2H3/p+1 JGOAIQNSOGZNBX-‐UHFFFAOYSA-‐O
AMBROXOL	  HYDROCHLORIDE 94.73659892 73.06817871 c1(C([H])([H])N([H])C([H])(C([H])([H])C([H])([H])C2([H])O[H])C([H])([H])C2([H])[H])c([H])c(Br)c([H])c(Br)c1N([H])[H] InChI=1S/C13H18Br2N2O/c14-‐9-‐5-‐8(13(16)12(15)6-‐9)7-‐17-‐10-‐1-‐3-‐11(18)4-‐2-‐10/h5-‐6,10-‐11,17-‐18H,1-‐4,7,16H2 JBDGDEWWOUBZPM-‐UHFFFAOYSA-‐N
BACAMPICILLIN	  HYDROCHLORIDE 80.61052224 46.44671046 N12C([H])(C([H])(N([H])C(=O)[C@]([H])(N([H])[H])c3c([H])c([H])c([H])c([H])c3[H])C1=O)SC(C([H])([H])[H])(C([H])([H])[H])C2([H])C(=O)OC([H])(C([H])([H])[H])OC(OC([H])([H])C([H])([H])[H])=O InChI=1S/C21H27N3O7S/c1-‐5-‐29-‐20(28)31-‐11(2)30-‐19(27)15-‐21(3,4)32-‐18-‐14(17(26)24(15)18)23-‐16(25)13(22)12-‐9-‐7-‐6-‐8-‐10-‐12/h6-‐11,13-‐15,18H,5,22H2,1-‐4H3,(H,23,25)/t11?,13-‐,14?,15?,18?/m1/s1 PFOLLRNADZZWEX-‐SAAUIKKPSA-‐N
BENFOTIAMINE 99.05341522 78.72471501 n(c(C([H])([H])[H])nc([H])c1C([H])([H])N(C([H])=O)\C(\C([H])([H])[H])=C(/C([H])([H])C([H])([H])OP(O[H])([O-‐])=O)\SC(c2c([H])c([H])c([H])c([H])c2[H])=O)c1N([H])[H] InChI=1S/C19H23N4O6PS/c1-‐13(23(12-‐24)11-‐16-‐10-‐21-‐14(2)22-‐18(16)20)17(8-‐9-‐29-‐30(26,27)28)31-‐19(25)15-‐6-‐4-‐3-‐5-‐7-‐15/h3-‐7,10,12H,8-‐9,11H2,1-‐2H3,(H2,20,21,22)(H2,26,27,28)/p-‐1/b17-‐13+ BTNNPSLJPBRMLZ-‐GHRIWEEISA-‐M

DIHYDROSTREPTOMYCIN	  SULFATE 99.0422894 78.78779905
C1([H])(OC2([H])OC([H])(C([H])([H])O[H])C([H])(C([H])(O[H])[C@]2([H])N([H])C([H])([H])[H])O[H])[C@@]([H])(OC([H])(C([H])([H])[H])[C@@]1(C([H])([H])O[H])O[H])O[C@@]3([H])[C@]([H])(O[H])[C@]([H])([C@]([H])(N([H])C(N([H])[H])=[N+]([H])[H])[C@@]([H])(O[H])[C@]3([H])N([H])C(N([H])[H])=[N+]
([H])[H])O[H] InChI=1S/C21H41N7O12/c1-‐5-‐21(36,4-‐30)16(40-‐17-‐9(26-‐2)13(34)10(31)6(3-‐29)38-‐17)18(37-‐5)39-‐15-‐8(28-‐20(24)25)11(32)7(27-‐19(22)23)12(33)14(15)35/h5-‐18,26,29-‐36H,3-‐4H2,1-‐2H3,(H4,22,23,27)(H4,24,25,28)/p+2/t5?,6?,7-‐,8+,9+,10?,11-‐,12+,13?,14-‐,15-‐,16?,17?,18+,21-‐/m1/s1 ASXBYYWOLISCLQ-‐DAOCWCMRSA-‐P

DISULFOTON 105.1251464 113.3192543 P(OC([H])([H])C([H])([H])[H])(OC([H])([H])C([H])([H])[H])(SC([H])([H])C([H])([H])SC([H])([H])C([H])([H])[H])=S InChI=1S/C8H19O2PS3/c1-‐4-‐9-‐11(12,10-‐5-‐2)14-‐8-‐7-‐13-‐6-‐3/h4-‐8H2,1-‐3H3 DOFZAZXDOSGAJZ-‐UHFFFAOYSA-‐N
2,4-‐DICHLOROPHENOXYBUTYRIC	  ACID,	  METHYL	  ESTER 115.5474692 118.0738788 c1(Cl)c(OC([H])([H])C([H])([H])C([H])([H])C(OC([H])([H])[H])=O)c([H])c([H])c(Cl)c1[H] InChI=1S/C11H12Cl2O3/c1-‐15-‐11(14)3-‐2-‐6-‐16-‐10-‐5-‐4-‐8(12)7-‐9(10)13/h4-‐5,7H,2-‐3,6H2,1H3 NKXSNMCGZZWMMW-‐UHFFFAOYSA-‐N
S,S,S,-‐TRIBUTYLPHOSPHOROTRITHIOATE 111.7658626 125.6599088 P(SC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(SC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(SC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O InChI=1S/C12H27OPS3/c1-‐4-‐7-‐10-‐15-‐14(13,16-‐11-‐8-‐5-‐2)17-‐12-‐9-‐6-‐3/h4-‐12H2,1-‐3H3 ZOKXUAHZSKEQSS-‐UHFFFAOYSA-‐N
TRIALLATE 109.5512374 119.9223058 C(=O)(SC([H])([H])\C(\Cl)=C(/Cl)\Cl)N(C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C10H16Cl3NOS/c1-‐6(2)14(7(3)4)10(15)16-‐5-‐8(11)9(12)13/h6-‐7H,5H2,1-‐4H3 MWBPRDONLNQCFV-‐UHFFFAOYSA-‐N



COUMOPHOS 124.7850782 99.64303106 C1(=O)Oc2c(C(C([H])([H])[H])=C1Cl)c([H])c([H])c(c2[H])OP(OC([H])([H])C([H])([H])[H])(OC([H])([H])C([H])([H])[H])=S InChI=1S/C14H16ClO5PS/c1-‐4-‐17-‐21(22,18-‐5-‐2)20-‐10-‐6-‐7-‐11-‐9(3)13(15)14(16)19-‐12(11)8-‐10/h6-‐8H,4-‐5H2,1-‐3H3 BXNANOICGRISHX-‐UHFFFAOYSA-‐N
AZINPHOS	  METHYL 101.7795144 109.1309109 N1(C([H])([H])SP(OC([H])([H])[H])(OC([H])([H])[H])=S)C(=O)c2c(N=N1)c([H])c([H])c([H])c2[H] InChI=1S/C10H12N3O3PS2/c1-‐15-‐17(18,16-‐2)19-‐7-‐13-‐10(14)8-‐5-‐3-‐4-‐6-‐9(8)11-‐12-‐13/h3-‐6H,7H2,1-‐2H3 CJJOSEISRRTUQB-‐UHFFFAOYSA-‐N
GLYPHOSATE 99.87449448 130.3183724 P(O[H])([O-‐])(C([H])([H])[N+]([H])([H])C([H])([H])C([O-‐])=O)=O InChI=1S/C3H8NO5P/c5-‐3(6)1-‐4-‐2-‐10(7,8)9/h4H,1-‐2H2,(H,5,6)(H2,7,8,9)/p-‐1 XDDAORKBJWWYJS-‐UHFFFAOYSA-‐M
2,4-‐DICHLOROPHENOXYACETIC	  ACID,	  ISOOCTYL	  ESTER 101.0686861 121.3433509 c1(Cl)c(c([H])c([H])c(Cl)c1[H])OC([H])([H])C(OC([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O InChI=1S/C16H22Cl2O3/c1-‐3-‐4-‐5-‐6-‐7-‐12(2)21-‐16(19)11-‐20-‐15-‐9-‐8-‐13(17)10-‐14(15)18/h8-‐10,12H,3-‐7,11H2,1-‐2H3 GJNVTNDAZUATRV-‐UHFFFAOYSA-‐N
METHYL	  PARATHIONE 100.2314883 107.9449259 [N+](=O)([O-‐])c1c([H])c([H])c(c([H])c1[H])OP(OC([H])([H])[H])(OC([H])([H])[H])=S InChI=1S/C8H10NO5PS/c1-‐12-‐15(16,13-‐2)14-‐8-‐5-‐3-‐7(4-‐6-‐8)9(10)11/h3-‐6H,1-‐2H3 RLBIQVVOMOPOHC-‐UHFFFAOYSA-‐N
CEFAMANDOLE	  NAFATE 64.97124409 62.99502663 N12C([H])(SC([H])([H])C(C([H])([H])Sc3nnnn3C([H])([H])[H])=C1C(=O)[O-‐])C([H])(C2=O)N([H])C(=O)C([H])(OC([H])=O)c4c([H])c([H])c([H])c([H])c4[H] InChI=1S/C19H18N6O6S2/c1-‐24-‐19(21-‐22-‐23-‐24)33-‐8-‐11-‐7-‐32-‐17-‐12(16(28)25(17)13(11)18(29)30)20-‐15(27)14(31-‐9-‐26)10-‐5-‐3-‐2-‐4-‐6-‐10/h2-‐6,9,12,14,17H,7-‐8H2,1H3,(H,20,27)(H,29,30)/p-‐1 RRJHESVQVSRQEX-‐UHFFFAOYSA-‐M
2,4-‐DICHLOROPHENOXYACETIC	  ACID,	  METHYL	  ESTER 109.9998491 116.1827135 c1(Cl)c(c([H])c([H])c(Cl)c1[H])OC([H])([H])C(OC([H])([H])[H])=O InChI=1S/C9H8Cl2O3/c1-‐13-‐9(12)5-‐14-‐8-‐3-‐2-‐6(10)4-‐7(8)11/h2-‐4H,5H2,1H3 HWIGZMADSFQMOI-‐UHFFFAOYSA-‐N
PHOSALONE 123.982632 116.172029 N1(C([H])([H])SP(OC([H])([H])C([H])([H])[H])(OC([H])([H])C([H])([H])[H])=S)c(c([H])c([H])c(c2[H])Cl)c2OC1=O InChI=1S/C12H15ClNO4PS2/c1-‐3-‐16-‐19(20,17-‐4-‐2)21-‐8-‐14-‐10-‐6-‐5-‐9(13)7-‐11(10)18-‐12(14)15/h5-‐7H,3-‐4,8H2,1-‐2H3 IOUNQDKNJZEDEP-‐UHFFFAOYSA-‐N
ALACHLOR 104.9577068 103.4574152 N(C([H])([H])OC([H])([H])[H])(C(C([H])([H])Cl)=O)c1c(C([H])([H])C([H])([H])[H])c([H])c([H])c([H])c1C([H])([H])C([H])([H])[H] InChI=1S/C14H20ClNO2/c1-‐4-‐11-‐7-‐6-‐8-‐12(5-‐2)14(11)16(10-‐18-‐3)13(17)9-‐15/h6-‐8H,4-‐5,9-‐10H2,1-‐3H3 XCSGPAVHZFQHGE-‐UHFFFAOYSA-‐N
2,4-‐DICHLOROPHENOXYBUTYRIC	  ACID 112.0186015 123.2772543 c1(Cl)c(OC([H])([H])C([H])([H])C([H])([H])C([O-‐])=O)c([H])c([H])c(Cl)c1[H] InChI=1S/C10H10Cl2O3/c11-‐7-‐3-‐4-‐9(8(12)6-‐7)15-‐5-‐1-‐2-‐10(13)14/h3-‐4,6H,1-‐2,5H2,(H,13,14)/p-‐1 YIVXMZJTEQBPQO-‐UHFFFAOYSA-‐M
2,4-‐DICHLOROPHENOXYACETIC	  ACID 104.1394644 111.5990418 c1(Cl)c(c([H])c([H])c(Cl)c1[H])OC([H])([H])C([O-‐])=O InChI=1S/C8H6Cl2O3/c9-‐5-‐1-‐2-‐7(6(10)3-‐5)13-‐4-‐8(11)12/h1-‐3H,4H2,(H,11,12)/p-‐1 OVSKIKFHRZPJSS-‐UHFFFAOYSA-‐M

KATACINE 99.78919509 133.4489454
c1(c(O[H])c([H])c(c2[C@]3([H])[C@@]([H])(O[H])[C@@]([H])(c(c([H])c4O[H])c([H])c(c4O[H])O[H])Oc(c([H])c(O[H])c([H])c5O[H])c35)O[H])c2O[C@]([H])(c(c([H])c6O[H])c([H])c(c6O[H])O[H])[C@]([H])(O[H])[C@@]1([H])c7c(O[H])c([H])c(c(C([H])([H])[C@@]([H])(O[H])[C@@]([H])(c(c([H])c8O[H])c([H])c(
c8O[H])O[H])O9)c79)O[H]

InChI=1S/C45H38O21/c46-‐15-‐7-‐18(48)30-‐29(8-‐15)64-‐42(13-‐3-‐24(54)37(60)25(55)4-‐13)39(62)34(30)32-‐20(50)11-‐21(51)33-‐35(40(63)43(66-‐45(32)33)14-‐5-‐26(56)38(61)27(57)6-‐14)31-‐19(49)10-‐17(47)16-‐9-‐28(58)41(65-‐44(16)31)12-‐1-‐22(52)36(59)23(53)2-‐12/h1-‐8,10-‐11,28,34-‐35,39-‐43,46-‐
63H,9H2/t28-‐,34-‐,35+,39-‐,40-‐,41-‐,42-‐,43-‐/m1/s1 NVTLDVSBUJGIAD-‐GHFVFVICSA-‐N

OXDEMETONMETHYL 94.08361306 116.8131019 P(OC([H])([H])[H])(OC([H])([H])[H])(SC([H])([H])C([H])([H])S(C([H])([H])C([H])([H])[H])=O)=O InChI=1S/C6H15O4PS2/c1-‐4-‐13(8)6-‐5-‐12-‐11(7,9-‐2)10-‐3/h4-‐6H2,1-‐3H3 PMCVMORKVPSKHZ-‐UHFFFAOYSA-‐N
2,4,5-‐TRICHLOROPHENOXYACETIC	  ACID,	  ISOOCTYL	  ESTER 93.75505241 105.4554259 c([H])(c(Cl)c1Cl)c(OC([H])([H])C(OC([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)c(c1[H])Cl InChI=1S/C16H21Cl3O3/c1-‐3-‐4-‐5-‐6-‐7-‐11(2)22-‐16(20)10-‐21-‐15-‐9-‐13(18)12(17)8-‐14(15)19/h8-‐9,11H,3-‐7,10H2,1-‐2H3 LNNVYVOLCDEYEU-‐UHFFFAOYSA-‐N
DIMETHOATE 114.1226534 106.8871556 P(OC([H])([H])[H])(OC([H])([H])[H])(=S)SC([H])([H])C(N([H])C([H])([H])[H])=O InChI=1S/C5H12NO3PS2/c1-‐6-‐5(7)4-‐12-‐10(11,8-‐2)9-‐3/h4H2,1-‐3H3,(H,6,7) MCWXGJITAZMZEV-‐UHFFFAOYSA-‐N
KETOPROFEN 112.1070602 119.2171256 C(c1c([H])c([H])c([H])c([H])c1[H])(=O)c(c([H])c([H])c([H])c2C([H])(C([H])([H])[H])C([O-‐])=O)c2[H] InChI=1S/C16H14O3/c1-‐11(16(18)19)13-‐8-‐5-‐9-‐14(10-‐13)15(17)12-‐6-‐3-‐2-‐4-‐7-‐12/h2-‐11H,1H3,(H,18,19)/p-‐1 DKYWVDODHFEZIM-‐UHFFFAOYSA-‐M
METHAMIDOPHOS 106.0286882 96.40561259 P(OC([H])([H])[H])(N([H])[H])(SC([H])([H])[H])=O InChI=1S/C2H8NO2PS/c1-‐5-‐6(3,4)7-‐2/h1-‐2H3,(H2,3,4) NNKVPIKMPCQWCG-‐UHFFFAOYSA-‐N
2,4,5-‐TRICHLOROPHENOXYACETIC	  ACID,	  METHYL	  ESTER 116.4446926 98.008295 c([H])(c(Cl)c1Cl)c(OC([H])([H])C(OC([H])([H])[H])=O)c(c1[H])Cl InChI=1S/C9H7Cl3O3/c1-‐14-‐9(13)4-‐15-‐8-‐3-‐6(11)5(10)2-‐7(8)12/h2-‐3H,4H2,1H3 JUCNGUOYQGHBJC-‐UHFFFAOYSA-‐N
DICHLORODIPHENYLDICHLOROETHYLENE 103.2201265 94.96319842 C(/c1c([H])c([H])c(c([H])c1[H])Cl)(\c2c([H])c([H])c(c([H])c2[H])Cl)=C(/Cl)\Cl InChI=1S/C14H8Cl4/c15-‐11-‐5-‐1-‐9(2-‐6-‐11)13(14(17)18)10-‐3-‐7-‐12(16)8-‐4-‐10/h1-‐8H UCNVFOCBFJOQAL-‐UHFFFAOYSA-‐N
ENDRIN 120.9624015 107.2824839 C12(Cl)C(Cl)(Cl)C(C(Cl)=C1Cl)(C([H])(C([H])(C([H])(O3)C34[H])C([H])([H])C45[H])C25[H])Cl InChI=1S/C12H8Cl6O/c13-‐8-‐9(14)11(16)5-‐3-‐1-‐2(6-‐7(3)19-‐6)4(5)10(8,15)12(11,17)18/h2-‐7H,1H2 DFBKLUNHFCTMDC-‐UHFFFAOYSA-‐N
TOXAPHENE 109.5038489 111.2785054 C12(Cl)C(Cl)(Cl)C(C(C([H])([H])[H])(C([H])([H])[H])C1([H])C([H])(Cl)Cl)(C([H])(Cl)C2([H])Cl)Cl InChI=1S/C10H10Cl8/c1-‐7(2)3(6(13)14)8(15)4(11)5(12)9(7,16)10(8,17)18/h3-‐6H,1-‐2H3 HRBUJQUHXGOSQW-‐UHFFFAOYSA-‐N
CHLORDANE 121.5658157 98.29677783 C12(Cl)C(Cl)(Cl)C(C([H])(C([H])([H])C([H])(Cl)C3([H])Cl)C13[H])(C([H])(Cl)C2([H])Cl)Cl InChI=1S/C10H8Cl8/c11-‐3-‐1-‐2-‐4(5(3)12)9(16)7(14)6(13)8(2,15)10(9,17)18/h2-‐7H,1H2 AHDSBZOIXGOWCI-‐UHFFFAOYSA-‐N
PARADICHLOROBENZENE 96.48779242 99.98493664 c(c([H])c1[H])(c([H])c([H])c1Cl)Cl InChI=1S/C6H4Cl2/c7-‐5-‐1-‐2-‐6(8)4-‐3-‐5/h1-‐4H OCJBOOLMMGQPQU-‐UHFFFAOYSA-‐N
MESNA 97.81467196 95.35852675 S(=O)(=O)(C([H])([H])C([H])([H])S[H])[O-‐] InChI=1S/C2H6O3S2/c3-‐7(4,5)2-‐1-‐6/h6H,1-‐2H2,(H,3,4,5)/p-‐1 ZNEWHQLOPFWXOF-‐UHFFFAOYSA-‐M
CARBOFURAN 111.051875 100.8610697 c12c(c([H])c([H])c([H])c1OC(N([H])C([H])([H])[H])=O)C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])O2 InChI=1S/C12H15NO3/c1-‐12(2)7-‐8-‐5-‐4-‐6-‐9(10(8)16-‐12)15-‐11(14)13-‐3/h4-‐6H,7H2,1-‐3H3,(H,13,14) DUEPRVBVGDRKAG-‐UHFFFAOYSA-‐N
METHOMYL 109.3079762 80.49631854 C(N([H])C([H])([H])[H])(=O)O\N=C(\C([H])([H])[H])/SC([H])([H])[H] InChI=1S/C5H10N2O2S/c1-‐4(10-‐3)7-‐9-‐5(8)6-‐2/h1-‐3H3,(H,6,8)/b7-‐4-‐ UHXUZOCRWCRNSJ-‐DAXSKMNVSA-‐N
TEMEFOS 89.27209511 144.2617093 P(OC([H])([H])[H])(OC([H])([H])[H])(Oc(c([H])c1[H])c([H])c([H])c1Sc(c([H])c2[H])c([H])c([H])c2OP(OC([H])([H])[H])(OC([H])([H])[H])=S)=S InChI=1S/C16H20O6P2S3/c1-‐17-‐23(25,18-‐2)21-‐13-‐5-‐9-‐15(10-‐6-‐13)27-‐16-‐11-‐7-‐14(8-‐12-‐16)22-‐24(26,19-‐3)20-‐4/h5-‐12H,1-‐4H3 WWJZWCUNLNYYAU-‐UHFFFAOYSA-‐N
PROMETON 102.4555911 114.3877092 c(N([H])C([H])(C([H])([H])[H])C([H])([H])[H])(nc(OC([H])([H])[H])nc1N([H])C([H])(C([H])([H])[H])C([H])([H])[H])n1 InChI=1S/C10H19N5O/c1-‐6(2)11-‐8-‐13-‐9(12-‐7(3)4)15-‐10(14-‐8)16-‐5/h6-‐7H,1-‐5H3,(H2,11,12,13,14,15) ISEUFVQQFVOBCY-‐UHFFFAOYSA-‐N
PROPARGITE 105.9655034 93.30709327 S(OC([H])([H])C#C[H])(=O)OC1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])Oc(c([H])c2[H])c([H])c([H])c2C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C19H26O4S/c1-‐5-‐14-‐21-‐24(20)23-‐18-‐9-‐7-‐6-‐8-‐17(18)22-‐16-‐12-‐10-‐15(11-‐13-‐16)19(2,3)4/h1,10-‐13,17-‐18H,6-‐9,14H2,2-‐4H3 ZYHMJXZULPZUED-‐UHFFFAOYSA-‐N
DACTHAL 106.6352617 103.4680997 c(C(OC([H])([H])[H])=O)(c(Cl)c1Cl)c(Cl)c(c1C(OC([H])([H])[H])=O)Cl InChI=1S/C10H6Cl4O4/c1-‐17-‐9(15)3-‐5(11)7(13)4(10(16)18-‐2)8(14)6(3)12/h1-‐2H3 NPOJQCVWMSKXDN-‐UHFFFAOYSA-‐N
PROPAZINE 91.55306422 110.3810032 c(N([H])C([H])(C([H])([H])[H])C([H])([H])[H])(nc(Cl)nc1N([H])C([H])(C([H])([H])[H])C([H])([H])[H])n1 InChI=1S/C9H16ClN5/c1-‐5(2)11-‐8-‐13-‐7(10)14-‐9(15-‐8)12-‐6(3)4/h5-‐6H,1-‐4H3,(H2,11,12,13,14,15) WJNRPILHGGKWCK-‐UHFFFAOYSA-‐N
PROPANIL 115.1683608 92.06768554 c1(Cl)c(Cl)c([H])c([H])c(c1[H])N([H])C(C([H])([H])C([H])([H])[H])=O InChI=1S/C9H9Cl2NO/c1-‐2-‐9(13)12-‐6-‐3-‐4-‐7(10)8(11)5-‐6/h3-‐5H,2H2,1H3,(H,12,13) LFULEKSKNZEWOE-‐UHFFFAOYSA-‐N
SIMAZINE 92.02379054 89.70640012 n(c(N([H])C([H])([H])C([H])([H])[H])nc(n1)Cl)c1N([H])C([H])([H])C([H])([H])[H] InChI=1S/C7H12ClN5/c1-‐3-‐9-‐6-‐11-‐5(8)12-‐7(13-‐6)10-‐4-‐2/h3-‐4H2,1-‐2H3,(H2,9,10,11,12,13) ODCWYMIRDDJXKW-‐UHFFFAOYSA-‐N
TRANEXAMIC	  ACID 102.3165847 81.78914902 C([O-‐])(=O)[C@]1([H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])C1([H])[H])C([H])([H])N([H])[H] InChI=1S/C8H15NO2/c9-‐5-‐6-‐1-‐3-‐7(4-‐2-‐6)8(10)11/h6-‐7H,1-‐5,9H2,(H,10,11)/p-‐1/t6-‐,7-‐ GYDJEQRTZSCIOI-‐LJGSYFOKSA-‐M
TEBUTHIURON 111.3520025 87.51606749 c1(N(C([H])([H])[H])C(N([H])C([H])([H])[H])=O)nnc(C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])s1 InChI=1S/C9H16N4OS/c1-‐9(2,3)6-‐11-‐12-‐8(15-‐6)13(5)7(14)10-‐4/h1-‐5H3,(H,10,14) HBPDKDSFLXWOAE-‐UHFFFAOYSA-‐N
NALED 109.9619382 82.67596662 C([H])(Br)(C(Cl)(Br)Cl)OP(OC([H])([H])[H])(OC([H])([H])[H])=O InChI=1S/C4H7Br2Cl2O4P/c1-‐10-‐13(9,11-‐2)12-‐3(5)4(6,7)8/h3H,1-‐2H3 BUYMVQAILCEWRR-‐UHFFFAOYSA-‐N
BENFLURALIN 100.4336794 96.30945165 c(c([H])c(c([H])c1[N+](=O)[O-‐])C(F)(F)F)([N+](=O)[O-‐])c1[NH+](C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H] InChI=1S/C13H16F3N3O4/c1-‐3-‐5-‐6-‐17(4-‐2)12-‐10(18(20)21)7-‐9(13(14,15)16)8-‐11(12)19(22)23/h7-‐8H,3-‐6H2,1-‐2H3/p+1 SMDHCQAYESWHAE-‐UHFFFAOYSA-‐O
PROPACHLOR 110.5463971 110.8083852 N(C([H])(C([H])([H])[H])C([H])([H])[H])(c1c([H])c([H])c([H])c([H])c1[H])C(C([H])([H])Cl)=O InChI=1S/C11H14ClNO/c1-‐9(2)13(11(14)8-‐12)10-‐6-‐4-‐3-‐5-‐7-‐10/h3-‐7,9H,8H2,1-‐2H3 MFOUDYKPLGXPGO-‐UHFFFAOYSA-‐N
METOLACHLOR 101.6784188 93.32846237 N(C([H])(C([H])([H])[H])C([H])([H])OC([H])([H])[H])(C(C([H])([H])Cl)=O)c1c(C([H])([H])C([H])([H])[H])c([H])c([H])c([H])c1C([H])([H])[H] InChI=1S/C15H22ClNO2/c1-‐5-‐13-‐8-‐6-‐7-‐11(2)15(13)17(14(18)9-‐16)12(3)10-‐19-‐4/h6-‐8,12H,5,9-‐10H2,1-‐4H3 WVQBLGZPHOPPFO-‐UHFFFAOYSA-‐N
DICHLOBENIL 97.91260831 87.69770483 c1(c(c([H])c([H])c([H])c1Cl)Cl)C#N InChI=1S/C7H3Cl2N/c8-‐6-‐2-‐1-‐3-‐7(9)5(6)4-‐10/h1-‐3H YOYAIZYFCNQIRF-‐UHFFFAOYSA-‐N
PROMETRYN 86.29609385 175.3964863 c(N([H])C([H])(C([H])([H])[H])C([H])([H])[H])(nc(SC([H])([H])[H])nc1N([H])C([H])(C([H])([H])[H])C([H])([H])[H])n1 InChI=1S/C10H19N5S/c1-‐6(2)11-‐8-‐13-‐9(12-‐7(3)4)15-‐10(14-‐8)16-‐5/h6-‐7H,1-‐5H3,(H2,11,12,13,14,15) AAEVYOVXGOFMJO-‐UHFFFAOYSA-‐N
TRIFLURALIN 102.6767377 93.5955761 c(c([H])c(c([H])c1[N+](=O)[O-‐])C(F)(F)F)([N+](=O)[O-‐])c1[NH+](C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C13H16F3N3O4/c1-‐3-‐5-‐17(6-‐4-‐2)12-‐10(18(20)21)7-‐9(13(14,15)16)8-‐11(12)19(22)23/h7-‐8H,3-‐6H2,1-‐2H3/p+1 ZSDSQXJSNMTJDA-‐UHFFFAOYSA-‐O
PIROMIDIC	  ACID 100.9517943 79.56676274 C(C([O-‐])=O)(=C([H])N1C([H])([H])C([H])([H])[H])C(=O)c(c12)c([H])nc(N3C([H])([H])C([H])([H])C([H])([H])C3([H])[H])n2 InChI=1S/C14H16N4O3/c1-‐2-‐17-‐8-‐10(13(20)21)11(19)9-‐7-‐15-‐14(16-‐12(9)17)18-‐5-‐3-‐4-‐6-‐18/h7-‐8H,2-‐6H2,1H3,(H,20,21)/p-‐1 RCIMBBZXSXFZBV-‐UHFFFAOYSA-‐M
SULFAQUINOXALINE	  SODIUM 102.8568142 73.75436787 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2c([H])nc(c3n2)c([H])c([H])c([H])c3[H] InChI=1S/C14H11N4O2S/c15-‐10-‐5-‐7-‐11(8-‐6-‐10)21(19,20)18-‐14-‐9-‐16-‐12-‐3-‐1-‐2-‐4-‐13(12)17-‐14/h1-‐9H,15H2/q-‐1 HRZBGILAHQBJAY-‐UHFFFAOYSA-‐N
CEFSULODIN	  SODIUM 101.1950556 91.84331 N12C([H])(SC([H])([H])C(C([H])([H])[n+](c([H])c3[H])c([H])c([H])c3C(N([H])[H])=O)=C1C(=O)[O-‐])C([H])(C2=O)N([H])C(=O)C([H])(c4c([H])c([H])c([H])c([H])c4[H])S(=O)(=O)[O-‐] InChI=1S/C22H20N4O8S2/c23-‐18(27)13-‐6-‐8-‐25(9-‐7-‐13)10-‐14-‐11-‐35-‐21-‐15(20(29)26(21)16(14)22(30)31)24-‐19(28)17(36(32,33)34)12-‐4-‐2-‐1-‐3-‐5-‐12/h1-‐9,15,17,21H,10-‐11H2,(H4-‐,23,24,27,28,30,31,32,33,34)/p-‐1 SYLKGLMBLAAGSC-‐UHFFFAOYSA-‐M
GLUCONOLACTONE 89.11729249 81.83188721 C1(=O)O[C@@]([H])(C([H])([H])O[H])[C@@]([H])([C@@]([H])(O[H])[C@]1([H])O[H])O[H] InChI=1S/C6H10O6/c7-‐1-‐2-‐3(8)4(9)5(10)6(11)12-‐2/h2-‐5,7-‐10H,1H2/t2-‐,3-‐,4+,5-‐/m0/s1 PHOQVHQSTUBQQK-‐KLVWXMOXSA-‐N
PRALIDOXIME	  MESYLATE 98.72453222 73.30561679 [n+]1(c([H])c([H])c([H])c([H])c1\C([H])=N\O[H])C([H])([H])[H] InChI=1S/C7H8N2O/c1-‐9-‐5-‐3-‐2-‐4-‐7(9)6-‐8-‐10/h2-‐6H,1H3/p+1 JBKPUQTUERUYQE-‐UHFFFAOYSA-‐O
AMINOHIPPURIC	  ACID 94.72493817 82.43022198 C(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])N([H])C([H])([H])C([O-‐])=O InChI=1S/C9H10N2O3/c10-‐7-‐3-‐1-‐6(2-‐4-‐7)9(14)11-‐5-‐8(12)13/h1-‐4H,5,10H2,(H,11,14)(H,12,13)/p-‐1 HSMNQINEKMPTIC-‐UHFFFAOYSA-‐M
ATENOLOL 93.8056002 78.26324771 C(N([H])[H])(C([H])([H])c(c([H])c1[H])c([H])c([H])c1OC([H])([H])C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=O InChI=1S/C14H22N2O3/c1-‐10(2)16-‐8-‐12(17)9-‐19-‐13-‐5-‐3-‐11(4-‐6-‐13)7-‐14(15)18/h3-‐6,10,12,16-‐17H,7-‐9H2,1-‐2H3,(H2,15,18)/p+1 METKIMKYRPQLGS-‐UHFFFAOYSA-‐O
NALBUPHINE	  HYDROCHLORIDE 96.588888 86.63993444 [C@@](C([H])([H])C1([H])[H])(C2([H])[C@@]([H])(O[H])C([H])([H])C3([H])[H])(c(c4c([H])c([H])c5O[H])c5O2)[C@]3(O[H])[C@@]([H])(C4([H])[H])[NH+]1C([H])([H])C([H])(C([H])([H])C6([H])[H])C6([H])[H] InChI=1S/C21H27NO4/c23-‐14-‐5-‐4-‐13-‐10-‐16-‐21(25)7-‐6-‐15(24)19-‐20(21,17(13)18(14)26-‐19)8-‐9-‐22(16)11-‐12-‐2-‐1-‐3-‐12/h4-‐5,12,15-‐16,19,23-‐25H,1-‐3,6-‐11H2/p+1/t15-‐,16+,19?,20-‐,21+/m0/s1 NETZHAKZCGBWSS-‐XDWDPSITSA-‐O
ETODOLAC 103.6245088 68.27319403 c12c(C([H])([H])C([H])([H])OC1(C([H])([H])C([H])([H])[H])C([H])([H])C([O-‐])=O)c(c3n2[H])c([H])c([H])c([H])c3C([H])([H])C([H])([H])[H] InChI=1S/C17H21NO3/c1-‐3-‐11-‐6-‐5-‐7-‐12-‐13-‐8-‐9-‐21-‐17(4-‐2,10-‐14(19)20)16(13)18-‐15(11)12/h5-‐7,18H,3-‐4,8-‐10H2,1-‐2H3,(H,19,20)/p-‐1 NNYBQONXHNTVIJ-‐UHFFFAOYSA-‐M
MINAPRINE	  HYDROCHLORIDE 96.66470969 73.95737431 n1c(N([H])C([H])([H])C([H])([H])N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])O2)c(C([H])([H])[H])c([H])c(c3c([H])c([H])c([H])c([H])c3[H])n1 InChI=1S/C17H22N4O/c1-‐14-‐13-‐16(15-‐5-‐3-‐2-‐4-‐6-‐15)19-‐20-‐17(14)18-‐7-‐8-‐21-‐9-‐11-‐22-‐12-‐10-‐21/h2-‐6,13H,7-‐12H2,1H3,(H,18,20) LDMWSLGGVTVJPG-‐UHFFFAOYSA-‐N
CEFUROXIME	  SODIUM 83.33588878 64.46949444 N12C([H])(SC([H])([H])C(C([H])([H])OC(N([H])[H])=O)=C1C(=O)[O-‐])C([H])(C2=O)N([H])C(=O)\C(=N\OC([H])([H])[H])\c3c([H])c([H])c([H])o3 InChI=1S/C16H16N4O8S/c1-‐26-‐19-‐9(8-‐3-‐2-‐4-‐27-‐8)12(21)18-‐10-‐13(22)20-‐11(15(23)24)7(5-‐28-‐16(17)25)6-‐29-‐14(10)20/h2-‐4,10,14H,5-‐6H2,1H3,(H2,17,25)(H,18,21)(H,23,24)/p-‐1/b19-‐9+ JFPVXVDWJQMJEE-‐DJKKODMXSA-‐M
ESTRADIOL	  CYPIONATE 90.49156059 81.58614258 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(O[H])c([H])c4[H])c24)C3([H])C([H])([H])C([H])([H])[C@]1([H])OC(C([H])([H])C([H])([H])C5([H])C([H])([H])C([H])([H])C([H])([H])C5([H])[H])=O InChI=1S/C26H36O3/c1-‐26-‐15-‐14-‐21-‐20-‐10-‐8-‐19(27)16-‐18(20)7-‐9-‐22(21)23(26)11-‐12-‐24(26)29-‐25(28)13-‐6-‐17-‐4-‐2-‐3-‐5-‐17/h8,10,16-‐17,21-‐24,27H,2-‐7,9,11-‐15H2,1H3/t21?,22?,23?,24-‐,26-‐/m0/s1 UOACKFBJUYNSLK-‐OCTSOESTSA-‐N

CARBENOXOLONE	  SODIUM 14.46768138 15.43809726
C1(=C([H])C(=O)C2([H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C4(C([H])([H])[H])C([H])([H])[H])OC(C([H])([H])C([H])([H])C(=O)[O-‐
])=O)[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@]5(C([H])([H])[H])C(=O)[O-‐])[C@@]1([H])C5([H])[H] InChI=1S/C34H50O7/c1-‐29(2)23-‐10-‐13-‐34(7)27(32(23,5)12-‐11-‐24(29)41-‐26(38)9-‐8-‐25(36)37)22(35)18-‐20-‐21-‐19-‐31(4,28(39)40)15-‐14-‐30(21,3)16-‐17-‐33(20,34)6/h18,21,23-‐24,27H,8-‐17,19H2,1-‐7H3,(H,36,37)(H,39,40)/p-‐2/t21-‐,23?,24-‐,27?,30+,31-‐,32-‐,33+,34+/m0/s1 OBZHEBDUNPOCJG-‐YQNKGXRGSA-‐L 5.72 5.71

BRETYLIUM	  TOSYLATE 98.48127097 70.24983567 [N+](C([H])([H])[H])(C([H])([H])[H])(C([H])([H])C([H])([H])[H])C([H])([H])c(c([H])c1[H])c([H])c([H])c1Br InChI=1S/C11H17BrN/c1-‐4-‐13(2,3)9-‐10-‐5-‐7-‐11(12)8-‐6-‐10/h5-‐8H,4,9H2,1-‐3H3/q+1 VCJPZOSUWYKLEP-‐UHFFFAOYSA-‐N
VIGABATRIN 94.40901447 78.69062969 C([O-‐])(C([H])([H])C([H])([H])C([H])([N+]([H])([H])[H])C([H])=C([H])[H])=O InChI=1S/C6H11NO2/c1-‐2-‐5(7)3-‐4-‐6(8)9/h2,5H,1,3-‐4,7H2,(H,8,9) PJDFLNIOAUIZSL-‐UHFFFAOYSA-‐N
CEFAMANDOLE	  SODIUM 97.6472324 81.88530996 N12C([H])(SC([H])([H])C(C([H])([H])Sc3nnnn3C([H])([H])[H])=C1C(=O)[O-‐])C([H])(C2=O)N([H])C(=O)C([H])(O[H])c4c([H])c([H])c([H])c([H])c4[H] InChI=1S/C18H18N6O5S2/c1-‐23-‐18(20-‐21-‐22-‐23)31-‐8-‐10-‐7-‐30-‐16-‐11(15(27)24(16)12(10)17(28)29)19-‐14(26)13(25)9-‐5-‐3-‐2-‐4-‐6-‐9/h2-‐6,11,13,16,25H,7-‐8H2,1H3,(H,19,26)(H,28,29)/p-‐1 OLVCFLKTBJRLHI-‐UHFFFAOYSA-‐M
LOMEFLOXACIN	  HYDROCHLORIDE 101.0339345 75.12199019 C(C([O-‐])=O)(=C([H])N(C([H])([H])C([H])([H])[H])c1c2c([H])c(c(N3C([H])([H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C3([H])[H])c1F)F)C2=O InChI=1S/C17H19F2N3O3/c1-‐3-‐21-‐8-‐11(17(24)25)16(23)10-‐6-‐12(18)15(13(19)14(10)21)22-‐5-‐4-‐20-‐9(2)7-‐22/h6,8-‐9,20H,3-‐5,7H2,1-‐2H3,(H,24,25) ZEKZLJVOYLTDKK-‐UHFFFAOYSA-‐N
ACETYL-‐L-‐LEUCINE 99.11943684 65.92259316 [C@@]([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])(N([H])C(C([H])([H])[H])=O)C([O-‐])=O InChI=1S/C8H15NO3/c1-‐5(2)4-‐7(8(11)12)9-‐6(3)10/h5,7H,4H2,1-‐3H3,(H,9,10)(H,11,12)/p-‐1/t7-‐/m0/s1 WXNXCEHXYPACJF-‐ZETCQYMHSA-‐M
BUMETANIDE 83.26638557 71.94867902 S(N([H])[H])(=O)(=O)c1c([H])c(c([H])c(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])c1Oc2c([H])c([H])c([H])c([H])c2[H])C([O-‐])=O InChI=1S/C17H20N2O5S/c1-‐2-‐3-‐9-‐19-‐14-‐10-‐12(17(20)21)11-‐15(25(18,22)23)16(14)24-‐13-‐7-‐5-‐4-‐6-‐8-‐13/h4-‐8,10-‐11,19H,2-‐3,9H2,1H3,(H,20,21)(H2,18,22,23)/p-‐1 MAEIEVLCKWDQJH-‐UHFFFAOYSA-‐M
PHLORIDZIN 106.2845864 50.32315104 [C@]1([H])(Oc2c([H])c([O-‐])c([H])c(O[H])c2C(C([H])([H])C([H])([H])c(c([H])c3[H])c([H])c([H])c3O[H])=O)O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C21H24O10/c22-‐9-‐16-‐18(27)19(28)20(29)21(31-‐16)30-‐15-‐8-‐12(24)7-‐14(26)17(15)13(25)6-‐3-‐10-‐1-‐4-‐11(23)5-‐2-‐10/h1-‐2,4-‐5,7-‐8,16,18-‐24,26-‐29H,3,6,9H2/p-‐1/t16-‐,18-‐,19+,20-‐,21-‐/m1/s1 IOUVKUPGCMBWBT-‐QNDFHXLGSA-‐M
AJMALINE 91.52463109 34.58480978 [C@](C([H])([H])[C@@]([H])(C1([H])C([H])(C2([H])[H])[C@@]([H])([C@@]3([H])O[H])C([H])([H])C([H])([H])[H])[NH+]3C24[H])(c5c(N6C([H])([H])[H])c([H])c([H])c([H])c5[H])(C1([H])O[H])[C@]46[H] InChI=1S/C20H26N2O2/c1-‐3-‐10-‐11-‐8-‐14-‐17-‐20(12-‐6-‐4-‐5-‐7-‐13(12)21(17)2)9-‐15(16(11)18(20)23)22(14)19(10)24/h4-‐7,10-‐11,14-‐19,23-‐24H,3,8-‐9H2,1-‐2H3/p+1/t10-‐,11?,14?,15-‐,16?,17-‐,18?,19+,20+/m0/s1 CJDRUOGAGYHKKD-‐FYGXBCQKSA-‐O
ESTRADIOL-‐3-‐SULFATE,	  SODIUM	  SALT 95.64743538 53.17592573 S(=O)(=O)([O-‐])Oc(c([H])c1[H])c([H])c(c12)C([H])([H])C([H])([H])C([H])(C2([H])C([H])([H])C3([H])[H])C4([H])[C@@]3(C([H])([H])[H])[C@@]([H])(C([H])([H])C4([H])[H])O[H] InChI=1S/C18H24O5S/c1-‐18-‐9-‐8-‐14-‐13-‐5-‐3-‐12(23-‐24(20,21)22)10-‐11(13)2-‐4-‐15(14)16(18)6-‐7-‐17(18)19/h3,5,10,14-‐17,19H,2,4,6-‐9H2,1H3,(H,20,21,22)/p-‐1/t14?,15?,16?,17-‐,18+/m1/s1 QZIGLSSUDXBTLJ-‐SWQYWVTHSA-‐M
ESTRIOL	  METHYL	  ETHER 103.3559737 76.57508891 C1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(OC([H])([H])[H])c([H])c4[H])c24)C3([H])C([H])([H])[C@@]([H])(O[H])C1([H])O[H] InChI=1S/C19H26O3/c1-‐19-‐8-‐7-‐14-‐13-‐6-‐4-‐12(22-‐2)9-‐11(13)3-‐5-‐15(14)16(19)10-‐17(20)18(19)21/h4,6,9,14-‐18,20-‐21H,3,5,7-‐8,10H2,1-‐2H3/t14?,15?,16?,17-‐,18?,19?/m1/s1 UHQGCIIQUZBJAE-‐JZJKZLICSA-‐N
SULFAPYRIDINE 105.2294012 73.45520049 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])N([H])c2c([H])c([H])c([H])c([H])n2 InChI=1S/C11H11N3O2S/c12-‐9-‐4-‐6-‐10(7-‐5-‐9)17(15,16)14-‐11-‐3-‐1-‐2-‐8-‐13-‐11/h1-‐8H,12H2,(H,13,14) GECHUMIMRBOMGK-‐UHFFFAOYSA-‐N
THIABENDAZOLE 94.35530744 76.7460417 c1(n([H])c(c2n1)c([H])c([H])c([H])c2[H])c3c([H])sc([H])n3 InChI=1S/C10H7N3S/c1-‐2-‐4-‐8-‐7(3-‐1)12-‐10(13-‐8)9-‐5-‐14-‐6-‐11-‐9/h1-‐6H,(H,12,13) WJCNZQLZVWNLKY-‐UHFFFAOYSA-‐N
SUXIBUZONE 84.73543077 49.60728623 N1(c2c([H])c([H])c([H])c([H])c2[H])C(=O)C(C(=O)N1c3c([H])c([H])c([H])c([H])c3[H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])OC(C([H])([H])C([H])([H])C([O-‐])=O)=O InChI=1S/C24H26N2O6/c1-‐2-‐3-‐16-‐24(17-‐32-‐21(29)15-‐14-‐20(27)28)22(30)25(18-‐10-‐6-‐4-‐7-‐11-‐18)26(23(24)31)19-‐12-‐8-‐5-‐9-‐13-‐19/h4-‐13H,2-‐3,14-‐17H2,1H3,(H,27,28)/p-‐1 ONWXNHPOAGOMTG-‐UHFFFAOYSA-‐M
DIACERIN 86.68783924 72.57906743 c12c(c([H])c(C([O-‐])=O)c([H])c1OC(C([H])([H])[H])=O)C(=O)c(c3C2=O)c([H])c([H])c([H])c3OC(C([H])([H])[H])=O InChI=1S/C19H12O8/c1-‐8(20)26-‐13-‐5-‐3-‐4-‐11-‐15(13)18(23)16-‐12(17(11)22)6-‐10(19(24)25)7-‐14(16)27-‐9(2)21/h3-‐7H,1-‐2H3,(H,24,25)/p-‐1 TYNLGDBUJLVSMA-‐UHFFFAOYSA-‐M
OFLOXACIN 89.50587865 65.84780131 N1(C([H])(C([H])([H])[H])C2([H])[H])c(c(C(=O)C(C([O-‐])=O)=C1[H])c([H])c(c3N(C([H])([H])C4([H])[H])C([H])([H])C([H])([H])N4C([H])([H])[H])F)c3O2 InChI=1S/C18H20FN3O4/c1-‐10-‐9-‐26-‐17-‐14-‐11(16(23)12(18(24)25)8-‐22(10)14)7-‐13(19)15(17)21-‐5-‐3-‐20(2)4-‐6-‐21/h7-‐8,10H,3-‐6,9H2,1-‐2H3,(H,24,25)/p-‐1 GSDSWSVVBLHKDQ-‐UHFFFAOYSA-‐M
SULMAZOLE 116.5365608 107.4466091 c1(c2c([H])c([H])c(c([H])c2OC([H])([H])[H])S(C([H])([H])[H])=O)[nH+]c(c3n1[H])c([H])c([H])c([H])n3 InChI=1S/C14H13N3O2S/c1-‐19-‐12-‐8-‐9(20(2)18)5-‐6-‐10(12)13-‐16-‐11-‐4-‐3-‐7-‐15-‐14(11)17-‐13/h3-‐8H,1-‐2H3,(H,15,16,17)/p+1 XMFCOYRWYYXZMY-‐UHFFFAOYSA-‐O
TOLFENAMIC	  ACID 77.00797094 95.0730234 c1(c([H])c([H])c([H])c([H])c1N([H])c2c([H])c([H])c([H])c(Cl)c2C([H])([H])[H])C([O-‐])=O InChI=1S/C14H12ClNO2/c1-‐9-‐11(15)6-‐4-‐8-‐12(9)16-‐13-‐7-‐3-‐2-‐5-‐10(13)14(17)18/h2-‐8,16H,1H3,(H,17,18)/p-‐1 YEZNLOUZAIOMLT-‐UHFFFAOYSA-‐M
PIRENZEPINE	  HYDROCHLORIDE 100.6010093 103.8234044 N1(c2c(c([H])c([H])c([H])n2)N([H])C(=O)c3c1c([H])c([H])c([H])c3[H])C(=O)C([H])([H])N(C([H])([H])C4([H])[H])C([H])([H])C([H])([H])[NH+]4C([H])([H])[H] InChI=1S/C19H21N5O2/c1-‐22-‐9-‐11-‐23(12-‐10-‐22)13-‐17(25)24-‐16-‐7-‐3-‐2-‐5-‐14(16)19(26)21-‐15-‐6-‐4-‐8-‐20-‐18(15)24/h2-‐8H,9-‐13H2,1H3,(H,21,26)/p+1 RMHMFHUVIITRHF-‐UHFFFAOYSA-‐O
PRAMOXINE	  HYDROCHLORIDE 99.07172828 112.0040992 N(C([H])([H])C([H])([H])O1)(C([H])([H])C1([H])[H])C([H])([H])C([H])([H])C([H])([H])Oc(c([H])c([H])c2OC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])c([H])c2[H] InChI=1S/C17H27NO3/c1-‐2-‐3-‐12-‐20-‐16-‐5-‐7-‐17(8-‐6-‐16)21-‐13-‐4-‐9-‐18-‐10-‐14-‐19-‐15-‐11-‐18/h5-‐8H,2-‐4,9-‐15H2,1H3 DQKXQSGTHWVTAD-‐UHFFFAOYSA-‐N
ESTRADIOL	  ACETATE 101.0331974 456.2996899 C1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(O[H])c([H])c4[H])c24)C3([H])C([H])([H])C([H])([H])C1([H])OC(C([H])([H])[H])=O InChI=1S/C20H26O3/c1-‐12(21)23-‐19-‐8-‐7-‐18-‐17-‐5-‐3-‐13-‐11-‐14(22)4-‐6-‐15(13)16(17)9-‐10-‐20(18,19)2/h4,6,11,16-‐19,22H,3,5,7-‐10H2,1-‐2H3 QAHOQNJVHDHYRN-‐UHFFFAOYSA-‐N
RONIDAZOLE 88.04539049 103.6183174 c1(c([H])nc(C([H])([H])OC(N([H])[H])=O)n1C([H])([H])[H])[N+](=O)[O-‐] InChI=1S/C6H8N4O4/c1-‐9-‐4(3-‐14-‐6(7)11)8-‐2-‐5(9)10(12)13/h2H,3H2,1H3,(H2,7,11) PQFRTXSWDXZRRS-‐UHFFFAOYSA-‐N
TODRALAZINE	  HYDROCHLORIDE 106.5297437 100.4736492 c1(c2c(c([H])c([H])c([H])c2[H])c([H])nn1)N([H])[N-‐]C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C11H12N4O2/c1-‐2-‐17-‐11(16)15-‐14-‐10-‐9-‐6-‐4-‐3-‐5-‐8(9)7-‐12-‐13-‐10/h3-‐7H,2H2,1H3,(H2,12,13,14,15,16)/p-‐1 AFNVJCMVIYWBAI-‐UHFFFAOYSA-‐M
URETHANE 101.5651213 109.1214867 C(OC([H])([H])C([H])([H])[H])(N([H])[H])=O InChI=1S/C3H7NO2/c1-‐2-‐6-‐3(4)5/h2H2,1H3,(H2,4,5) JOYRKODLDBILNP-‐UHFFFAOYSA-‐N
THIRAM 99.0052378 104.3589095 C(N(C([H])([H])[H])C([H])([H])[H])(=S)SSC(N(C([H])([H])[H])C([H])([H])[H])=S InChI=1S/C6H12N2S4/c1-‐7(2)5(9)11-‐12-‐6(10)8(3)4/h1-‐4H3 KUAZQDVKQLNFPE-‐UHFFFAOYSA-‐N
ACYCLOVIR 105.4769778 103.3904429 c12c(C(N([H])C(N([H])[H])=N1)=O)nc([H])n2C([H])([H])OC([H])([H])C([H])([H])O[H] InChI=1S/C8H11N5O3/c9-‐8-‐11-‐6-‐5(7(15)12-‐8)10-‐3-‐13(6)4-‐16-‐2-‐1-‐14/h3,14H,1-‐2,4H2,(H3,9,11,12,15) MKUXAQIIEYXACX-‐UHFFFAOYSA-‐N
RAMELTEON 113.3782631 127.5793216 c12c(C([H])([H])C([H])([H])[C@@]1([H])C([H])([H])C([H])([H])N([H])C(C([H])([H])C([H])([H])[H])=O)c([H])c([H])c3c2C([H])([H])C([H])([H])O3 InChI=1S/C16H21NO2/c1-‐2-‐15(18)17-‐9-‐7-‐12-‐4-‐3-‐11-‐5-‐6-‐14-‐13(16(11)12)8-‐10-‐19-‐14/h5-‐6,12H,2-‐4,7-‐10H2,1H3,(H,17,18)/t12-‐/m0/s1 YLXDSYKOBKBWJQ-‐LBPRGKRZSA-‐N
TETRACHLOROISOPHTHALONITRILE 81.58473226 92.96518422 c(C#N)(c(Cl)c(Cl)c(c1C#N)Cl)c1Cl InChI=1S/C8Cl4N2/c9-‐5-‐3(1-‐13)6(10)8(12)7(11)4(5)2-‐14 CRQQGFGUEAVUIL-‐UHFFFAOYSA-‐N
CLOPAMIDE 107.261139 113.6447956 S(N([H])[H])(=O)(=O)c1c(Cl)c([H])c([H])c(c1[H])C(=O)[N-‐]N2C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C2([H])C([H])([H])[H] InChI=1S/C14H20ClN3O3S/c1-‐9-‐4-‐3-‐5-‐10(2)18(9)17-‐14(19)11-‐6-‐7-‐12(15)13(8-‐11)22(16,20)21/h6-‐10H,3-‐5H2,1-‐2H3,(H3,16,17,19,20,21)/p-‐1 KRXMZGWYYBIGEB-‐UHFFFAOYSA-‐M
PROPAFENONE	  HYDROCHLORIDE 135.020914 105.3159824 c1(c([H])c([H])c([H])c([H])c1OC([H])([H])C([H])(C([H])([H])[N+]([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])O[H])C(C([H])([H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])=O InChI=1S/C21H27NO3/c1-‐2-‐14-‐22-‐15-‐18(23)16-‐25-‐21-‐11-‐7-‐6-‐10-‐19(21)20(24)13-‐12-‐17-‐8-‐4-‐3-‐5-‐9-‐17/h3-‐11,18,22-‐23H,2,12-‐16H2,1H3/p+1 JWHAUXFOSRPERK-‐UHFFFAOYSA-‐O
LOVASTATIN 100.7118268 87.54177099 C1(=C([H])[C@]([H])(C([H])([H])[H])C([H])([H])[C@]2([H])OC([C@@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)[C@@]2([H])[C@]([H])([C@@]([H])(C([H])([H])[H])C([H])=C1[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C3=O)O3 InChI=1S/C24H36O5/c1-‐5-‐15(3)24(27)29-‐21-‐11-‐14(2)10-‐17-‐7-‐6-‐16(4)20(23(17)21)9-‐8-‐19-‐12-‐18(25)13-‐22(26)28-‐19/h6-‐7,10,14-‐16,18-‐21,23,25H,5,8-‐9,11-‐13H2,1-‐4H3/t14-‐,15-‐,16-‐,18+,19+,20-‐,21-‐,23-‐/m0/s1 PCZOHLXUXFIOCF-‐BXMDZJJMSA-‐N
MIZORIBINE 100.4237014 113.4397086 n(c([H])nc1C(N([H])[H])=O)(c1O[H])[C@]2([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])C([H])([H])O[H] InChI=1S/C9H13N3O6/c10-‐7(16)4-‐8(17)12(2-‐11-‐4)9-‐6(15)5(14)3(1-‐13)18-‐9/h2-‐3,5-‐6,9,13-‐15,17H,1H2,(H2,10,16)/t3-‐,5-‐,6-‐,9-‐/m1/s1 HZQDCMWJEBCWBR-‐UUOKFMHZSA-‐N
NITRENDIPINE 77.71720272 341.8952943 C(C(OC([H])([H])[H])=O)(=C(C([H])([H])[H])N([H])C(=C1C(OC([H])([H])C([H])([H])[H])=O)C([H])([H])[H])C1([H])c(c([H])c([H])c([H])c2[N+](=O)[O-‐])c2[H] InChI=1S/C18H20N2O6/c1-‐5-‐26-‐18(22)15-‐11(3)19-‐10(2)14(17(21)25-‐4)16(15)12-‐7-‐6-‐8-‐13(9-‐12)20(23)24/h6-‐9,16,19H,5H2,1-‐4H3 PVHUJELLJLJGLN-‐UHFFFAOYSA-‐N
SEMUSTINE 100.4901918 101.4535096 C(=O)(N([H])C1([H])C([H])([H])C([H])([H])C([H])(C([H])([H])C1([H])[H])C([H])([H])[H])N(C([H])([H])C([H])([H])Cl)N=O InChI=1S/C10H18ClN3O2/c1-‐8-‐2-‐4-‐9(5-‐3-‐8)12-‐10(15)14(13-‐16)7-‐6-‐11/h8-‐9H,2-‐7H2,1H3,(H,12,15) FVLVBPDQNARYJU-‐UHFFFAOYSA-‐N
FORMESTANE 106.0532286 81.74236482 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C(C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])C4=O)=C(C2=O)C([H])([H])[H] InChI=1S/C20H28O2/c1-‐12-‐14-‐5-‐4-‐13-‐15-‐6-‐7-‐18(22)20(15,3)10-‐8-‐16(13)19(14,2)11-‐9-‐17(12)21/h13,15-‐16H,4-‐11H2,1-‐3H3/t13?,15?,16?,19-‐,20-‐/m0/s1 ISMVMNHPEDSOTR-‐XNMTZQFCSA-‐N
SPARTEINE	  SULFATE 101.0442792 103.7094672 [NH+]1(C2([H])[H])[C@@]([H])(C([H])([H])C([H])([H])C([H])([H])C1([H])[H])[C@@]([H])(C([H])([H])[C@]23[H])C([H])([H])N4[C@]3([H])C([H])([H])C([H])([H])C([H])([H])C4([H])[H] InChI=1S/C15H26N2/c1-‐3-‐7-‐16-‐11-‐13-‐9-‐12(14(16)5-‐1)10-‐17-‐8-‐4-‐2-‐6-‐15(13)17/h12-‐15H,1-‐11H2/p+1/t12-‐,13+,14-‐,15+ SLRCCWJSBJZJBV-‐NMWPEEMBSA-‐O
PERICIAZINE 117.1349751 132.4558361 [NH+]1(C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])C([H])(C2([H])[H])O[H])C2([H])[H])c3c(c([H])c([H])c([H])c3[H])Sc(c([H])c([H])c(c4[H])C#N)c14 InChI=1S/C21H23N3OS/c22-‐15-‐16-‐6-‐7-‐21-‐19(14-‐16)24(18-‐4-‐1-‐2-‐5-‐20(18)26-‐21)11-‐3-‐10-‐23-‐12-‐8-‐17(25)9-‐13-‐23/h1-‐2,4-‐7,14,17,25H,3,8-‐13H2/p+2 LUALIOATIOESLM-‐UHFFFAOYSA-‐P
TRIMEDLURE 115.084852 121.0051422 C(=O)(OC(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])[C@]1([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[C@@]1([H])C([H])([H])[H])Cl InChI=1S/C12H21ClO2/c1-‐8-‐7-‐9(13)5-‐6-‐10(8)11(14)15-‐12(2,3)4/h8-‐10H,5-‐7H2,1-‐4H3/t8-‐,9?,10-‐/m1/s1 APMORJJNVZMVQK-‐RCAUJQPQSA-‐N
IOPANIC	  ACID 59.5653019 31.10864965 c1(C([H])([H])C([H])(C([H])([H])C([H])([H])[H])C([O-‐])=O)c(I)c([H])c(c(N([H])[H])c1I)I InChI=1S/C11H12I3NO2/c1-‐2-‐5(11(16)17)3-‐6-‐7(12)4-‐8(13)10(15)9(6)14/h4-‐5H,2-‐3,15H2,1H3,(H,16,17)/p-‐1 OIRFJRBSRORBCM-‐UHFFFAOYSA-‐M
CLEBOPRIDE	  MALEATE 124.4156826 84.14644085 c1(c([H])c(Cl)c(c([H])c1OC([H])([H])[H])N([H])[H])C(=O)N([H])C([H])(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[NH+]2C([H])([H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C20H24ClN3O2/c1-‐26-‐19-‐12-‐18(22)17(21)11-‐16(19)20(25)23-‐15-‐7-‐9-‐24(10-‐8-‐15)13-‐14-‐5-‐3-‐2-‐4-‐6-‐14/h2-‐6,11-‐12,15H,7-‐10,13,22H2,1H3,(H,23,25)/p+1 BVPWJMCABCPUQY-‐UHFFFAOYSA-‐O
GLICLAZIDE 113.3228543 106.2958428 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])C([H])([H])[H])[N-‐]C(=O)[N-‐]N2C([H])([H])C([H])(C3([H])C2([H])[H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C15H20N3O3S/c1-‐11-‐5-‐7-‐14(8-‐6-‐11)22(20,21)17-‐15(19)16-‐18-‐9-‐12-‐3-‐2-‐4-‐13(12)10-‐18/h5-‐8,12-‐13H,2-‐4,9-‐10H2,1H3,(H-‐,16,17,19)/q-‐1/p-‐1 NOKNYHMNLQMORY-‐UHFFFAOYSA-‐M
DEOXYADENOSINE 106.4078445 112.3231235 n1(c([H])nc2c1nc([H])nc2N([H])[H])C3([H])C([H])([H])[C@@]([H])([C@@]([H])(C([H])([H])O[H])O3)O[H] InChI=1S/C10H13N5O3/c11-‐9-‐8-‐10(13-‐3-‐12-‐9)15(4-‐14-‐8)7-‐1-‐5(17)6(2-‐16)18-‐7/h3-‐7,16-‐17H,1-‐2H2,(H2,11,12,13)/t5-‐,6+,7?/m0/s1 OLXZPDWKRNYJJZ-‐GFCOJPQKSA-‐N

SODIUM	  beta-‐NICOTINAMIDE	  ADENINE	  DINUCLEOTIDE	  PHOSPHATE 105.1001984 190.0283299 n1(c([H])nc2c1nc([H])nc2N([H])[H])[C@]3([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]3([H])OP(O[H])(=O)[O-‐])C([H])([H])OP([O-‐])(=O)OP(=O)([O-‐])OC([H])([H])[C@]([H])([C@@]([H])(O[H])[C@]([H])([C@]4([H])[n+](c([H])c([H])c([H])c5C(N([H])[H])=O)c5[H])O[H])O4
InChI=1S/C21H28N7O17P3/c22-‐17-‐12-‐19(25-‐7-‐24-‐17)28(8-‐26-‐12)21-‐16(44-‐46(33,34)35)14(30)11(43-‐21)6-‐41-‐48(38,39)45-‐47(36,37)40-‐5-‐10-‐13(29)15(31)20(42-‐10)27-‐3-‐1-‐2-‐9(4-‐27)18(23)32/h1-‐4,7-‐8,10-‐11,13-‐16,20-‐21,29-‐31H,5-‐6H2,(H7-‐,22,23,24,25,32,33,34,35,36,37,38,39)/p-‐2/t10-‐,11-‐,13-‐,14-‐
,15-‐,16-‐,20-‐,21-‐/m1/s1 XJLXINKUBYWONI-‐NNYOXOHSSA-‐L

METHOXYAMINE	  HYDROCHLORIDE 108.5577033 118.3504042 N([H])([H])OC([H])([H])[H] InChI=1S/CH5NO/c1-‐3-‐2/h2H2,1H3 GMPKIPWJBDOURN-‐UHFFFAOYSA-‐N
PHENOTHRIN 107.2500572 157.510638 C1(C([H])([H])[H])(C([H])([H])[H])C([H])(C1([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C(=O)OC([H])([H])c(c([H])c([H])c([H])c2Oc3c([H])c([H])c([H])c([H])c3[H])c2[H] InChI=1S/C23H26O3/c1-‐16(2)13-‐20-‐21(23(20,3)4)22(24)25-‐15-‐17-‐9-‐8-‐12-‐19(14-‐17)26-‐18-‐10-‐6-‐5-‐7-‐11-‐18/h5-‐14,20-‐21H,15H2,1-‐4H3 SBNFWQZLDJGRLK-‐UHFFFAOYSA-‐N
3-‐AMINOBENZAMIDE 110.6743169 106.0565746 C(N([H])[H])(=O)c1c([H])c([H])c([H])c(N([H])[H])c1[H] InChI=1S/C7H8N2O/c8-‐6-‐3-‐1-‐2-‐5(4-‐6)7(9)10/h1-‐4H,8H2,(H2,9,10) GSCPDZHWVNUUFI-‐UHFFFAOYSA-‐N
BUTACAINE 114.3645385 93.86528852 C(OC([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(=O)c1c([H])c([H])c(c([H])c1[H])N([H])[H] InChI=1S/C18H30N2O2/c1-‐3-‐5-‐12-‐20(13-‐6-‐4-‐2)14-‐7-‐15-‐22-‐18(21)16-‐8-‐10-‐17(19)11-‐9-‐16/h8-‐11H,3-‐7,12-‐15,19H2,1-‐2H3/p+1 HQFWVSGBVLEQGA-‐UHFFFAOYSA-‐O
LORATADINE 83.87865379 101.0433355 C(=C(/C([H])([H])C1([H])[H])\C([H])([H])C([H])([H])N1C(OC([H])([H])C([H])([H])[H])=O)(/c2c(c([H])c([H])c([H])n2)C([H])([H])C3([H])[H])\c4c3c([H])c(Cl)c([H])c4[H] InChI=1S/C22H23ClN2O2/c1-‐2-‐27-‐22(26)25-‐12-‐9-‐15(10-‐13-‐25)20-‐19-‐8-‐7-‐18(23)14-‐17(19)6-‐5-‐16-‐4-‐3-‐11-‐24-‐21(16)20/h3-‐4,7-‐8,11,14H,2,5-‐6,9-‐10,12-‐13H2,1H3 JCCNYMKQOSZNPW-‐UHFFFAOYSA-‐N
IRIDIN 90.79366363 114.5107187 c12c(c([H])c(c(OC([H])([H])[H])c1O[H])O[C@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])OC([H])=C(c(c([H])c4OC([H])([H])[H])c([H])c(c4OC([H])([H])[H])O[H])C2=O InChI=1S/C24H26O13/c1-‐32-‐13-‐5-‐9(4-‐11(26)22(13)33-‐2)10-‐8-‐35-‐12-‐6-‐14(23(34-‐3)19(29)16(12)17(10)27)36-‐24-‐21(31)20(30)18(28)15(7-‐25)37-‐24/h4-‐6,8,15,18,20-‐21,24-‐26,28-‐31H,7H2,1-‐3H3/t15-‐,18-‐,20+,21-‐,24-‐/m1/s1 LNQCUTNLHUQZLR-‐OZJWLQQPSA-‐N
CIPROFLOXACIN 112.4252329 105.2590138 C(C([O-‐])=O)(=C1[H])C(=O)c(c2N1C3([H])C([H])([H])C3([H])[H])c([H])c(c(N(C([H])([H])C4([H])[H])C([H])([H])C([H])([H])[N+]4([H])[H])c2[H])F InChI=1S/C17H18FN3O3/c18-‐13-‐7-‐11-‐14(8-‐15(13)20-‐5-‐3-‐19-‐4-‐6-‐20)21(10-‐1-‐2-‐10)9-‐12(16(11)22)17(23)24/h7-‐10,19H,1-‐6H2,(H,23,24) MYSWGUAQZAJSOK-‐UHFFFAOYSA-‐N
NICERGOLINE 124.0721485 91.22194426 [C@](OC([H])([H])[H])(C([H])([H])[C@@]([H])(C([H])([H])OC(=O)c(c1[H])c([H])c(c([H])n1)Br)C([H])([H])N2C([H])([H])[H])([C@@]2([H])C3([H])[H])c4c(c3c([H])n5C([H])([H])[H])c5c([H])c([H])c4[H] InChI=1S/C24H26BrN3O3/c1-‐27-‐13-‐17-‐8-‐21-‐24(30-‐3,19-‐5-‐4-‐6-‐20(27)22(17)19)9-‐15(12-‐28(21)2)14-‐31-‐23(29)16-‐7-‐18(25)11-‐26-‐10-‐16/h4-‐7,10-‐11,13,15,21H,8-‐9,12,14H2,1-‐3H3/t15-‐,21-‐,24+/m1/s1 YSEXMKHXIOCEJA-‐FVFQAYNVSA-‐N
LIGUSTILIDE 107.4716922 117.7465367 C12=C(C([H])([H])C([H])([H])C([H])=C1[H])\C(\OC2=O)=C([H])\C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C12H14O2/c1-‐2-‐3-‐8-‐11-‐9-‐6-‐4-‐5-‐7-‐10(9)12(13)14-‐11/h5,7-‐8H,2-‐4,6H2,1H3/b11-‐8-‐ IQVQXVFMNOFTMU-‐FLIBITNWSA-‐N
DEACETYLGEDUNIN 60.91727498 74.34783711 [C@]12([C@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])[C@]([H])(O[H])C([H])([H])C4([H])[C@@]3(C([H])([H])[H])C([H])=C([H])C(=O)C4(C([H])([H])[H])C([H])([H])[H])[C@@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C26H32O6/c1-‐22(2)16-‐12-‐18(28)25(5)15(23(16,3)9-‐7-‐17(22)27)6-‐10-‐24(4)19(14-‐8-‐11-‐30-‐13-‐14)31-‐21(29)20-‐26(24,25)32-‐20/h7-‐9,11,13,15-‐16,18-‐20,28H,6,10,12H2,1-‐5H3/t15?,16?,18-‐,19-‐,20-‐,23+,24-‐,25-‐,26-‐/m1/s1 HCEYJYMNIQHPPK-‐JGKLIMICSA-‐N
DIPYROCETYL 102.0527181 115.661485 c1(c([H])c([H])c([H])c(OC(C([H])([H])[H])=O)c1OC(C([H])([H])[H])=O)C([O-‐])=O InChI=1S/C11H10O6/c1-‐6(12)16-‐9-‐5-‐3-‐4-‐8(11(14)15)10(9)17-‐7(2)13/h3-‐5H,1-‐2H3,(H,14,15)/p-‐1 NYIZXMGNIUSNKL-‐UHFFFAOYSA-‐M
SUCCINYLACETONE 94.94931857 92.0081113 C([O-‐])(C([H])([H])C([H])([H])C(=O)C([H])([H])C(C([H])([H])[H])=O)=O InChI=1S/C7H10O4/c1-‐5(8)4-‐6(9)2-‐3-‐7(10)11/h2-‐4H2,1H3,(H,10,11)/p-‐1 WYEPBHZLDUPIOD-‐UHFFFAOYSA-‐M
ESTRADIOL 131.9401885 125.904444 [C@](C([H])([H])[H])([C@@]([H])(O[H])C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(O[H])c([H])c4[H])c24)C13[H] InChI=1S/C18H24O2/c1-‐18-‐9-‐8-‐14-‐13-‐5-‐3-‐12(19)10-‐11(13)2-‐4-‐15(14)16(18)6-‐7-‐17(18)20/h3,5,10,14-‐17,19-‐20H,2,4,6-‐9H2,1H3/t14?,15?,16?,17-‐,18-‐/m0/s1 VOXZDWNPVJITMN-‐PAOLREHBSA-‐N
MERCAPTOPURINE 105.3439968 107.7770271 c1(n([H])c([H])n2)c2[NH+]=C([H])N([H])C1=S InChI=1S/C5H4N4S/c10-‐5-‐3-‐4(7-‐1-‐6-‐3)8-‐2-‐9-‐5/h1-‐2H,(H2,6,7,8,9,10)/p+1 GLVAUDGFNGKCSF-‐UHFFFAOYSA-‐O
LUFENURON 97.08809565 102.7865754 C(F)(F)(Oc(c(Cl)c1[H])c([H])c(c1N([H])C(=O)N([H])C(=O)c2c(c([H])c([H])c([H])c2F)F)Cl)C([H])(F)C(F)(F)F InChI=1S/C17H8Cl2F8N2O3/c18-‐6-‐5-‐11(32-‐17(26,27)14(22)16(23,24)25)7(19)4-‐10(6)28-‐15(31)29-‐13(30)12-‐8(20)2-‐1-‐3-‐9(12)21/h1-‐5,14H,(H2,28,29,30,31) PWPJGUXAGUPAHP-‐UHFFFAOYSA-‐N
STREPTOZOSIN 100.3018021 93.43232696 [C@]1([H])([C@@]([H])(O[H])O[C@@]([H])([C@@]([H])(O[H])[C@]1([H])O[H])C([H])([H])O[H])N([H])C(=O)N(C([H])([H])[H])N=O InChI=1S/C8H15N3O7/c1-‐11(10-‐17)8(16)9-‐4-‐6(14)5(13)3(2-‐12)18-‐7(4)15/h3-‐7,12-‐15H,2H2,1H3,(H,9,16)/t3-‐,4-‐,5-‐,6-‐,7+/m1/s1 ZSJLQEPLLKMAKR-‐GKHCUFPYSA-‐N

DIGITOXIN 66.84600937 56.48247586
[C@@]1(O[H])(C([H])([H])C([H])([H])[C@]2([H])C(C([H])([H])OC3=O)=C3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])[C@]([C@@]45C([H])([H])[H])([H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[C@@]([H])(C([H])([H])[C@]6([H])O[H])O[C@@]([H])([C@@]6([H])
O[C@@]([H])(C([H])([H])[C@]7([H])O[H])O[C@@]([H])([C@@]7([H])O[C@@]8([H])C([H])([H])[C@]([H])(O[H])[C@@]([H])([C@@]([H])(C([H])([H])[H])O8)O[H])C([H])([H])[H])C([H])([H])[H]

InChI=1S/C41H64O13/c1-‐20-‐36(46)29(42)16-‐34(49-‐20)53-‐38-‐22(3)51-‐35(18-‐31(38)44)54-‐37-‐21(2)50-‐33(17-‐30(37)43)52-‐25-‐8-‐11-‐39(4)24(15-‐25)6-‐7-‐28-‐27(39)9-‐12-‐40(5)26(10-‐13-‐41(28,40)47)23-‐14-‐32(45)48-‐19-‐23/h14,20-‐22,24-‐31,33-‐38,42-‐44,46-‐47H,6-‐13,15-‐19H2,1-‐5H3/t20-‐,21-‐,22-‐,24-‐,25+,26-‐
,27?,28?,29+,30+,31+,33+,34+,35+,36-‐,37-‐,38-‐,39+,40-‐,41+/m1/s1 WDJUZGPOPHTGOT-‐KSVSUYAUSA-‐N

XYLOCARPUS	  A 9.763932992 22.54056823 [C@@](O[H])(O[C@]1(C2([H])C([H])([H])C([H])([H])[C@]3(C([H])([H])[H])C1=C([H])C(=O)O[C@@]3([H])c4c([H])c([H])oc4[H])[C@]5([H])OC(C([H])([H])[H])=O)([C@@]56[H])[C@@]2(C([H])([H])[H])C([H])(C(C([H])([H])[H])(C([H])([H])[H])C6([H])OC(C([H])([H])[H])=O)C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C31H38O11/c1-‐15(32)39-‐25-‐23-‐26(40-‐16(2)33)30-‐18(29(6,31(23,36)42-‐30)19(27(25,3)4)12-‐21(34)37-‐7)8-‐10-‐28(5)20(30)13-‐22(35)41-‐24(28)17-‐9-‐11-‐38-‐14-‐17/h9,11,13-‐14,18-‐19,23-‐26,36H,8,10,12H2,1-‐7H3/t18?,19?,23-‐,24+,25?,26-‐,28-‐,29-‐,30+,31-‐/m1/s1 AOUYWWJPLUTFAB-‐NUIIJRBZSA-‐N
IPRONIAZID	  SULFATE 101.7535109 122.6572323 C(c(c([H])c1[H])c([H])c([H])n1)(=O)[N-‐]N([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C9H13N3O/c1-‐7(2)11-‐12-‐9(13)8-‐3-‐5-‐10-‐6-‐4-‐8/h3-‐7H,1-‐2H3,(H2,10,11,12,13)/p-‐1 ZKLNXYMMZZGOHV-‐UHFFFAOYSA-‐M
CADMIUM	  ACETATE 90.56094695 95.55155986 [Cd](OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O InChI=1S/2C2H4O2.Cd/c2*1-‐2(3)4;/h2*1H3,(H,3,4);/q;;+2/p-‐2 LHQLJMJLROMYRN-‐UHFFFAOYSA-‐L
QUINACRINE	  HYDROCHLORIDE 95.69179559 83.48560479 c1(N([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])c(c([H])c([H])c(c2[H])Cl)c2[nH+]c(c([H])c([H])c(OC([H])([H])[H])c3[H])c13 InChI=1S/C23H30ClN3O/c1-‐5-‐27(6-‐2)13-‐7-‐8-‐16(3)25-‐23-‐19-‐11-‐9-‐17(24)14-‐22(19)26-‐21-‐12-‐10-‐18(28-‐4)15-‐20(21)23/h9-‐12,14-‐16H,5-‐8,13H2,1-‐4H3,(H,25,26)/p+2 GPKJTRJOBQGKQK-‐UHFFFAOYSA-‐P

CEVADINE 84.70978478 78.54072801
[C@@](C1([H])[H])([C@]2([H])[C@]([C@@]13O[H])(O[H])C([H])([H])[C@@]([H])([C@@]4(O[H])[C@@]3([H])C([H])([H])[NH+]5[C@@]([C@@]4(C([H])([H])[H])O[H])([H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[H])C5([H])[H])O[H])(O6)[C@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]7([H])OC(=O)\
C(\C([H])([H])[H])=C([H])/C([H])([H])[H])[C@](C([H])([H])C2([H])[H])([C@@]67O[H])[H] InChI=1S/C32H49NO9/c1-‐6-‐18(3)25(35)41-‐24-‐11-‐12-‐26(4)19-‐8-‐9-‐20-‐28(37)13-‐23(34)31(39)21(29(28,38)16-‐30(20,26)42-‐32(19,24)40)15-‐33-‐14-‐17(2)7-‐10-‐22(33)27(31,5)36/h6,17,19-‐24,34,36-‐40H,7-‐16H2,1-‐5H3/p+1/b18-‐6-‐/t17-‐,19-‐,20-‐,21-‐,22-‐,23-‐,24+,26+,27+,28+,29+,30-‐,31-‐,32+/m0/s1 DBUCFOVFALNEOO-‐BPPRRKGZSA-‐O

PHYSOSTIGMINE	  SULFATE 99.92502277 101.6927778 [C@](c(c([H])c(c([H])c1[H])OC(N([H])C([H])([H])[H])=O)c12)([C@@]3([H])N2C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[NH+]3C([H])([H])[H] InChI=1S/C15H21N3O2/c1-‐15-‐7-‐8-‐17(3)13(15)18(4)12-‐6-‐5-‐10(9-‐11(12)15)20-‐14(19)16-‐2/h5-‐6,9,13H,7-‐8H2,1-‐4H3,(H,16,19)/p+1/t13-‐,15+/m1/s1 PIJVFDBKTWXHHD-‐HIFRSBDPSA-‐O
SCOPOLINE 100.1466577 94.04758813 C([H])(OC1([H])C2([H])[H])(C([H])(O[H])C([H])(C1([H])[H])[NH+]3C([H])([H])[H])[C@]23[H] InChI=1S/C8H13NO2/c1-‐9-‐5-‐2-‐4-‐3-‐6(9)8(11-‐4)7(5)10/h4-‐8,10H,2-‐3H2,1H3/p+1/t4?,5?,6-‐,7?,8?/m0/s1 MEGPURSNXMUDAE-‐LTHVNZCTSA-‐O
4-‐NAPHTHALIMIDOBUTYRIC	  ACID 112.7133583 113.0523219 N1(C([H])([H])C([H])([H])C([H])([H])C([O-‐])=O)C(=O)c2c(c3C1=O)c(c([H])c([H])c2[H])c([H])c([H])c3[H] InChI=1S/C16H13NO4/c18-‐13(19)8-‐3-‐9-‐17-‐15(20)11-‐6-‐1-‐4-‐10-‐5-‐2-‐7-‐12(14(10)11)16(17)21/h1-‐2,4-‐7H,3,8-‐9H2,(H,18,19)/p-‐1 ZHXRDXTYPCPBTI-‐UHFFFAOYSA-‐M
ARISTOLOCHIC	  ACID 107.6157549 76.9114253 c1(c([H])c2c(c(c3c(OC([H])([H])O3)c([H])c4C([O-‐])=O)c14)c([H])c([H])c([H])c2OC([H])([H])[H])[N+](=O)[O-‐] InChI=1S/C17H11NO7/c1-‐23-‐12-‐4-‐2-‐3-‐8-‐9(12)5-‐11(18(21)22)14-‐10(17(19)20)6-‐13-‐16(15(8)14)25-‐7-‐24-‐13/h2-‐6H,7H2,1H3,(H,19,20)/p-‐1 BBFQZRXNYIEMAW-‐UHFFFAOYSA-‐M
BUSULFAN 98.16302507 113.6789768 S(C([H])([H])[H])(OC([H])([H])C([H])([H])C([H])([H])C([H])([H])OS(C([H])([H])[H])(=O)=O)(=O)=O InChI=1S/C6H14O6S2/c1-‐13(7,8)11-‐5-‐3-‐4-‐6-‐12-‐14(2,9)10/h3-‐6H2,1-‐2H3 COVZYZSDYWQREU-‐UHFFFAOYSA-‐N
FLUOROURACIL 91.17044301 86.83536002 N1([H])C(=O)N([H])C([H])=C(F)C1=O InChI=1S/C4H3FN2O2/c5-‐2-‐1-‐6-‐4(9)7-‐3(2)8/h1H,(H2,6,7,8,9) GHASVSINZRGABV-‐UHFFFAOYSA-‐N
BENZETHONIUM	  CHLORIDE 467.4511465 80.78529189 C(C([H])([H])[H])(C([H])([H])[H])(C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])c1c([H])c([H])c(OC([H])([H])C([H])([H])OC([H])([H])C([H])([H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])c([H])c1[H] InChI=1S/C27H42NO2/c1-‐26(2,3)22-‐27(4,5)24-‐13-‐15-‐25(16-‐14-‐24)30-‐20-‐19-‐29-‐18-‐17-‐28(6,7)21-‐23-‐11-‐9-‐8-‐10-‐12-‐23/h8-‐16H,17-‐22H2,1-‐7H3/q+1 SIYLLGKDQZGJHK-‐UHFFFAOYSA-‐N



ACRIFLAVINIUM	  HYDROCHLORIDE 93.94087964 105.0995017 [n+]1(C([H])([H])[H])c2c(c([H])c([H])c([N+]([H])([H])[H])c2[H])c([H])c(c([H])c([H])c([N+]([H])([H])[H])c3[H])c13 InChI=1S/C14H13N3/c1-‐17-‐13-‐7-‐11(15)4-‐2-‐9(13)6-‐10-‐3-‐5-‐12(16)8-‐14(10)17/h2-‐8H,1H3,(H3,15,16)/p+3 XSIOKTWDEOJMGG-‐UHFFFAOYSA-‐Q

NEOMYCIN	  SULFATE 98.04112586 79.99912485
[C@@]1([H])([C@@]([H])(O[H])[C@]([H])([N+]([H])([H])[H])C([H])([H])[C@]([H])(N([H])[H])[C@@]1([H])OC2([H])O[C@]([H])(C([H])([H])N([H])[H])[C@]([H])([C@]([H])(O[H])[C@@]2([H])[N+]([H])([H])[H])O[H])OC([H])(O[C@@]([H])([C@@]3([H])O[C@@]4([H])O[C@@]([H])(C([H])([H])N([H])[H])[C@]([
H])([C@]([H])(O[H])[C@@]4([H])[N+]([H])([H])[H])O[H])C([H])([H])O[H])[C@]3([H])O[H] InChI=1S/C23H46N6O13/c24-‐2-‐7-‐13(32)15(34)10(28)21(37-‐7)40-‐18-‐6(27)1-‐5(26)12(31)20(18)42-‐23-‐17(36)19(9(4-‐30)39-‐23)41-‐22-‐11(29)16(35)14(33)8(3-‐25)38-‐22/h5-‐23,30-‐36H,1-‐4,24-‐29H2/p+3/t5-‐,6+,7-‐,8+,9-‐,10-‐,11-‐,12+,13-‐,14-‐,15-‐,16-‐,17-‐,18-‐,19-‐,20-‐,21?,22-‐,23?/m1/s1 PGBHMTALBVVCIT-‐JZFNLLFKSA-‐Q

RHAMNETIN 99.01631955 90.81177015 C1([O-‐])=C(c2c([H])c([H])c(c(O[H])c2[H])[O-‐])Oc(c([H])c(OC([H])([H])[H])c([H])c3[O-‐])c3C1=O InChI=1S/C16H12O7/c1-‐22-‐8-‐5-‐11(19)13-‐12(6-‐8)23-‐16(15(21)14(13)20)7-‐2-‐3-‐9(17)10(18)4-‐7/h2-‐6,17-‐19,21H,1H3/p-‐3 JGUZGNYPMHHYRK-‐UHFFFAOYSA-‐K
EUPATORIN 72.79690726 87.53037726 c12c(c([H])c(c(OC([H])([H])[H])c1[O-‐])OC([H])([H])[H])OC(=C([H])C2=O)c3c([H])c([H])c(c(O[H])c3[H])OC([H])([H])[H] InChI=1S/C18H16O7/c1-‐22-‐12-‐5-‐4-‐9(6-‐10(12)19)13-‐7-‐11(20)16-‐14(25-‐13)8-‐15(23-‐2)18(24-‐3)17(16)21/h4-‐8,19,21H,1-‐3H3/p-‐1 KLAOKWJLUQKWIF-‐UHFFFAOYSA-‐M
HYDROXYUREA 113.3671813 87.55316471 C(N([H])[H])(N([H])O[H])=O InChI=1S/CH4N2O2/c2-‐1(4)3-‐5/h5H,(H3,2,3,4) VSNHCAURESNICA-‐UHFFFAOYSA-‐N
BETAMETHASONE	  17,21-‐DIPROPIONATE 77.4512408 76.42149511 [C@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])[C@@]([H])(C([H])([H])[H])[C@@]1(OC(C([H])([H])C([H])([H])[H])=O)C(=O)C([H])([H])OC(C([H])([H])C([H])([H])[H])=O)C([H])(C23F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@]34C([H])([H])[H] InChI=1S/C28H37FO7/c1-‐6-‐23(33)35-‐15-‐22(32)28(36-‐24(34)7-‐2)16(3)12-‐20-‐19-‐9-‐8-‐17-‐13-‐18(30)10-‐11-‐25(17,4)27(19,29)21(31)14-‐26(20,28)5/h10-‐11,13,16,19-‐21,31H,6-‐9,12,14-‐15H2,1-‐5H3/t16-‐,19?,20?,21+,25-‐,26-‐,27?,28-‐/m1/s1 CIWBQSYVNNPZIQ-‐MGVBQHEUSA-‐N
CHLORAMBUCIL 102.7287046 123.9447233 C(C([H])([H])C([H])([H])C([H])([H])c(c([H])c1[H])c([H])c([H])c1N(C([H])([H])C([H])([H])Cl)C([H])([H])C([H])([H])Cl)([O-‐])=O InChI=1S/C14H19Cl2NO2/c15-‐8-‐10-‐17(11-‐9-‐16)13-‐6-‐4-‐12(5-‐7-‐13)2-‐1-‐3-‐14(18)19/h4-‐7H,1-‐3,8-‐11H2,(H,18,19)/p-‐1 JCKYGMPEJWAADB-‐UHFFFAOYSA-‐M
NAFCILLIN	  SODIUM 114.3977837 74.50734926 N12[C@]([C@]([H])(C(=O)N([H])c3c(OC([H])([H])C([H])([H])[H])c([H])c([H])c(c([H])c([H])c([H])c4[H])c34)C1=O)([H])SC(C([H])([H])[H])(C([H])([H])[H])C2([H])C(=O)[O-‐] InChI=1S/C21H22N2O5S/c1-‐4-‐28-‐13-‐10-‐9-‐11-‐7-‐5-‐6-‐8-‐12(11)15(13)22-‐17(24)14-‐18(25)23-‐16(20(26)27)21(2,3)29-‐19(14)23/h5-‐10,14,16,19H,4H2,1-‐3H3,(H,22,24)(H,26,27)/p-‐1/t14-‐,16?,19-‐/m1/s1 PLIGJUHHTJAZTH-‐WDOBJEIGSA-‐M
STRYCHNINE 93.97412488 79.73706917 [C@@]123C([H])(C([H])([H])[C@]([H])([C@@]([H])(C4([H])C([H])([H])C5=O)C1([H])[NH+]5c6c2c([H])c([H])c([H])c6[H])C(C7([H])[H])=C([H])C([H])([H])O4)N7C([H])([H])C3([H])[H] InChI=1S/C21H22N2O2/c24-‐18-‐10-‐16-‐19-‐13-‐9-‐17-‐21(6-‐7-‐22(17)11-‐12(13)5-‐8-‐25-‐16)14-‐3-‐1-‐2-‐4-‐15(14)23(18)20(19)21/h1-‐5,13,16-‐17,19-‐20H,6-‐11H2/p+1/t13-‐,16?,17?,19-‐,20?,21+/m0/s1 QMGVPVSNSZLJIA-‐OFYMUHMXSA-‐O
CETYLPYRIDINIUM	  CHLORIDE 166.6149734 77.9482543 [n+]1(c([H])c([H])c([H])c([H])c1[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C21H38N/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐16-‐19-‐22-‐20-‐17-‐15-‐18-‐21-‐22/h15,17-‐18,20-‐21H,2-‐14,16,19H2,1H3/q+1 NEUSVAOJNUQRTM-‐UHFFFAOYSA-‐N
DICUMAROL 19.3163985 33.07976412 C1(C([H])([H])C2=C([O-‐])c3c(c([H])c([H])c([H])c3[H])OC2=O)=C([O-‐])c4c(c([H])c([H])c([H])c4[H])OC1=O InChI=1S/C19H12O6/c20-‐16-‐10-‐5-‐1-‐3-‐7-‐14(10)24-‐18(22)12(16)9-‐13-‐17(21)11-‐6-‐2-‐4-‐8-‐15(11)25-‐19(13)23/h1-‐8,20-‐21H,9H2/p-‐2 DOBMPNYZJYQDGZ-‐UHFFFAOYSA-‐L
DEOXYANDIROBIN 42.7986194 27.69053206 C(=C([H])C(=O)O[C@@]1([H])c2c([H])c([H])oc2[H])(C(=C([H])[H])C([H])(C([H])([H])C3([H])[H])[C@@]4(C([H])([H])[H])C([H])=C([H])C(C(C([H])([H])[H])(C([H])([H])[H])[C@]4([H])C([H])([H])C(OC([H])([H])[H])=O)=O)[C@]13C([H])([H])[H] InChI=1S/C27H32O6/c1-‐16-‐18(26(4)11-‐8-‐21(28)25(2,3)20(26)14-‐22(29)31-‐6)7-‐10-‐27(5)19(16)13-‐23(30)33-‐24(27)17-‐9-‐12-‐32-‐15-‐17/h8-‐9,11-‐13,15,18,20,24H,1,7,10,14H2,2-‐6H3/t18?,20-‐,24-‐,26+,27+/m0/s1 CUJHOPQCBJBWQL-‐GJGRSQDYSA-‐N
ROXARSONE 90.60527393 82.83616245 c1(c(O[H])c([H])c([H])c(c1[H])[As](O[H])([O-‐])=O)[N+](=O)[O-‐] InChI=1S/C6H6AsNO6/c9-‐6-‐2-‐1-‐4(7(10,11)12)3-‐5(6)8(13)14/h1-‐3,9H,(H2,10,11,12)/p-‐1 XMVJITFPVVRMHC-‐UHFFFAOYSA-‐M
MECLOFENOXATE	  HYDROCHLORIDE 88.30027066 70.12076503 C(OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(C([H])([H])Oc(c([H])c([H])c1Cl)c([H])c1[H])=O InChI=1S/C12H16ClNO3/c1-‐14(2)7-‐8-‐16-‐12(15)9-‐17-‐11-‐5-‐3-‐10(13)4-‐6-‐11/h3-‐6H,7-‐9H2,1-‐2H3/p+1 XZTYGFHCIAKPGJ-‐UHFFFAOYSA-‐O
MECHLORETHAMINE 94.6944384 72.78689674 N(C([H])([H])[H])(C([H])([H])C([H])([H])Cl)C([H])([H])C([H])([H])Cl InChI=1S/C5H11Cl2N/c1-‐8(4-‐2-‐6)5-‐3-‐7/h2-‐5H2,1H3 HAWPXGHAZFHHAD-‐UHFFFAOYSA-‐N

RIFAMPIN 22.00926291 33.62666293
c(C(=O)[C@@](O1)(C([H])([H])[H])O\C([H])=C([H])\[C@]([H])(OC([H])([H])[H])[C@@]([H])(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)[C@]([H])(C([H])([H])[H])[C@]([H])(O[H])[C@]([H])(C([H])([H])[H])[C@]([H])(C([H])(C([H])([H])[H])\C([H])=C([H])\C([H])=C(\C([H])([H])[H])/C(=O)N2[H])O[H])(c(c(O[
H])c(\C([H])=N/N(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])N3C([H])([H])[H])c2c4O[H])c45)c1c(c5[O-‐])C([H])([H])[H]

InChI=1S/C43H58N4O12/c1-‐21-‐12-‐11-‐13-‐22(2)42(55)45-‐33-‐28(20-‐44-‐47-‐17-‐15-‐46(9)16-‐18-‐47)37(52)30-‐31(38(33)53)36(51)26(6)40-‐32(30)41(54)43(8,59-‐40)57-‐19-‐14-‐29(56-‐10)23(3)39(58-‐27(7)48)25(5)35(50)24(4)34(21)49/h11-‐14,19-‐21,23-‐25,29,34-‐35,39,49-‐53H,15-‐18H2,1-‐10H3,(H,45,55)/p-‐
1/b12-‐11+,19-‐14+,22-‐13-‐,44-‐20-‐/t21?,23-‐,24-‐,25-‐,29+,34+,35-‐,39+,43+/m1/s1 JQXXHWHPUNPDRT-‐BEQLCBJWSA-‐M

GALLIC	  ACID 91.34775095 67.9445635 c([O-‐])(c(O[H])c1[H])c(O[H])c([H])c1C([O-‐])=O InChI=1S/C7H6O5/c8-‐4-‐1-‐3(7(11)12)2-‐5(9)6(4)10/h1-‐2,8-‐10H,(H,11,12)/p-‐2 LNTHITQWFMADLM-‐UHFFFAOYSA-‐L
BAICALEIN 90.19524931 91.0624321 c12c(c([H])c(c(O[H])c1O[H])[O-‐])OC(=C([H])C2=O)c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C15H10O5/c16-‐9-‐6-‐11(8-‐4-‐2-‐1-‐3-‐5-‐8)20-‐12-‐7-‐10(17)14(18)15(19)13(9)12/h1-‐7,17-‐19H/p-‐1 FXNFHKRTJBSTCS-‐UHFFFAOYSA-‐M
CETRIMONIUM	  BROMIDE 131.1866297 55.25195353 [N+](C([H])([H])[H])(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C19H42N/c1-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐15-‐16-‐17-‐18-‐19-‐20(2,3)4/h5-‐19H2,1-‐4H3/q+1 RLGQACBPNDBWTB-‐UHFFFAOYSA-‐N
TRIPTONIDE 84.23326968 74.68964887 [C@]1([C@@]([H])(O1)C([H])([H])[C@@]2([C@]3(C([H])([H])[H])C([H])([H])C([H])([H])C4=C2C([H])([H])OC4=O)[H])(C5=O)[C@@]36[C@]([H])([C@]([H])(O7)[C@@]57C([H])(C([H])([H])[H])C([H])([H])[H])O6 InChI=1S/C20H22O6/c1-‐8(2)18-‐13(25-‐18)14-‐20(26-‐14)17(3)5-‐4-‐9-‐10(7-‐23-‐15(9)21)11(17)6-‐12-‐19(20,24-‐12)16(18)22/h8,11-‐14H,4-‐7H2,1-‐3H3/t11-‐,12-‐,13-‐,14-‐,17-‐,18-‐,19+,20+/m0/s1 SWOVVKGLGOOUKI-‐ZHGGVEMFSA-‐N
TIOXOLONE 76.34306615 67.29512116 C1(=O)Oc2c(c([H])c([H])c(O[H])c2[H])S1 InChI=1S/C7H4O3S/c8-‐4-‐1-‐2-‐6-‐5(3-‐4)10-‐7(9)11-‐6/h1-‐3,8H SLYPOVJCSQHITR-‐UHFFFAOYSA-‐N
XANTHURENIC	  ACID 99.39907455 115.7997678 n1c(C([O-‐])=O)c([H])c(c(c([H])c([H])c([H])c2O[H])c12)O[H] InChI=1S/C10H7NO4/c12-‐7-‐3-‐1-‐2-‐5-‐8(13)4-‐6(10(14)15)11-‐9(5)7/h1-‐4,12H,(H,11,13)(H,14,15)/p-‐1 FBZONXHGGPHHIY-‐UHFFFAOYSA-‐M
GUANIDINE	  CARBONATE 100.016662 106.5476824 C(N([H])[H])(N([H])[H])=[N+]([H])[H] InChI=1S/CH5N3/c2-‐1(3)4/h(H5,2,3,4)/p+1 ZRALSGWEFCBTJO-‐UHFFFAOYSA-‐O
BUTAMBEN 124.9314388 159.1702177 C(OC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(=O)c1c([H])c([H])c(c([H])c1[H])N([H])[H] InChI=1S/C11H15NO2/c1-‐2-‐3-‐8-‐14-‐11(13)9-‐4-‐6-‐10(12)7-‐5-‐9/h4-‐7H,2-‐3,8,12H2,1H3 IUWVALYLNVXWKX-‐UHFFFAOYSA-‐N
ACEXAMIC	  ACID 111.2795063 144.210947 C(C([H])([H])[H])(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([O-‐])=O)=O InChI=1S/C8H15NO3/c1-‐7(10)9-‐6-‐4-‐2-‐3-‐5-‐8(11)12/h2-‐6H2,1H3,(H,9,10)(H,11,12)/p-‐1 WDSCBUNMANHPFH-‐UHFFFAOYSA-‐M
TRAZODONE	  HYDROCHLORIDE 111.6208046 98.06487144 N12C(C([H])=C([H])C([H])=C1[H])=NN(C([H])([H])C([H])([H])C([H])([H])N(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])N3c4c([H])c([H])c([H])c(Cl)c4[H])C2=O InChI=1S/C19H22ClN5O/c20-‐16-‐5-‐3-‐6-‐17(15-‐16)23-‐13-‐11-‐22(12-‐14-‐23)8-‐4-‐10-‐25-‐19(26)24-‐9-‐2-‐1-‐7-‐18(24)21-‐25/h1-‐3,5-‐7,9,15H,4,8,10-‐14H2 PHLBKPHSAVXXEF-‐UHFFFAOYSA-‐N
THIAMPHENICOL 103.478402 102.1191561 S(C([H])([H])[H])(=O)(=O)c(c([H])c1[H])c([H])c([H])c1[C@@]([H])(O[H])[C@@]([H])(C([H])([H])O[H])N([H])C(=O)C([H])(Cl)Cl InChI=1S/C12H15Cl2NO5S/c1-‐21(19,20)8-‐4-‐2-‐7(3-‐5-‐8)10(17)9(6-‐16)15-‐12(18)11(13)14/h2-‐5,9-‐11,16-‐17H,6H2,1H3,(H,15,18)/t9-‐,10-‐/m1/s1 OTVAEFIXJLOWRX-‐NXEZZACHSA-‐N
CHLORPROTHIXENE	  HYDROCHLORIDE 101.8477545 85.65252311 C(=C([H])/C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(/c1c2c([H])c([H])c([H])c1[H])\c3c(S2)c([H])c([H])c(Cl)c3[H] InChI=1S/C18H18ClNS/c1-‐20(2)11-‐5-‐7-‐14-‐15-‐6-‐3-‐4-‐8-‐17(15)21-‐18-‐10-‐9-‐13(19)12-‐16(14)18/h3-‐4,6-‐10,12H,5,11H2,1-‐2H3/p+1/b14-‐7+ WSPOMRSOLSGNFJ-‐VGOFMYFVSA-‐O
LABETALOL	  HYDROCHLORIDE 101.3547681 93.55318034 c1(c(O[H])c([H])c([H])c(C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])c1[H])C(N([H])[H])=O InChI=1S/C19H24N2O3/c1-‐13(7-‐8-‐14-‐5-‐3-‐2-‐4-‐6-‐14)21-‐12-‐18(23)15-‐9-‐10-‐17(22)16(11-‐15)19(20)24/h2-‐6,9-‐11,13,18,21-‐23H,7-‐8,12H2,1H3,(H2,20,24)/p+1 SGUAFYQXFOLMHL-‐UHFFFAOYSA-‐O
CHLOROACETOXYQUINOLINE 92.50268165 90.21619222 c12c(c([H])c([H])c([H])n1)c(c([H])c([H])c2OC(C([H])([H])[H])=O)Cl InChI=1S/C11H8ClNO2/c1-‐7(14)15-‐10-‐5-‐4-‐9(12)8-‐3-‐2-‐6-‐13-‐11(8)10/h2-‐6H,1H3 JSJOTZXJKCXWQC-‐UHFFFAOYSA-‐N
COLFORSIN 83.24970516 118.8456791 [C@@]12(O[H])[C@](C([H])([H])[H])(O[C@@](C([H])([H])[H])(C([H])=C([H])[H])C([H])([H])C1=O)[C@]([H])([C@@]([H])(O[H])C3([H])[C@]2(C([H])([H])[H])[C@@]([H])(O[H])C([H])([H])C([H])([H])C3(C([H])([H])[H])C([H])([H])[H])OC(C([H])([H])[H])=O InChI=1S/C22H34O7/c1-‐8-‐19(5)11-‐14(25)22(27)20(6)13(24)9-‐10-‐18(3,4)16(20)15(26)17(28-‐12(2)23)21(22,7)29-‐19/h8,13,15-‐17,24,26-‐27H,1,9-‐11H2,2-‐7H3/t13-‐,15-‐,16?,17-‐,19-‐,20-‐,21+,22-‐/m0/s1 OHCQJHSOBUTRHG-‐VDCUXWMXSA-‐N
LUPININE 90.26528159 114.3755704 [NH+]1(C([H])([H])C([H])([H])C([H])([H])[C@@]2([H])C([H])([H])O[H])[C@]2([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H] InChI=1S/C10H19NO/c12-‐8-‐9-‐4-‐3-‐7-‐11-‐6-‐2-‐1-‐5-‐10(9)11/h9-‐10,12H,1-‐8H2/p+1/t9-‐,10+/m0/s1 HDVAWXXJVMJBAR-‐VHSXEESVSA-‐O
LEVAMISOLE	  HYDROCHLORIDE 102.8933192 121.8084255 C1([NH+](C([H])([H])C([H])([H])S1)C([H])([H])C2([H])c3c([H])c([H])c([H])c([H])c3[H])=N2 InChI=1S/C11H12N2S/c1-‐2-‐4-‐9(5-‐3-‐1)10-‐8-‐13-‐6-‐7-‐14-‐11(13)12-‐10/h1-‐5,10H,6-‐8H2/p+1 HLFSDGLLUJUHTE-‐UHFFFAOYSA-‐O
TETROQUINONE 83.14677392 121.2158762 C([O-‐])(C1=O)=C([O-‐])C(C([O-‐])=C1[O-‐])=O InChI=1S/C6H4O6/c7-‐1-‐2(8)4(10)6(12)5(11)3(1)9/h7-‐8,11-‐12H/p-‐4 DGQOCLATAPFASR-‐UHFFFAOYSA-‐J
NIMUSTINE 111.9675204 121.9123815 n1c(C([H])([H])[H])nc([H])c(C([H])([H])N([H])C(=O)N(C([H])([H])C([H])([H])Cl)N=O)c1N([H])[H] InChI=1S/C9H13ClN6O2/c1-‐6-‐12-‐4-‐7(8(11)14-‐6)5-‐13-‐9(17)16(15-‐18)3-‐2-‐10/h4H,2-‐3,5H2,1H3,(H,13,17)(H2,11,12,14) VFEDRRNHLBGPNN-‐UHFFFAOYSA-‐N
TETRAHYDROPALMATINE 106.9184723 186.6977708 N(C([H])([H])C([H])([H])c(c12)c([H])c(c(OC([H])([H])[H])c1[H])OC([H])([H])[H])(C3([H])[H])C2([H])C([H])([H])c(c([H])c([H])c(OC([H])([H])[H])c4OC([H])([H])[H])c34 InChI=1S/C21H25NO4/c1-‐23-‐18-‐6-‐5-‐13-‐9-‐17-‐15-‐11-‐20(25-‐3)19(24-‐2)10-‐14(15)7-‐8-‐22(17)12-‐16(13)21(18)26-‐4/h5-‐6,10-‐11,17H,7-‐9,12H2,1-‐4H3 AEQDJSLRWYMAQI-‐UHFFFAOYSA-‐N
ISOLIQUIRITIGENIN 119.2160464 210.9195226 c1(c([H])c([H])c(c([H])c1O[H])[O-‐])C(=O)\C([H])=C([H])\c(c([H])c2[H])c([H])c([H])c2O[H] InChI=1S/C15H12O4/c16-‐11-‐4-‐1-‐10(2-‐5-‐11)3-‐8-‐14(18)13-‐7-‐6-‐12(17)9-‐15(13)19/h1-‐9,16-‐17,19H/p-‐1/b8-‐3+ DXDRHHKMWQZJHT-‐FPYGCLRLSA-‐M
ZOXAZOLAMINE 86.22387617 116.3195479 n1c2c(oc1N([H])[H])c([H])c([H])c(Cl)c2[H] InChI=1S/C7H5ClN2O/c8-‐4-‐1-‐2-‐6-‐5(3-‐4)10-‐7(9)11-‐6/h1-‐3H,(H2,9,10) YGCODSQDUUUKIV-‐UHFFFAOYSA-‐N
N-‐CHLOROETHYL-‐N-‐ETHYL-‐2'-‐METHYLBENZYLAMINE	  HYDROCHLORIDE 102.2974015 104.1774852 c1(c([H])c([H])c([H])c([H])c1C([H])([H])[H])C([H])([H])N(C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])Cl InChI=1S/C12H18ClN/c1-‐3-‐14(9-‐8-‐13)10-‐12-‐7-‐5-‐4-‐6-‐11(12)2/h4-‐7H,3,8-‐10H2,1-‐2H3 XHRCFGDFESIFRG-‐UHFFFAOYSA-‐N

PACLITAXEL 52.90124245 16.42821195
[C@](C([H])([H])[H])([C@@]([H])(O[H])C([H])([H])[C@]([H])([C@@]12OC(C([H])([H])[H])=O)OC1([H])[H])(C(=O)[C@]([H])(OC(C([H])([H])[H])=O)C(=C(C([H])([H])[H])[C@]([H])(C3([H])[H])OC(=O)[C@]([H])(O[H])[C@]([H])(c4c([H])c([H])c([H])c([H])c4[H])N([H])C(c5c([H])c([H])c([H])c([H])c5[H])=O)C([C@
@]36O[H])(C([H])([H])[H])C([H])([H])[H])C2([H])[C@]6([H])OC(c7c([H])c([H])c([H])c([H])c7[H])=O

InChI=1S/C47H51NO14/c1-‐25-‐31(60-‐43(56)36(52)35(28-‐16-‐10-‐7-‐11-‐17-‐28)48-‐41(54)29-‐18-‐12-‐8-‐13-‐19-‐29)23-‐47(57)40(61-‐42(55)30-‐20-‐14-‐9-‐15-‐21-‐30)38-‐45(6,32(51)22-‐33-‐46(38,24-‐58-‐33)62-‐27(3)50)39(53)37(59-‐26(2)49)34(25)44(47,4)5/h7-‐21,31-‐33,35-‐38,40,51-‐52,57H,22-‐24H2,1-‐
6H3,(H,48,54)/t31-‐,32-‐,33+,35-‐,36+,37+,38?,40-‐,45+,46-‐,47+/m0/s1 RCINICONZNJXQF-‐VAZQATRQSA-‐N

1-‐METHYLXANTHINE 96.49533017 102.0671781 N(C([H])([H])[H])(C1=O)C(=O)N([H])c2c1n([H])c([H])[nH+]2 InChI=1S/C6H6N4O2/c1-‐10-‐5(11)3-‐4(8-‐2-‐7-‐3)9-‐6(10)12/h2H,1H3,(H,7,8)(H,9,12)/p+1 MVOYJPOZRLFTCP-‐UHFFFAOYSA-‐O
CLOXACILLIN	  SODIUM 63.21603592 47.30314875 N12[C@@]([H])([C@]([H])(N([H])C(=O)c3c(C([H])([H])[H])onc3c4c([H])c([H])c([H])c([H])c4Cl)C1=O)SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C19H18ClN3O5S/c1-‐8-‐11(12(22-‐28-‐8)9-‐6-‐4-‐5-‐7-‐10(9)20)15(24)21-‐13-‐16(25)23-‐14(18(26)27)19(2,3)29-‐17(13)23/h4-‐7,13-‐14,17H,1-‐3H3,(H,21,24)(H,26,27)/p-‐1/t13-‐,14+,17-‐/m1/s1 LQOLIRLGBULYKD-‐JKIFEVAISA-‐M
CLOXYQUIN 93.35863615 103.9799688 c1(c([H])c([H])c([H])n2)c2c(c([H])c([H])c1Cl)O[H] InChI=1S/C9H6ClNO/c10-‐7-‐3-‐4-‐8(12)9-‐6(7)2-‐1-‐5-‐11-‐9/h1-‐5,12H CTQMJYWDVABFRZ-‐UHFFFAOYSA-‐N
CORTISONE	  ACETATE 98.79773942 103.3250459 [C@@]1(C([H])([H])[H])(C([H])([H])C2=O)C([H])(C([H])([H])C([H])([H])[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C23H30O6/c1-‐13(24)29-‐12-‐19(27)23(28)9-‐7-‐17-‐16-‐5-‐4-‐14-‐10-‐15(25)6-‐8-‐21(14,2)20(16)18(26)11-‐22(17,23)3/h10,16-‐17,20,28H,4-‐9,11-‐12H2,1-‐3H3/t16?,17?,20?,21-‐,22-‐,23-‐/m0/s1 ITRJWOMZKQRYTA-‐XLSOAHDVSA-‐N
CROMOLYN	  SODIUM 94.61548073 101.1835519 C1(=O)C([H])=C(C(=O)[O-‐])Oc(c([H])c([H])c([H])c2OC([H])([H])C([H])(O[H])C([H])([H])Oc3c([H])c([H])c([H])c(c34)OC(=C([H])C4=O)C(=O)[O-‐])c12 InChI=1S/C23H16O11/c24-‐11(9-‐31-‐14-‐3-‐1-‐5-‐16-‐20(14)12(25)7-‐18(33-‐16)22(27)28)10-‐32-‐15-‐4-‐2-‐6-‐17-‐21(15)13(26)8-‐19(34-‐17)23(29)30/h1-‐8,11,24H,9-‐10H2,(H,27,28)(H,29,30)/p-‐2 IMZMKUWMOSJXDT-‐UHFFFAOYSA-‐L
CRESOL 101.1001487 114.9889109 c(O[H])(c([H])c1[H])c([H])c([H])c1C([H])([H])[H] InChI=1S/C7H8O/c1-‐6-‐2-‐4-‐7(8)5-‐3-‐6/h2-‐5,8H,1H3 IWDCLRJOBJJRNH-‐UHFFFAOYSA-‐N
DACARBAZINE 90.12984576 97.64904737 c1(C(N([H])[H])=O)nc([H])n([H])c1N=NN(C([H])([H])[H])C([H])([H])[H] InChI=1S/C6H10N6O/c1-‐12(2)11-‐10-‐6-‐4(5(7)13)8-‐3-‐9-‐6/h3H,1-‐2H3,(H2,7,13)(H,8,9)/b11-‐10+ FDKXTQMXEQVLRF-‐ZHACJKMWSA-‐N
CYCLIZINE 103.0450073 88.12667629 N(C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])[NH+]1C([H])([H])[H])C([H])(c2c([H])c([H])c([H])c([H])c2[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C18H22N2/c1-‐19-‐12-‐14-‐20(15-‐13-‐19)18(16-‐8-‐4-‐2-‐5-‐9-‐16)17-‐10-‐6-‐3-‐7-‐11-‐17/h2-‐11,18H,12-‐15H2,1H3/p+1 UVKZSORBKUEBAZ-‐UHFFFAOYSA-‐O
CYCLOPENTOLATE	  HYDROCHLORIDE 100.2441942 87.23265456 C([H])(c1c([H])c([H])c([H])c([H])c1[H])(C2(C([H])([H])C([H])([H])C([H])([H])C2([H])[H])O[H])C(OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])=O InChI=1S/C17H25NO3/c1-‐18(2)12-‐13-‐21-‐16(19)15(14-‐8-‐4-‐3-‐5-‐9-‐14)17(20)10-‐6-‐7-‐11-‐17/h3-‐5,8-‐9,15,20H,6-‐7,10-‐13H2,1-‐2H3/p+1 SKYSRIRYMSLOIN-‐UHFFFAOYSA-‐O
DAPSONE 84.17066886 78.20927235 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])c2c([H])c([H])c(c([H])c2[H])N([H])[H] InChI=1S/C12H12N2O2S/c13-‐9-‐1-‐5-‐11(6-‐2-‐9)17(15,16)12-‐7-‐3-‐10(14)4-‐8-‐12/h1-‐8H,13-‐14H2 MQJKPEGWNLWLTK-‐UHFFFAOYSA-‐N
DEMECLOCYCLINE	  HYDROCHLORIDE 90.60657991 104.7180565 [C@@]1(O[H])([C@@]([H])(C([H])([H])[C@](C2=C1[O-‐])([H])[C@]([H])(O[H])c3c(c(O[H])c([H])c([H])c3Cl)C2=O)[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])C(=C4C(N([H])[H])=O)[O-‐])C4=O InChI=1S/C21H21ClN2O8/c1-‐24(2)14-‐7-‐5-‐6-‐10(16(27)12-‐9(25)4-‐3-‐8(22)11(12)15(6)26)18(29)21(7,32)19(30)13(17(14)28)20(23)31/h3-‐4,6-‐7,14-‐15,25-‐26,28-‐29,32H,5H2,1-‐2H3,(H2,23,31)/p-‐1/t6-‐,7-‐,14-‐,15-‐,21-‐/m0/s1 FMTDIUIBLCQGJB-‐SEYHBJAFSA-‐M
DANAZOL 95.69896744 80.90173317 [C@@]1(C([H])([H])[H])(C2([H])[H])C(C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4(O[H])C#C[H])=C([H])c(on5)c2c5[H] InChI=1S/C22H27NO2/c1-‐4-‐22(24)10-‐8-‐18-‐16-‐6-‐5-‐15-‐11-‐19-‐14(13-‐23-‐25-‐19)12-‐20(15,2)17(16)7-‐9-‐21(18,22)3/h1,11,13,16-‐18,24H,5-‐10,12H2,2-‐3H3/t16?,17?,18?,20-‐,21-‐,22-‐/m0/s1 POZRVZJJTULAOH-‐GSQPBCFPSA-‐N
DICLOXACILLIN	  SODIUM 9.75680172 11.44871878 N12[C@@]([H])([C@]([H])(N([H])C(=O)c3c(C([H])([H])[H])onc3c4c(c([H])c([H])c([H])c4Cl)Cl)C1=O)SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C19H17Cl2N3O5S/c1-‐7-‐10(12(23-‐29-‐7)11-‐8(20)5-‐4-‐6-‐9(11)21)15(25)22-‐13-‐16(26)24-‐14(18(27)28)19(2,3)30-‐17(13)24/h4-‐6,13-‐14,17H,1-‐3H3,(H,22,25)(H,27,28)/p-‐1/t13-‐,14+,17-‐/m1/s1 YFAGHNZHGGCZAX-‐JKIFEVAISA-‐M 5.7 6.17
DIOXYBENZONE 87.65407863 85.43421548 C(=O)(c1c([H])c([H])c([H])c([H])c1O[H])c2c([H])c([H])c(c([H])c2O[H])OC([H])([H])[H] InChI=1S/C14H12O4/c1-‐18-‐9-‐6-‐7-‐11(13(16)8-‐9)14(17)10-‐4-‐2-‐3-‐5-‐12(10)15/h2-‐8,15-‐16H,1H3 MEZZCSHVIGVWFI-‐UHFFFAOYSA-‐N
DEXAMETHASONE	  ACETATE 88.69422587 106.0486935 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O)C([C@]23F)([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C24H31FO6/c1-‐13-‐9-‐18-‐17-‐6-‐5-‐15-‐10-‐16(27)7-‐8-‐21(15,3)23(17,25)19(28)11-‐22(18,4)24(13,30)20(29)12-‐31-‐14(2)26/h7-‐8,10,13,17-‐19,28,30H,5-‐6,9,11-‐12H2,1-‐4H3/t13-‐,17?,18?,19+,21+,22+,23+,24+/m1/s1 AKUJBENLRBOFTD-‐HIBZCRSPSA-‐N
DICLOFENAC	  SODIUM 71.01172278 110.5811758 N([H])(c1c([H])c([H])c([H])c([H])c1C([H])([H])C(=O)[O-‐])c2c(c([H])c([H])c([H])c2Cl)Cl InChI=1S/C14H11Cl2NO2/c15-‐10-‐5-‐3-‐6-‐11(16)14(10)17-‐12-‐7-‐2-‐1-‐4-‐9(12)8-‐13(18)19/h1-‐7,17H,8H2,(H,18,19)/p-‐1 DCOPUUMXTXDBNB-‐UHFFFAOYSA-‐M
DIBUCAINE	  HYDROCHLORIDE 94.35002649 103.3666283 c(c([H])c1OC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(c2c(n1)c([H])c([H])c([H])c2[H])C(N([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=O InChI=1S/C20H29N3O2/c1-‐4-‐7-‐14-‐25-‐19-‐15-‐17(16-‐10-‐8-‐9-‐11-‐18(16)22-‐19)20(24)21-‐12-‐13-‐23(5-‐2)6-‐3/h8-‐11,15H,4-‐7,12-‐14H2,1-‐3H3,(H,21,24)/p+1 PUFQVTATUTYEAL-‐UHFFFAOYSA-‐O
AMBELLINE 88.47211109 91.95225769 C123C([H])(C([H])([H])[C@@]([H])(OC([H])([H])[H])C([H])=C1[H])[NH+](C([H])([H])C2([H])O[H])C([H])([H])c4c3c([H])c(OC([H])([H])O5)c5c4OC([H])([H])[H] InChI=1S/C18H21NO5/c1-‐21-‐10-‐3-‐4-‐18-‐12-‐6-‐13-‐17(24-‐9-‐23-‐13)16(22-‐2)11(12)7-‐19(8-‐15(18)20)14(18)5-‐10/h3-‐4,6,10,14-‐15,20H,5,7-‐9H2,1-‐2H3/p+1/t10-‐,14?,15?,18?/m0/s1 QAHZAHIPKNLGAS-‐UVJOJOKMSA-‐O
FLURBIPROFEN 98.2776658 227.0223095 c(F)(c1[H])c(c2c([H])c([H])c([H])c([H])c2[H])c([H])c([H])c1C([H])(C([H])([H])[H])C([O-‐])=O InChI=1S/C15H13FO2/c1-‐10(15(17)18)12-‐7-‐8-‐13(14(16)9-‐12)11-‐5-‐3-‐2-‐4-‐6-‐11/h2-‐10H,1H3,(H,17,18)/p-‐1 SYTBZMRGLBWNTM-‐UHFFFAOYSA-‐M
GUAIFENESIN 93.55366375 97.97131102 O(C([H])([H])C([H])(C([H])([H])O[H])O[H])c1c([H])c([H])c([H])c([H])c1OC([H])([H])[H] InChI=1S/C10H14O4/c1-‐13-‐9-‐4-‐2-‐3-‐5-‐10(9)14-‐7-‐8(12)6-‐11/h2-‐5,8,11-‐12H,6-‐7H2,1H3 HSRJKNPTNIJEKV-‐UHFFFAOYSA-‐N
GUANABENZ	  ACETATE 87.59990429 90.80874151 c1(\C([H])=N/N([H])C(N([H])[H])=[N+]([H])[H])c(c([H])c([H])c([H])c1Cl)Cl InChI=1S/C8H8Cl2N4/c9-‐6-‐2-‐1-‐3-‐7(10)5(6)4-‐13-‐14-‐8(11)12/h1-‐4H,(H4,11,12,14)/p+1/b13-‐4-‐ WDZVGELJXXEGPV-‐PQMHYQBVSA-‐O
DIPHENHYDRAMINE	  HYDROCHLORIDE 93.69451703 87.5029402 C([H])(OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(c1c([H])c([H])c([H])c([H])c1[H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C17H21NO/c1-‐18(2)13-‐14-‐19-‐17(15-‐9-‐5-‐3-‐6-‐10-‐15)16-‐11-‐7-‐4-‐8-‐12-‐16/h3-‐12,17H,13-‐14H2,1-‐2H3/p+1 ZZVUWRFHKOJYTH-‐UHFFFAOYSA-‐O
DYCLONINE	  HYDROCHLORIDE 83.61809064 170.9172476 [NH+]1(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H])C([H])([H])C([H])([H])C(=O)c2c([H])c([H])c(c([H])c2[H])OC([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C18H27NO2/c1-‐2-‐3-‐15-‐21-‐17-‐9-‐7-‐16(8-‐10-‐17)18(20)11-‐14-‐19-‐12-‐5-‐4-‐6-‐13-‐19/h7-‐10H,2-‐6,11-‐15H2,1H3/p+1 BZEWSEKUUPWQDQ-‐UHFFFAOYSA-‐O
FURAZOLIDONE 94.51796693 91.17258757 c1(c([H])c([H])c(\C([H])=N\N2C([H])([H])C([H])([H])OC2=O)o1)[N+](=O)[O-‐] InChI=1S/C8H7N3O5/c12-‐8-‐10(3-‐4-‐15-‐8)9-‐5-‐6-‐1-‐2-‐7(16-‐6)11(13)14/h1-‐2,5H,3-‐4H2/b9-‐5+ PLHJDBGFXBMTGZ-‐WEVVVXLNSA-‐N
FUROSEMIDE 90.26528159 86.57773165 S(N([H])[H])(=O)(=O)c(c(Cl)c([H])c(c1C([O-‐])=O)N([H])C([H])([H])c2c([H])c([H])c([H])o2)c1[H] InChI=1S/C12H11ClN2O5S/c13-‐9-‐5-‐10(15-‐6-‐7-‐2-‐1-‐3-‐20-‐7)8(12(16)17)4-‐11(9)21(14,18)19/h1-‐5,15H,6H2,(H,16,17)(H2,14,18,19)/p-‐1 ZZUFCTLCJUWOSV-‐UHFFFAOYSA-‐M
DYPHYLLINE 94.33919162 92.75271901 c12c(n(c([H])n1)C([H])([H])C([H])(C([H])([H])O[H])O[H])C(N(C([H])([H])[H])C(=O)N2C([H])([H])[H])=O InChI=1S/C10H14N4O4/c1-‐12-‐8-‐7(9(17)13(2)10(12)18)14(5-‐11-‐8)3-‐6(16)4-‐15/h5-‐6,15-‐16H,3-‐4H2,1-‐2H3 KSCFJBIXMNOVSH-‐UHFFFAOYSA-‐N
EPICATECHIN	  MONOGALLATE 25.25066165 46.39873141 O1[C@]([H])(c2c([H])c([H])c(c(O[H])c2[H])O[H])[C@]([H])(OC(=O)c(c([H])c3O[H])c([H])c(c3O[H])O[H])C([H])([H])c4c1c([H])c(O[H])c([H])c4O[H] InChI=1S/C22H18O10/c23-‐11-‐6-‐14(25)12-‐8-‐19(32-‐22(30)10-‐4-‐16(27)20(29)17(28)5-‐10)21(31-‐18(12)7-‐11)9-‐1-‐2-‐13(24)15(26)3-‐9/h1-‐7,19,21,23-‐29H,8H2/t19-‐,21-‐/m1/s1 LSHVYAFMTMFKBA-‐TZIWHRDSSA-‐N 5.35 5.42
DIENESTROL 61.9375216 48.69615936 C(=C([H])/C([H])([H])[H])(/c1c([H])c([H])c(c([H])c1[H])O[H])\C(=C([H])\C([H])([H])[H])\c2c([H])c([H])c(c([H])c2[H])O[H] InChI=1S/C18H18O2/c1-‐3-‐17(13-‐5-‐9-‐15(19)10-‐6-‐13)18(4-‐2)14-‐7-‐11-‐16(20)12-‐8-‐14/h3-‐12,19-‐20H,1-‐2H3/b17-‐3+,18-‐4+ NFDFQCUYFHCNBW-‐SCGPFSFSSA-‐N
DIPHENYLPYRALINE	  HYDROCHLORIDE 87.38862438 68.45819804 C([H])(c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])c2[H])OC([H])(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])[NH+]3C([H])([H])[H] InChI=1S/C19H23NO/c1-‐20-‐14-‐12-‐18(13-‐15-‐20)21-‐19(16-‐8-‐4-‐2-‐5-‐9-‐16)17-‐10-‐6-‐3-‐7-‐11-‐17/h2-‐11,18-‐19H,12-‐15H2,1H3/p+1 OWQUZNMMYNAXSL-‐UHFFFAOYSA-‐O
HALAZONE 84.3548616 97.95051982 S(=O)(=O)(c(c([H])c1[H])c([H])c([H])c1C([O-‐])=O)N(Cl)Cl InChI=1S/C7H5Cl2NO4S/c8-‐10(9)15(13,14)6-‐3-‐1-‐5(2-‐4-‐6)7(11)12/h1-‐4H,(H,11,12)/p-‐1 XPDVQPODLRGWPL-‐UHFFFAOYSA-‐M
DIETHYLCARBAMAZINE	  CITRATE 81.27775935 95.53874025 C(=O)(N(C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])N(C([H])([H])C1([H])[H])C([H])([H])C([H])([H])N1C([H])([H])[H] InChI=1S/C10H21N3O/c1-‐4-‐12(5-‐2)10(14)13-‐8-‐6-‐11(3)7-‐9-‐13/h4-‐9H2,1-‐3H3 RCKMWOKWVGPNJF-‐UHFFFAOYSA-‐N
DIPYRIDAMOLE 89.23596922 312.5781108 c(nc1N(C([H])([H])C([H])([H])O[H])C([H])([H])C([H])([H])O[H])(c2N3C([H])([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H])c(nc(N(C([H])([H])C([H])([H])O[H])C([H])([H])C([H])([H])O[H])n2)c(n1)N4C([H])([H])C([H])([H])C([H])([H])C([H])([H])C4([H])[H] InChI=1S/C24H40N8O4/c33-‐15-‐11-‐31(12-‐16-‐34)23-‐26-‐20-‐19(21(27-‐23)29-‐7-‐3-‐1-‐4-‐8-‐29)25-‐24(32(13-‐17-‐35)14-‐18-‐36)28-‐22(20)30-‐9-‐5-‐2-‐6-‐10-‐30/h33-‐36H,1-‐18H2 IZEKFCXSFNUWAM-‐UHFFFAOYSA-‐N
TRISODIUM	  ETHYLENEDIAMINE	  TETRACETATE 82.24206252 81.77496371 C([O-‐])(C([H])([H])N(C([H])([H])C([H])([H])[NH+](C([H])([H])C([O-‐])=O)C([H])([H])C([O-‐])=O)C([H])([H])C([O-‐])=O)=O InChI=1S/C10H16N2O8/c13-‐7(14)3-‐11(4-‐8(15)16)1-‐2-‐12(5-‐9(17)18)6-‐10(19)20/h1-‐6H2,(H,13,14)(H,15,16)(H,17,18)(H,19,20)/p-‐3 KCXVZYZYPLLWCC-‐UHFFFAOYSA-‐K
ETHINYL	  ESTRADIOL 61.1628286 13.12241064 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(O[H])c([H])c4[H])c24)C3([H])C([H])([H])C([H])([H])[C@@]1(O[H])C#C[H] InChI=1S/C20H24O2/c1-‐3-‐20(22)11-‐9-‐18-‐17-‐6-‐4-‐13-‐12-‐14(21)5-‐7-‐15(13)16(17)8-‐10-‐19(18,20)2/h1,5,7,12,16-‐18,21-‐22H,4,6,8-‐11H2,2H3/t16?,17?,18?,19-‐,20-‐/m0/s1 BFPYWIDHMRZLRN-‐OQPPHWFISA-‐N

GALLAMINE	  TRIETHIODIDE 79.2516392 91.3804996
c1(OC([H])([H])C([H])([H])[N+](C([H])([H])C([H])([H])[H])(C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])c(c([H])c([H])c([H])c1OC([H])([H])C([H])([H])[N+](C([H])([H])C([H])([H])[H])(C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])OC([H])([H])C([H])([H])[N+](C([H])([H])C([H])([H])[H])(C([H])([H])C([H])
([H])[H])C([H])([H])C([H])([H])[H] InChI=1S/C30H60N3O3/c1-‐10-‐31(11-‐2,12-‐3)22-‐25-‐34-‐28-‐20-‐19-‐21-‐29(35-‐26-‐23-‐32(13-‐4,14-‐5)15-‐6)30(28)36-‐27-‐24-‐33(16-‐7,17-‐8)18-‐9/h19-‐21H,10-‐18,22-‐27H2,1-‐9H3/q+3 OZLPUNFFCJDMJD-‐UHFFFAOYSA-‐N

ANDROGRAPHOLIDE 84.72324708 80.16364546 [C@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@]([H])([C@@]2(C([H])([H])[H])C([H])([H])O[H])O[H])C2([H])C([H])([H])C([H])([H])C(=C([H])[H])[C@@]1([H])C([H])([H])\C([H])=C(/[C@]([H])(O[H])C([H])([H])O3)\C3=O InChI=1S/C20H30O5/c1-‐12-‐4-‐7-‐16-‐19(2,9-‐8-‐17(23)20(16,3)11-‐21)14(12)6-‐5-‐13-‐15(22)10-‐25-‐18(13)24/h5,14-‐17,21-‐23H,1,4,6-‐11H2,2-‐3H3/b13-‐5+/t14-‐,15-‐,16?,17-‐,19+,20+/m1/s1 BOJKULTULYSRAS-‐JAAXSKLYSA-‐N
EPOXY	  (4,5alpha)-‐4,5-‐DIHYDROSANTONIN 88.69422587 91.52603802 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]([H])([C@@]([H])(C(=O)O3)C([H])([H])[H])[C@@]13[H])C([H])=C([H])C4=O)[C@@]4(O2)C([H])([H])[H] InChI=1S/C15H18O4/c1-‐8-‐9-‐4-‐6-‐13(2)7-‐5-‐10(16)14(3)15(13,19-‐14)11(9)18-‐12(8)17/h5,7-‐9,11H,4,6H2,1-‐3H3/t8-‐,9-‐,11-‐,13-‐,14+,15-‐/m0/s1 GTDIWCITYRGAKM-‐OBRHJWQCSA-‐N
HAEMATOMMIC	  ACID,	  ETHYL	  ESTER 77.96229002 61.88817782 c1(C(OC([H])([H])C([H])([H])[H])=O)c(C([H])([H])[H])c([H])c(c(C([H])=O)c1O[H])O[H] InChI=1S/C11H12O5/c1-‐3-‐16-‐11(15)9-‐6(2)4-‐8(13)7(5-‐12)10(9)14/h4-‐5,13-‐14H,3H2,1-‐2H3 HUXJGSHUVDWZAM-‐UHFFFAOYSA-‐N
GEMFIBROZIL 71.15799349 56.21217933 C([O-‐])(=O)C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])Oc1c([H])c(C([H])([H])[H])c([H])c([H])c1C([H])([H])[H] InChI=1S/C15H22O3/c1-‐11-‐6-‐7-‐12(2)13(10-‐11)18-‐9-‐5-‐8-‐15(3,4)14(16)17/h6-‐7,10H,5,8-‐9H2,1-‐4H3,(H,16,17)/p-‐1 HEMJJKBWTPKOJG-‐UHFFFAOYSA-‐M 5.15 5.39
HEXACHLOROPHENE 3.109610763 7.550368169 c1(c(O[H])c(Cl)c([H])c(Cl)c1Cl)C([H])([H])c2c(O[H])c(Cl)c([H])c(Cl)c2Cl InChI=1S/C13H6Cl6O2/c14-‐6-‐2-‐8(16)12(20)4(10(6)18)1-‐5-‐11(19)7(15)3-‐9(17)13(5)21/h2-‐3,20-‐21H,1H2 ACGUYXCXAPNIKK-‐UHFFFAOYSA-‐N
ETHOPROPAZINE	  HYDROCHLORIDE 85.68213282 60.59912322 [NH+](C([H])([H])C([H])(C([H])([H])[H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(c1c2c([H])c([H])c([H])c1[H])c3c(S2)c([H])c([H])c([H])c3[H] InChI=1S/C19H24N2S/c1-‐4-‐20(5-‐2)15(3)14-‐21-‐16-‐10-‐6-‐8-‐12-‐18(16)22-‐19-‐13-‐9-‐7-‐11-‐17(19)21/h6-‐13,15H,4-‐5,14H2,1-‐3H3/p+2 CDOZDBSBBXSXLB-‐UHFFFAOYSA-‐P
HEXYLRESORCINOL 84.10565966 115.4567129 c1([O-‐])c(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])c([H])c([H])c(O[H])c1[H] InChI=1S/C12H18O2/c1-‐2-‐3-‐4-‐5-‐6-‐10-‐7-‐8-‐11(13)9-‐12(10)14/h7-‐9,13-‐14H,2-‐6H2,1H3/p-‐1 WFJIVOKAWHGMBH-‐UHFFFAOYSA-‐M
FLUDROCORTISONE	  ACETATE 71.20133296 36.29420664 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])C([H])([H])[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O)C([H])([C@]23F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C23H31FO6/c1-‐13(25)30-‐12-‐19(28)22(29)9-‐7-‐16-‐17-‐5-‐4-‐14-‐10-‐15(26)6-‐8-‐20(14,2)23(17,24)18(27)11-‐21(16,22)3/h10,16-‐18,27,29H,4-‐9,11-‐12H2,1-‐3H3/t16?,17?,18-‐,20-‐,21-‐,22-‐,23-‐/m0/s1 SYWHXTATXSMDSB-‐JORUCDAYSA-‐N
HOMATROPINE	  METHYLBROMIDE 73.94255433 77.55434945 [N+](C([H])([H])[H])(C([H])([H])[H])([C@@]([H])(C([H])([H])C1([H])[H])C2([H])[H])C1([H])C([H])([H])[C@]2([H])OC(=O)C([H])(O[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C17H24NO3/c1-‐18(2)13-‐8-‐9-‐14(18)11-‐15(10-‐13)21-‐17(20)16(19)12-‐6-‐4-‐3-‐5-‐7-‐12/h3-‐7,13-‐16,19H,8-‐11H2,1-‐2H3/q+1/t13-‐,14?,15+,16?/m0/s1 WKWOJBUWWZTUQV-‐JWMHWRSXSA-‐N
2',2'-‐BISEPIGALLOCATECHIN	  MONOGALLATE 18.78766343 31.06521902 c1(c(O[H])c(O[H])c(c([H])c1[C@]2([H])[C@]([H])(O[H])C([H])([H])c3c(c([H])c(c([H])c3O[H])O[H])O2)[O-‐])c4c(O[H])c(O[H])c(c([H])c4[C@]5([H])[C@]([H])(OC(=O)c(c([H])c6O[H])c([H])c(c6O[H])O[H])C([H])([H])c7c(c([H])c(c([H])c7O[H])O[H])O5)[O-‐] InChI=1S/C37H30O18/c38-‐12-‐3-‐18(40)14-‐7-‐24(46)35(53-‐25(14)5-‐12)16-‐8-‐22(44)31(48)33(50)28(16)29-‐17(9-‐23(45)32(49)34(29)51)36-‐27(10-‐15-‐19(41)4-‐13(39)6-‐26(15)54-‐36)55-‐37(52)11-‐1-‐20(42)30(47)21(43)2-‐11/h1-‐6,8-‐9,24,27,35-‐36,38-‐51H,7,10H2/p-‐2/t24-‐,27-‐,35-‐,36-‐/m1/s1 CTVAVEOYQKVFFY-‐DUSGSIEYSA-‐L 5.07 5.43
KYNURENINE 67.14909267 58.07299202 C(=O)(C([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O)c1c([H])c([H])c([H])c([H])c1N([H])[H] InChI=1S/C10H12N2O3/c11-‐7-‐4-‐2-‐1-‐3-‐6(7)9(13)5-‐8(12)10(14)15/h1-‐4,8H,5,11-‐12H2,(H,14,15) YGPSJZOEDVAXAB-‐UHFFFAOYSA-‐N
DISOPYRAMIDE	  PHOSPHATE 68.44927672 67.5953631 C(c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])n2)(C([H])([H])C([H])([H])[NH+](C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])C(N([H])[H])=O InChI=1S/C21H29N3O/c1-‐16(2)24(17(3)4)15-‐13-‐21(20(22)25,18-‐10-‐6-‐5-‐7-‐11-‐18)19-‐12-‐8-‐9-‐14-‐23-‐19/h5-‐12,14,16-‐17H,13,15H2,1-‐4H3,(H2,22,25)/p+1 UVTNFZQICZKOEM-‐UHFFFAOYSA-‐O
DISULFIRAM 64.05573812 71.58727412 C(N(C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(=S)SSC(N(C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=S InChI=1S/C10H20N2S4/c1-‐5-‐11(6-‐2)9(13)15-‐16-‐10(14)12(7-‐3)8-‐4/h5-‐8H2,1-‐4H3 AUZONCFQVSMFAP-‐UHFFFAOYSA-‐N
DEXTROMETHORPHAN	  HYDROBROMIDE 78.20607453 49.82927994 [C@]12(C([H])([H])C3([H])[H])[C@@]([H])(C([H])([H])C([H])([H])C([H])([H])C1([H])[H])[C@@]([H])([NH+]3C([H])([H])[H])C([H])([H])c(c([H])c([H])c(OC([H])([H])[H])c4[H])c24 InChI=1S/C18H25NO/c1-‐19-‐10-‐9-‐18-‐8-‐4-‐3-‐5-‐15(18)17(19)11-‐13-‐6-‐7-‐14(20-‐2)12-‐16(13)18/h6-‐7,12,15,17H,3-‐5,8-‐11H2,1-‐2H3/p+1/t15-‐,17-‐,18-‐/m0/s1 MKXZASYAUGDDCJ-‐SZMVWBNQSA-‐O
PHENYLBUTAZONE 62.23548045 70.89076881 N1(c2c([H])c([H])c([H])c([H])c2[H])C(=O)[C-‐](C(=O)N1c3c([H])c([H])c([H])c([H])c3[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C19H19N2O2/c1-‐2-‐3-‐14-‐17-‐18(22)20(15-‐10-‐6-‐4-‐7-‐11-‐15)21(19(17)23)16-‐12-‐8-‐5-‐9-‐13-‐16/h4-‐13H,2-‐3,14H2,1H3/q-‐1 JHJJOYHHWIGMHQ-‐UHFFFAOYSA-‐N
ANCITABINE	  HYDROCHLORIDE 66.03310136 68.78046169 C(O[C@@]([H])([C@]12[H])[C@@]([H])(O[H])[C@@]([H])(O1)C([H])([H])O[H])(=NC(=[N+]([H])[H])C([H])=C3[H])[NH+]23 InChI=1S/C9H11N3O4/c10-‐5-‐1-‐2-‐12-‐8-‐7(16-‐9(12)11-‐5)6(14)4(3-‐13)15-‐8/h1-‐2,4,6-‐8,10,13-‐14H,3H2/p+2/t4-‐,6-‐,7+,8-‐/m0/s1 BBDAGFIXKZCXAH-‐JPCMASIJSA-‐P
DOPAMINE	  HYDROCHLORIDE 73.49290735 66.46224253 c1(O[H])c([H])c(C([H])([H])C([H])([H])[N+]([H])([H])[H])c([H])c([H])c1O[H] InChI=1S/C8H11NO2/c9-‐4-‐3-‐6-‐1-‐2-‐7(10)8(11)5-‐6/h1-‐2,5,10-‐11H,3-‐4,9H2/p+1 VYFYYTLLBUKUHU-‐UHFFFAOYSA-‐O
CLOFOCTOL 76.53208756 77.8974043 c(c(O[H])c([H])c([H])c1C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])(c1[H])C([H])([H])c2c([H])c([H])c(c([H])c2Cl)Cl InChI=1S/C21H26Cl2O/c1-‐20(2,3)13-‐21(4,5)16-‐7-‐9-‐19(24)15(11-‐16)10-‐14-‐6-‐8-‐17(22)12-‐18(14)23/h6-‐9,11-‐12,24H,10,13H2,1-‐5H3 HQVZOORKDNCGCK-‐UHFFFAOYSA-‐N
BEBEERINE 74.28927008 53.34299329 c(c(C([H])([H])C([H])([H])N1C([H])([H])[H])c([H])c(c2O[H])OC([H])([H])[H])(c2Oc3c([H])c([H])c(c([H])c3[H])C4([H])[H])[C@]1([H])Oc(c([H])c5[H])c([H])c(c5O[H])Oc6c([H])c(c(C([H])([H])C([H])([H])[NH+]7C([H])([H])[H])c([H])c6OC([H])([H])[H])[C@]47[H] InChI=1S/C35H36N2O7/c1-‐36-‐13-‐11-‐21-‐16-‐29(40-‐3)30-‐19-‐25(21)26(36)15-‐20-‐5-‐7-‐23(8-‐6-‐20)42-‐34-‐32-‐22(17-‐31(41-‐4)33(34)39)12-‐14-‐37(2)35(32)43-‐24-‐9-‐10-‐27(38)28(18-‐24)44-‐30/h5-‐10,16-‐19,26,35,38-‐39H,11-‐15H2,1-‐4H3/p+1/t26-‐,35-‐/m0/s1 ZFVQCIZYTMRXPL-‐CYFIQEHSSA-‐O
PHENYLACETOHYDROXAMIC	  ACID 75.25357325 58.45762928 C(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])(N([H])O[H])=O InChI=1S/C8H9NO2/c10-‐8(9-‐11)6-‐7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5,11H,6H2,(H,9,10) FPOQLQZHRCEVOT-‐UHFFFAOYSA-‐N
IMIDACLOPRID 90.03132165 73.94022702 N(/[N+](=O)[O-‐])=C(/N([H])C([H])([H])C1([H])[H])\N1C([H])([H])c(c([H])c2[H])c([H])c([H])c2Cl InChI=1S/C10H11ClN4O2/c11-‐9-‐3-‐1-‐8(2-‐4-‐9)7-‐14-‐6-‐5-‐12-‐10(14)13-‐15(16)17/h1-‐4H,5-‐7H2,(H,12,13) QJVYBEVOEQSMCF-‐UHFFFAOYSA-‐N
MODAFINIL 95.60547863 113.6819882 S(=O)(C([H])(c1c([H])c([H])c([H])c([H])c1[H])c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])C(N([H])[H])=O InChI=1S/C15H15NO2S/c16-‐14(17)11-‐19(18)15(12-‐7-‐3-‐1-‐4-‐8-‐12)13-‐9-‐5-‐2-‐6-‐10-‐13/h1-‐10,15H,11H2,(H2,16,17) YFGHCGITMMYXAQ-‐UHFFFAOYSA-‐N
AVOCADYNONE	  ACETATE 100.4635878 124.8231405 C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C(=O)C([H])([H])C([H])(O[H])C([H])([H])OC(C([H])([H])[H])=O)#C[H] InChI=1S/C19H32O4/c1-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐18(21)15-‐19(22)16-‐23-‐17(2)20/h1,19,22H,4-‐16H2,2H3 HZHSVQVECJXVRP-‐UHFFFAOYSA-‐N
PHENYLBUTYRATE	  SODIUM 99.96786235 116.1868782 C(=O)([O-‐])C([H])(C([H])([H])C([H])([H])[H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C10H12O2/c1-‐2-‐9(10(11)12)8-‐6-‐4-‐3-‐5-‐7-‐8/h3-‐7,9H,2H2,1H3,(H,11,12)/p-‐1 OFJWFSNDPCAWDK-‐UHFFFAOYSA-‐M
N-‐HYDROXYMETHYLNICOTINAMIDE 92.24005381 121.8696135 C(=O)(N([H])C([H])([H])O[H])c(c([H])c([H])c([H])n1)c1[H] InChI=1S/C7H8N2O2/c10-‐5-‐9-‐7(11)6-‐2-‐1-‐3-‐8-‐4-‐6/h1-‐4,10H,5H2,(H,9,11) JRFKIOFLCXKVOT-‐UHFFFAOYSA-‐N
APIOLE 107.2329938 213.0550844 c12c(OC([H])([H])O1)c(c([H])c(C([H])([H])C([H])=C([H])[H])c2OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C12H14O4/c1-‐4-‐5-‐8-‐6-‐9(13-‐2)11-‐12(10(8)14-‐3)16-‐7-‐15-‐11/h4,6H,1,5,7H2,2-‐3H3 QQRSPHJOOXUALR-‐UHFFFAOYSA-‐N
KYNURAMINE 89.22163679 113.9249999 C(c1c([H])c([H])c([H])c([H])c1[H])(=O)C([H])(C([H])([H])[N+]([H])([H])[H])N([H])[H] InChI=1S/C9H12N2O/c10-‐6-‐8(11)9(12)7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5,8H,6,10-‐11H2/p+1 KVMYSBIFGBLUGK-‐UHFFFAOYSA-‐O
ROFECOXIB 84.02753598 134.4314496 S(C([H])([H])[H])(=O)(=O)c(c([H])c1[H])c([H])c([H])c1C(C([H])([H])OC2=O)=C2c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C17H14O4S/c1-‐22(19,20)14-‐9-‐7-‐12(8-‐10-‐14)15-‐11-‐21-‐17(18)16(15)13-‐5-‐3-‐2-‐4-‐6-‐13/h2-‐10H,11H2,1H3 RZJQGNCSTQAWON-‐UHFFFAOYSA-‐N
TETRAC 71.41958606 33.41335107 c1(Oc(c([H])c2I)c([H])c(c2[O-‐])I)c(I)c([H])c(c([H])c1I)C([H])([H])C([O-‐])=O InChI=1S/C14H8I4O4/c15-‐8-‐4-‐7(5-‐9(16)13(8)21)22-‐14-‐10(17)1-‐6(2-‐11(14)18)3-‐12(19)20/h1-‐2,4-‐5,21H,3H2,(H,19,20)/p-‐2 PPJYSSNKSXAVDB-‐UHFFFAOYSA-‐L
CEFDITORIN	  PIVOXIL 82.749666 64.03282654 N12C([H])(SC([H])([H])C(\C([H])=C([H])/c(sc([H])n3)c3C([H])([H])[H])=C1C(=O)OC([H])([H])OC(=O)C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])C([H])(C2=O)N([H])C(=O)\C(=N/OC([H])([H])[H])\c4c([H])sc(N([H])[H])n4 InChI=1S/C25H28N6O7S3/c1-‐12-‐15(41-‐10-‐27-‐12)7-‐6-‐13-‐8-‐39-‐21-‐17(29-‐19(32)16(30-‐36-‐5)14-‐9-‐40-‐24(26)28-‐14)20(33)31(21)18(13)22(34)37-‐11-‐38-‐23(35)25(2,3)4/h6-‐7,9-‐10,17,21H,8,11H2,1-‐5H3,(H2,26,28)(H,29,32)/b7-‐6-‐,30-‐16-‐ AFZFFLVORLEPPO-‐DGQFBIKGSA-‐N
COTININE 103.0303438 106.5411826 N1(C([H])([H])[H])C(=O)C([H])([H])C([H])([H])[C@@]1([H])c(c([H])c([H])c([H])n2)c2[H] InChI=1S/C10H12N2O/c1-‐12-‐9(4-‐5-‐10(12)13)8-‐3-‐2-‐6-‐11-‐7-‐8/h2-‐3,6-‐7,9H,4-‐5H2,1H3/t9-‐/m0/s1 UIKROCXWUNQSPJ-‐VIFPVBQESA-‐N
MEGESTROL	  ACETATE 93.03321449 50.68587569 C(=C([H])C(C([H])([H])C1([H])[H])=O)(C(C([H])([H])[H])=C2[H])C1(C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])([H])C4(C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@@]4(C(C([H])([H])[H])=O)OC(C([H])([H])[H])=O InChI=1S/C24H32O4/c1-‐14-‐12-‐18-‐19(22(4)9-‐6-‐17(27)13-‐21(14)22)7-‐10-‐23(5)20(18)8-‐11-‐24(23,15(2)25)28-‐16(3)26/h12-‐13,18-‐20H,6-‐11H2,1-‐5H3/t18?,19?,20?,22?,23?,24-‐/m0/s1 RQZAXGRLVPAYTJ-‐VSUSFZLSSA-‐N
CARBIMAZOLE 101.8075545 114.4297166 N1(C([H])=C([H])N(C([H])([H])[H])C1=S)C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C7H10N2O2S/c1-‐3-‐11-‐7(10)9-‐5-‐4-‐8(2)6(9)12/h4-‐5H,3H2,1-‐2H3 CFOYWRHIYXMDOT-‐UHFFFAOYSA-‐N
NATEGLINIDE 70.32899013 99.81162754 C(=O)([C@]([H])(C([H])([H])C1([H])[H])C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])[H])N([H])[C@@]([H])(C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])C([O-‐])=O InChI=1S/C19H27NO3/c1-‐13(2)15-‐8-‐10-‐16(11-‐9-‐15)18(21)20-‐17(19(22)23)12-‐14-‐6-‐4-‐3-‐5-‐7-‐14/h3-‐7,13,15-‐17H,8-‐12H2,1-‐2H3,(H,20,21)(H,22,23)/p-‐1/t15-‐,16-‐,17-‐/m0/s1 OELFLUMRDSZNSF-‐ULQDDVLXSA-‐M
DERACOXIB 98.95437926 127.7766674 n1c(C([H])(F)F)c([H])c(c2c([H])c([H])c(c(F)c2[H])OC([H])([H])[H])n1c(c([H])c3[H])c([H])c([H])c3S(N([H])[H])(=O)=O InChI=1S/C17H14F3N3O3S/c1-‐26-‐16-‐7-‐2-‐10(8-‐13(16)18)15-‐9-‐14(17(19)20)22-‐23(15)11-‐3-‐5-‐12(6-‐4-‐11)27(21,24)25/h2-‐9,17H,1H3,(H2,21,24,25) WAZQAZKAZLXFMK-‐UHFFFAOYSA-‐N
LOBELINE	  HYDROCHLORIDE 108.4612913 125.5708688 [NH+]1(C([H])([H])[H])C([H])(C([H])([H])C([H])([H])C([H])([H])C1([H])C([H])([H])C(c2c([H])c([H])c([H])c([H])c2[H])=O)C([H])([H])C([H])(O[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C22H27NO2/c1-‐23-‐19(15-‐21(24)17-‐9-‐4-‐2-‐5-‐10-‐17)13-‐8-‐14-‐20(23)16-‐22(25)18-‐11-‐6-‐3-‐7-‐12-‐18/h2-‐7,9-‐12,19-‐21,24H,8,13-‐16H2,1H3/p+1 MXYUKLILVYORSK-‐UHFFFAOYSA-‐O
CLOPIDOL 91.87652184 154.3584098 c1([O-‐])c(Cl)c(C([H])([H])[H])nc(C([H])([H])[H])c1Cl InChI=1S/C7H7Cl2NO/c1-‐3-‐5(8)7(11)6(9)4(2)10-‐3/h1-‐2H3,(H,10,11)/p-‐1 ZDPIZLCVJAAHHR-‐UHFFFAOYSA-‐M
ESTRONE 109.2709761 280.1076232 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(O[H])c([H])c4[H])c24)C3([H])C([H])([H])C([H])([H])C1=O InChI=1S/C18H22O2/c1-‐18-‐9-‐8-‐14-‐13-‐5-‐3-‐12(19)10-‐11(13)2-‐4-‐15(14)16(18)6-‐7-‐17(18)20/h3,5,10,14-‐16,19H,2,4,6-‐9H2,1H3/t14?,15?,16?,18-‐/m0/s1 DNXHEGUUPJUMQT-‐GUZDXLFXSA-‐N
ADENOSINE 96.48126021 180.3045832 n1(c([H])nc2c1nc([H])nc2N([H])[H])[C@]3([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]3([H])O[H])C([H])([H])O[H] InChI=1S/C10H13N5O4/c11-‐8-‐5-‐9(13-‐2-‐12-‐8)15(3-‐14-‐5)10-‐7(18)6(17)4(1-‐16)19-‐10/h2-‐4,6-‐7,10,16-‐18H,1H2,(H2,11,12,13)/t4-‐,6-‐,7-‐,10-‐/m1/s1 OIRDTQYFTABQOQ-‐KQYNXXCUSA-‐N
CARMOFUR 98.17223471 107.027206 N1(C(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)C([H])=C(F)C([N-‐]C1=O)=O InChI=1S/C11H16FN3O3/c1-‐2-‐3-‐4-‐5-‐6-‐13-‐10(17)15-‐7-‐8(12)9(16)14-‐11(15)18/h7H,2-‐6H2,1H3,(H2,13,14,16,17,18)/p-‐1 FRZUKKPMQIJKOT-‐UHFFFAOYSA-‐M
PEFLOXACINE	  MESYLATE 95.73767207 123.1407517 C(C([O-‐])=O)(=C([H])N(c1c2c([H])c(c(N(C([H])([H])C([H])([H])N3C([H])([H])[H])C([H])([H])C3([H])[H])c1[H])F)C([H])([H])C([H])([H])[H])C2=O InChI=1S/C17H20FN3O3/c1-‐3-‐20-‐10-‐12(17(23)24)16(22)11-‐8-‐13(18)15(9-‐14(11)20)21-‐6-‐4-‐19(2)5-‐7-‐21/h8-‐10H,3-‐7H2,1-‐2H3,(H,23,24)/p-‐1 FHFYDNQZQSQIAI-‐UHFFFAOYSA-‐M
CHLORMADINONE	  ACETATE 24.35871926 9.747749152 C(=C([H])C(C([H])([H])C1([H])[H])=O)(C(Cl)=C2[H])[C@@]1(C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@@]4(C(C([H])([H])[H])=O)OC(C([H])([H])[H])=O InChI=1S/C23H29ClO4/c1-‐13(25)23(28-‐14(2)26)10-‐7-‐18-‐16-‐12-‐20(24)19-‐11-‐15(27)5-‐8-‐21(19,3)17(16)6-‐9-‐22(18,23)4/h11-‐12,16-‐18H,5-‐10H2,1-‐4H3/t16?,17?,18?,21-‐,22+,23+/m1/s1 QMBJSIBWORFWQT-‐GDMUWPLKSA-‐N
ESTRADIOL	  PROPIONATE 111.9258612 746.9891978 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(O[H])c([H])c4[H])c24)C3([H])C([H])([H])C([H])([H])[C@]1([H])OC(C([H])([H])C([H])([H])[H])=O InChI=1S/C21H28O3/c1-‐3-‐20(23)24-‐19-‐9-‐8-‐18-‐17-‐6-‐4-‐13-‐12-‐14(22)5-‐7-‐15(13)16(17)10-‐11-‐21(18,19)2/h5,7,12,16-‐19,22H,3-‐4,6,8-‐11H2,1-‐2H3/t16?,17?,18?,19-‐,21-‐/m0/s1 PQCRZWCSVWBYSC-‐HHVWMZHCSA-‐N
ESTRONE	  ACETATE 109.4857905 204.8113795 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(OC(C([H])([H])[H])=O)c([H])c4[H])c24)C3([H])C([H])([H])C([H])([H])C1=O InChI=1S/C20H24O3/c1-‐12(21)23-‐14-‐4-‐6-‐15-‐13(11-‐14)3-‐5-‐17-‐16(15)9-‐10-‐20(2)18(17)7-‐8-‐19(20)22/h4,6,11,16-‐18H,3,5,7-‐10H2,1-‐2H3/t16?,17?,18?,20-‐/m0/s1 KDPQTPZDVJHMET-‐MPTUAUJUSA-‐N
ESTRADIOL	  METHYL	  ETHER 110.0090562 137.4036698 [C@](C([H])([H])[H])([C@@]([H])(O[H])C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(OC([H])([H])[H])c([H])c4[H])c24)C13[H] InChI=1S/C19H26O2/c1-‐19-‐10-‐9-‐15-‐14-‐6-‐4-‐13(21-‐2)11-‐12(14)3-‐5-‐16(15)17(19)7-‐8-‐18(19)20/h4,6,11,15-‐18,20H,3,5,7-‐10H2,1-‐2H3/t15?,16?,17?,18-‐,19-‐/m0/s1 ULAADVBNYHGIBP-‐QKBRSHRXSA-‐N
BISSALICYL	  FUMARATE 99.91828981 104.784021 c1(c([H])c([H])c([H])c([H])c1OC(=O)\C([H])=C([H])\C(=O)Oc2c([H])c([H])c([H])c([H])c2C([O-‐])=O)C([O-‐])=O InChI=1S/C18H12O8/c19-‐15(25-‐13-‐7-‐3-‐1-‐5-‐11(13)17(21)22)9-‐10-‐16(20)26-‐14-‐8-‐4-‐2-‐6-‐12(14)18(23)24/h1-‐10H,(H,21,22)(H,23,24)/p-‐2/b10-‐9+ DMCJLRGWPYVYCQ-‐MDZDMXLPSA-‐L
7-‐NITROINDAZOLE 106.1258737 147.4793091 [N+](=O)([O-‐])c1c([H])c([H])c([H])c(c([H])n2)c1n2[H] InChI=1S/C7H5N3O2/c11-‐10(12)6-‐3-‐1-‐2-‐5-‐4-‐8-‐9-‐7(5)6/h1-‐4H,(H,8,9) PQCAUHUKTBHUSA-‐UHFFFAOYSA-‐N
t-‐4-‐AMINOCROTONIC	  ACID	  (TACA) 94.20643132 119.5516557 C([O-‐])(=O)\C([H])=C([H])\C([H])([H])[N+]([H])([H])[H] InChI=1S/C4H7NO2/c5-‐3-‐1-‐2-‐4(6)7/h1-‐2H,3,5H2,(H,6,7)/b2-‐1+ FMKJUUQOYOHLTF-‐OWOJBTEDSA-‐N
1-‐AMINOCYCLOBUTANE	  CARBOXYLIC	  ACID 95.93045418 131.1414449 C([O-‐])(=O)C1(C([H])([H])C([H])([H])C1([H])[H])[N+]([H])([H])[H] InChI=1S/C5H9NO2/c6-‐5(4(7)8)2-‐1-‐3-‐5/h1-‐3,6H2,(H,7,8) FVTVMQPGKVHSEY-‐UHFFFAOYSA-‐N
DIBEKACIN 96.3986393 88.14706546 [C@@]1([H])(O[C@@]([H])([C@]([H])(N([H])[H])C([H])([H])[C@@]([H])([C@@]2([H])O[C@]3([H])[C@]([H])([N+]([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])N([H])[H])O3)N([H])[H])[C@@]2([H])O[H])O[C@@]([H])([C@@]([H])(O[H])[C@]([H])(N([H])[H])[C@@]1([H])O[H])C([H])([H])O[H] InChI=1S/C18H37N5O8/c19-‐4-‐6-‐1-‐2-‐7(20)17(28-‐6)30-‐15-‐8(21)3-‐9(22)16(14(15)27)31-‐18-‐13(26)11(23)12(25)10(5-‐24)29-‐18/h6-‐18,24-‐27H,1-‐5,19-‐23H2/p+1/t6-‐,7+,8-‐,9+,10+,11-‐,12+,13+,14-‐,15+,16-‐,17+,18+/m0/s1 JJCQSGDBDPYCEO-‐XVZSLQNASA-‐O
SECNIDAZOLE 92.28962636 132.8986065 c1(c([H])nc(C([H])([H])[H])n1C([H])([H])C([H])(C([H])([H])[H])O[H])[N+](=O)[O-‐] InChI=1S/C7H11N3O3/c1-‐5(11)4-‐9-‐6(2)8-‐3-‐7(9)10(12)13/h3,5,11H,4H2,1-‐2H3 KPQZUUQMTUIKBP-‐UHFFFAOYSA-‐N
KETANSERIN	  TARTRATE 106.4178009 138.3944098 N1(C([H])([H])C([H])([H])[NH+](C([H])([H])C2([H])[H])C([H])([H])C([H])([H])C2([H])C(=O)c3c([H])c([H])c(c([H])c3[H])F)C(=O)c4c([N+]([H])([H])C1=O)c([H])c([H])c([H])c4[H] InChI=1S/C22H22FN3O3/c23-‐17-‐7-‐5-‐15(6-‐8-‐17)20(27)16-‐9-‐11-‐25(12-‐10-‐16)13-‐14-‐26-‐21(28)18-‐3-‐1-‐2-‐4-‐19(18)24-‐22(26)29/h1-‐8,16H,9-‐14H2,(H,24,29)/p+2 FPCCSQOGAWCVBH-‐UHFFFAOYSA-‐P



CLOPIDOGREL	  SULFATE 96.13976047 145.2922037 N1([C@]([H])(C(OC([H])([H])[H])=O)c2c([H])c([H])c([H])c([H])c2Cl)C([H])([H])C([H])([H])c3c(C1([H])[H])c([H])c([H])s3 InChI=1S/C16H16ClNO2S/c1-‐20-‐16(19)15(12-‐4-‐2-‐3-‐5-‐13(12)17)18-‐8-‐6-‐14-‐11(10-‐18)7-‐9-‐21-‐14/h2-‐5,7,9,15H,6,8,10H2,1H3/t15-‐/m0/s1 GKTWGGQPFAXNFI-‐HNNXBMFYSA-‐N

SELAMECTIN 93.37471423 98.01707953
[C@@]12([H])[C@](O[H])(\C(=C([H])\C([H])=C([H])\[C@]([H])(C([H])([H])[H])[C@@]([H])(\C(\C([H])([H])[H])=C([H])\C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(OC1=O)C3([H])[H])O[C@@]34C([H])([H])C([H])([H])[C@@]([H])([C@@]([H])(C5([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C5([H])[H])O4)C(
[H])([H])[H])OC6([H])C([H])([H])[C@]([H])(OC([H])([H])[H])C([H])([C@]([H])(C([H])([H])[H])O6)O[H])\C([H])([H])O7)[C@@]7([H])\C(=N/O[H])\C(C([H])([H])[H])=C2[H]

InChI=1S/C43H63NO11/c1-‐24-‐11-‐10-‐14-‐30-‐23-‐50-‐40-‐36(44-‐48)27(4)19-‐33(43(30,40)47)41(46)52-‐32-‐20-‐31(16-‐15-‐25(2)38(24)53-‐35-‐21-‐34(49-‐6)37(45)28(5)51-‐35)54-‐42(22-‐32)18-‐17-‐26(3)39(55-‐42)29-‐12-‐8-‐7-‐9-‐13-‐29/h10-‐11,14-‐15,19,24,26,28-‐29,31-‐35,37-‐40,45,47-‐48H,7-‐9,12-‐13,16-‐18,20-‐23H2,1-‐
6H3/b11-‐10+,25-‐15+,30-‐14+,44-‐36-‐/t24-‐,26-‐,28-‐,31+,32-‐,33-‐,34-‐,35?,37?,38-‐,39-‐,40+,42+,43+/m0/s1 AFJYYKSVHJGXSN-‐XUCDQRGXSA-‐N

CHROMOCARB 93.00016613 133.6089484 C1(C([O-‐])=O)=C([H])C(c2c(c([H])c([H])c([H])c2[H])O1)=O InChI=1S/C10H6O4/c11-‐7-‐5-‐9(10(12)13)14-‐8-‐4-‐2-‐1-‐3-‐6(7)8/h1-‐5H,(H,12,13)/p-‐1 RVMGXWBCQGAWBR-‐UHFFFAOYSA-‐M
ACETRIAZOIC	  ACID 98.63491177 133.0668454 c1(C([O-‐])=O)c(I)c([H])c(c(N([H])C(C([H])([H])[H])=O)c1I)I InChI=1S/C9H6I3NO3/c1-‐3(14)13-‐8-‐5(11)2-‐4(10)6(7(8)12)9(15)16/h2H,1H3,(H,13,14)(H,15,16)/p-‐1 GNOGSFBXBWBTIG-‐UHFFFAOYSA-‐M

CLARITHROMYCIN 80.47483711 56.72378203
[C@@]1([H])(O[C@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])[C@@]1([H])O[H])O[C@@]([H])([C@](C([H])([H])[H])(OC([H])([H])[H])C([H])([H])[C@@]([H])(C([H])([H])[H])C(=O)[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@]([C@@]([H])(C([H])([H])C([H])([H])[H])OC(
=O)[C@]([H])(C([H])([H])[H])[C@@]2([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@]3(C([H])([H])[H])OC([H])([H])[H])O[H])C3([H])[H])(C([H])([H])[H])O[H])[C@@]2([H])C([H])([H])[H]

InChI=1S/C38H69NO13/c1-‐15-‐26-‐38(10,45)31(42)21(4)28(40)19(2)17-‐37(9,47-‐14)33(52-‐35-‐29(41)25(39(11)12)16-‐20(3)48-‐35)22(5)30(23(6)34(44)50-‐26)51-‐27-‐18-‐36(8,46-‐13)32(43)24(7)49-‐27/h19-‐27,29-‐33,35,41-‐43,45H,15-‐18H2,1-‐14H3/p+1/t19-‐,20-‐,21+,22+,23-‐,24+,25+,26-‐,27+,29-‐,30+,31-‐
,32+,33-‐,35+,36-‐,37-‐,38-‐/m1/s1 AGOYDEPGAOXOCK-‐KCBOHYOISA-‐O 5.48 5.51

SIMVASTATIN 60.17763508 44.72274219 C1(=C([H])[C@]([H])(C([H])([H])[H])C([H])([H])[C@]2([H])OC(=O)C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])[C@@]2([H])[C@]([H])([C@@]([H])(C([H])([H])[H])C([H])=C1[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@@]([H])(O[H])C([H])([H])C3=O)O3 InChI=1S/C25H38O5/c1-‐6-‐25(4,5)24(28)30-‐21-‐12-‐15(2)11-‐17-‐8-‐7-‐16(3)20(23(17)21)10-‐9-‐19-‐13-‐18(26)14-‐22(27)29-‐19/h7-‐8,11,15-‐16,18-‐21,23,26H,6,9-‐10,12-‐14H2,1-‐5H3/t15-‐,16-‐,18+,19+,20-‐,21-‐,23-‐/m0/s1 RYMZZMVNJRMUDD-‐HGQWONQESA-‐N
HYDROQUINONE 93.81535905 112.9155667 c(O[H])(c([H])c1[H])c([H])c([H])c1O[H] InChI=1S/C6H6O2/c7-‐5-‐1-‐2-‐6(8)4-‐3-‐5/h1-‐4,7-‐8H QIGBRXMKCJKVMJ-‐UHFFFAOYSA-‐N
BETAMIPRON 92.61460191 116.0747189 C(N([H])C([H])([H])C([H])([H])C([O-‐])=O)(c1c([H])c([H])c([H])c([H])c1[H])=O InChI=1S/C10H11NO3/c12-‐9(13)6-‐7-‐11-‐10(14)8-‐4-‐2-‐1-‐3-‐5-‐8/h1-‐5H,6-‐7H2,(H,11,14)(H,12,13)/p-‐1 CWXYHOHYCJXYFQ-‐UHFFFAOYSA-‐M
GATIFLOXACIN 96.60794559 121.8883067 N1(C2([H])C([H])([H])C2([H])[H])C([H])=C(C([O-‐])=O)C(c(c([H])c(F)c(N3C([H])([H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C3([H])[H])c4OC([H])([H])[H])c14)=O InChI=1S/C19H22FN3O4/c1-‐10-‐8-‐22(6-‐5-‐21-‐10)16-‐14(20)7-‐12-‐15(18(16)27-‐2)23(11-‐3-‐4-‐11)9-‐13(17(12)24)19(25)26/h7,9-‐11,21H,3-‐6,8H2,1-‐2H3,(H,25,26) XUBOMFCQGDBHNK-‐UHFFFAOYSA-‐N
LOSARTAN 3.758573917 23.20685925 n1(C([H])([H])c(c([H])c2[H])c([H])c([H])c2c3c([H])c([H])c([H])c([H])c3c([n-‐]nn4)n4)c(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])nc(Cl)c1C([H])([H])O[H] InChI=1S/C22H22ClN6O/c1-‐2-‐3-‐8-‐20-‐24-‐21(23)19(14-‐30)29(20)13-‐15-‐9-‐11-‐16(12-‐10-‐15)17-‐6-‐4-‐5-‐7-‐18(17)22-‐25-‐27-‐28-‐26-‐22/h4-‐7,9-‐12,30H,2-‐3,8,13-‐14H2,1H3/q-‐1 MDMTUGIZSFHDIC-‐UHFFFAOYSA-‐N 5.94 6.54
CANDESARTAN	  CILEXTIL 5.967306078 10.55155712 n1(C([H])([H])c(c([H])c2[H])c([H])c([H])c2c3c([H])c([H])c([H])c([H])c3c([n-‐]nn4)n4)c5c(nc1OC([H])([H])C([H])([H])[H])c([H])c([H])c([H])c5C(=O)OC([H])(C([H])([H])[H])OC(=O)OC6([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C6([H])[H] InChI=1S/C33H33N6O6/c1-‐3-‐42-‐32-‐34-‐28-‐15-‐9-‐14-‐27(31(40)43-‐21(2)44-‐33(41)45-‐24-‐10-‐5-‐4-‐6-‐11-‐24)29(28)39(32)20-‐22-‐16-‐18-‐23(19-‐17-‐22)25-‐12-‐7-‐8-‐13-‐26(25)30-‐35-‐37-‐38-‐36-‐30/h7-‐9,12-‐19,21,24H,3-‐6,10-‐11,20H2,1-‐2H3/q-‐1 LVUPDYIQDZQHFN-‐UHFFFAOYSA-‐N 5.61 6.14
LEVOFLOXACIN 95.06568872 117.4019367 N1([C@@]([H])(C([H])([H])[H])C2([H])[H])c(c(C(=O)C(C([O-‐])=O)=C1[H])c([H])c(c3N(C([H])([H])C4([H])[H])C([H])([H])C([H])([H])N4C([H])([H])[H])F)c3O2 InChI=1S/C18H20FN3O4/c1-‐10-‐9-‐26-‐17-‐14-‐11(16(23)12(18(24)25)8-‐22(10)14)7-‐13(19)15(17)21-‐5-‐3-‐20(2)4-‐6-‐21/h7-‐8,10H,3-‐6,9H2,1-‐2H3,(H,24,25)/p-‐1/t10-‐/m0/s1 GSDSWSVVBLHKDQ-‐JTQLQIEISA-‐M
MIGLITOL 80.29857919 99.54992262 N(C([H])([H])C([H])([H])O[H])(C([H])([H])[C@@]([H])(O[H])[C@]([H])(C1([H])O[H])O[H])C1([H])C([H])([H])O[H] InChI=1S/C8H17NO5/c10-‐2-‐1-‐9-‐3-‐6(12)8(14)7(13)5(9)4-‐11/h5-‐8,10-‐14H,1-‐4H2/t5?,6-‐,7?,8-‐/m1/s1 IBAQFPQHRJAVAV-‐WMEPKMGJSA-‐N

ORLISTAT 84.61689842 85.26831135
C1(=O)[C@@]([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])[C@]([H])(O1)C([H])([H])[C@]([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])OC(=O)[C@]([H])(N([H])C([H])=O)C([H])([H])C([H])(C([H])([
H])[H])C([H])([H])[H] InChI=1S/C29H53NO5/c1-‐5-‐7-‐9-‐11-‐12-‐13-‐14-‐15-‐16-‐18-‐24(34-‐29(33)26(30-‐22-‐31)20-‐23(3)4)21-‐27-‐25(28(32)35-‐27)19-‐17-‐10-‐8-‐6-‐2/h22-‐27H,5-‐21H2,1-‐4H3,(H,30,31)/t24-‐,25-‐,26+,27+/m0/s1 AHLBNYSZXLDEJQ-‐GWMMUDDPSA-‐N

VALDECOXIB 94.41022955 120.3741569 S(N([H])[H])(=O)(=O)c(c([H])c1[H])c([H])c([H])c1c(c(C([H])([H])[H])on2)c2c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C16H14N2O3S/c1-‐11-‐15(12-‐7-‐9-‐14(10-‐8-‐12)22(17,19)20)16(18-‐21-‐11)13-‐5-‐3-‐2-‐4-‐6-‐13/h2-‐10H,1H3,(H2,17,19,20) LNPDTQAFDNKSHK-‐UHFFFAOYSA-‐N
MOXIFLOXACIN	  HYDROCHLORIDE 94.00814115 105.9616931 N1(C2([H])C([H])([H])C2([H])[H])C([H])=C(C([O-‐])=O)C(c(c([H])c(F)c3C([H])([H])[NH+](C([H])([H])C([H])([H])[C@@]([H])([C@]45[H])C([H])([H])C([H])([H])C([H])([H])N4[H])C5([H])[H])c1c3OC([H])([H])[H])=O InChI=1S/C23H28FN3O4/c1-‐31-‐22-‐16(10-‐26-‐8-‐6-‐13-‐3-‐2-‐7-‐25-‐19(13)12-‐26)18(24)9-‐15-‐20(22)27(14-‐4-‐5-‐14)11-‐17(21(15)28)23(29)30/h9,11,13-‐14,19,25H,2-‐8,10,12H2,1H3,(H,29,30)/t13-‐,19+/m0/s1 FKSGEKIXJAJHJF-‐ORAYPTAESA-‐N
PIOGLITAZONE	  HYDROCHLORIDE 88.74243555 122.6547283 N1([H])C(=O)C([H])(SC1=O)C([H])([H])c(c([H])c([H])c2OC([H])([H])C([H])([H])c3c([H])c([H])c(c([H])n3)C([H])([H])C([H])([H])[H])c([H])c2[H] InChI=1S/C19H20N2O3S/c1-‐2-‐13-‐3-‐6-‐15(20-‐12-‐13)9-‐10-‐24-‐16-‐7-‐4-‐14(5-‐8-‐16)11-‐17-‐18(22)21-‐19(23)25-‐17/h3-‐8,12,17H,2,9-‐11H2,1H3,(H,21,22,23) HYAFETHFCAUJAY-‐UHFFFAOYSA-‐N
BENAZEPRIL	  HYDROCHLORIDE 84.15422136 101.2136182 N1(C([H])([H])C([O-‐])=O)c2c(c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])[C@]([H])(N([H])[C@@]([H])(C([H])([H])C([H])([H])c3c([H])c([H])c([H])c([H])c3[H])C(OC([H])([H])C([H])([H])[H])=O)C1=O InChI=1S/C24H28N2O5/c1-‐2-‐31-‐24(30)20(14-‐12-‐17-‐8-‐4-‐3-‐5-‐9-‐17)25-‐19-‐15-‐13-‐18-‐10-‐6-‐7-‐11-‐21(18)26(23(19)29)16-‐22(27)28/h3-‐11,19-‐20,25H,2,12-‐16H2,1H3,(H,27,28)/p-‐1/t19-‐,20-‐/m0/s1 XPCFTKFZXHTYIP-‐PMACEKPBSA-‐M
FAMCICLOVIR 68.05416124 68.22010523 c12c(c([H])nc(N([H])[H])n1)[nH+]c([H])n2C([H])([H])C([H])([H])C([H])(C([H])([H])OC(C([H])([H])[H])=O)C([H])([H])OC(C([H])([H])[H])=O InChI=1S/C14H19N5O4/c1-‐9(20)22-‐6-‐11(7-‐23-‐10(2)21)3-‐4-‐19-‐8-‐17-‐12-‐5-‐16-‐14(15)18-‐13(12)19/h5,8,11H,3-‐4,6-‐7H2,1-‐2H3,(H2,15,16,18)/p+1 GGXKWVWZWMLJEH-‐UHFFFAOYSA-‐O
EZETIMIBE 30.63239989 51.3588312 N1(c2c([H])c([H])c(c([H])c2[H])F)[C@]([H])(c3c([H])c([H])c(c([H])c3[H])[O-‐])[C@]([H])(C1=O)C([H])([H])C([H])([H])C([H])(O[H])c4c([H])c([H])c(c([H])c4[H])F InChI=1S/C24H21F2NO3/c25-‐17-‐5-‐1-‐15(2-‐6-‐17)22(29)14-‐13-‐21-‐23(16-‐3-‐11-‐20(28)12-‐4-‐16)27(24(21)30)19-‐9-‐7-‐18(26)8-‐10-‐19/h1-‐12,21-‐23,28-‐29H,13-‐14H2/p-‐1/t21-‐,22?,23-‐/m1/s1 OLNTVTPDXPETLC-‐OJVMETQDSA-‐M
ALMOTRIPTAN 94.32760865 95.84866735 S(=O)(=O)(C([H])([H])c(c([H])c([H])c1c2c(C([H])([H])C([H])([H])N(C([H])([H])[H])C([H])([H])[H])c([H])n1[H])c2[H])N3C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C17H25N3O2S/c1-‐19(2)10-‐7-‐15-‐12-‐18-‐17-‐6-‐5-‐14(11-‐16(15)17)13-‐23(21,22)20-‐8-‐3-‐4-‐9-‐20/h5-‐6,11-‐12,18H,3-‐4,7-‐10,13H2,1-‐2H3 WKEMJKQOLOHJLZ-‐UHFFFAOYSA-‐N
OLMESARTAN	  MEDOXOMIL 9.701770929 15.39309811 c1(C(=O)OC([H])([H])C(=C(C([H])([H])[H])OC2=O)O2)n(C([H])([H])c(c([H])c3[H])c([H])c([H])c3c4c([H])c([H])c([H])c([H])c4c5nn([H])nn5)c(nc1C(C([H])([H])[H])(C([H])([H])[H])O[H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C29H30N6O6/c1-‐5-‐8-‐23-‐30-‐25(29(3,4)38)24(27(36)39-‐16-‐22-‐17(2)40-‐28(37)41-‐22)35(23)15-‐18-‐11-‐13-‐19(14-‐12-‐18)20-‐9-‐6-‐7-‐10-‐21(20)26-‐31-‐33-‐34-‐32-‐26/h6-‐7,9-‐14,38H,5,8,15-‐16H2,1-‐4H3,(H,31,32,33,34) UQGKUQLKSCSZGY-‐UHFFFAOYSA-‐N 6.01 6.01
CEFTIBUTEN 84.4681808 90.53979614 N12[C@]([H])(SC([H])([H])C([H])=C1C([O-‐])=O)[C@@]([H])(C2=O)N([H])C(=O)\C(=C([H])/C([H])([H])C([O-‐])=O)\c3c([H])sc(N([H])[H])n3 InChI=1S/C15H14N4O6S2/c16-‐15-‐17-‐7(5-‐27-‐15)6(1-‐2-‐9(20)21)11(22)18-‐10-‐12(23)19-‐8(14(24)25)3-‐4-‐26-‐13(10)19/h1,3,5,10,13H,2,4H2,(H2,16,17)(H,18,22)(H,20,21)(H,24,25)/p-‐2/b6-‐1-‐/t10-‐,13-‐/m1/s1 UNJFKXSSGBWRBZ-‐BJCIPQKHSA-‐L
CEFDINIR 78.63514499 92.12871886 N12[C@]([H])(SC([H])([H])C(C([H])=C([H])[H])=C1C([O-‐])=O)[C@@]([H])(C2=O)N([H])C(=O)\C(=N/O[H])\c3c([H])sc(N([H])[H])n3 InChI=1S/C14H13N5O5S2/c1-‐2-‐5-‐3-‐25-‐12-‐8(11(21)19(12)9(5)13(22)23)17-‐10(20)7(18-‐24)6-‐4-‐26-‐14(15)16-‐6/h2,4,8,12,24H,1,3H2,(H2,15,16)(H,17,20)(H,22,23)/p-‐1/b18-‐7-‐/t8-‐,12-‐/m1/s1 RTXOFQZKPXMALH-‐GHXIOONMSA-‐M
VALSARTAN 56.30546873 67.47237689 c1(c2c([H])c([H])c([H])c([H])c2c3c([H])c([H])c(c([H])c3[H])C([H])([H])N(C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)[C@@]([H])(C([H])(C([H])([H])[H])C([H])([H])[H])C([O-‐])=O)nn([H])nn1 InChI=1S/C24H29N5O3/c1-‐4-‐5-‐10-‐21(30)29(22(16(2)3)24(31)32)15-‐17-‐11-‐13-‐18(14-‐12-‐17)19-‐8-‐6-‐7-‐9-‐20(19)23-‐25-‐27-‐28-‐26-‐23/h6-‐9,11-‐14,16,22H,4-‐5,10,15H2,1-‐3H3,(H,31,32)(H,25,26,27,28)/p-‐1/t22-‐/m0/s1 ACWBQPMHZXGDFX-‐QFIPXVFZSA-‐M
ANTHRACENE-‐9-‐CARBOXYLIC	  ACID 87.88317815 95.94213339 c1(c2c(c([H])c([H])c([H])c2[H])c([H])c(c([H])c([H])c([H])c3[H])c13)C([O-‐])=O InChI=1S/C15H10O2/c16-‐15(17)14-‐12-‐7-‐3-‐1-‐5-‐10(12)9-‐11-‐6-‐2-‐4-‐8-‐13(11)14/h1-‐9H,(H,16,17)/p-‐1 XGWFJBFNAQHLEF-‐UHFFFAOYSA-‐M
TORSEMIDE 73.29232654 73.90284061 S(=O)(=O)(c1c([H])[nH+]c([H])c([H])c1N([H])c2c([H])c([H])c([H])c(C([H])([H])[H])c2[H])[N-‐]C(=O)N([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C16H20N4O3S/c1-‐11(2)18-‐16(21)20-‐24(22,23)15-‐10-‐17-‐8-‐7-‐14(15)19-‐13-‐6-‐4-‐5-‐12(3)9-‐13/h4-‐11H,1-‐3H3,(H3,17,18,19,20,21) XNPQAJPIVCYYJY-‐UHFFFAOYSA-‐N
PERINDOPRIL	  ERBUMINE 81.38917512 107.5132294 N1([C@]2([H])[C@]([H])(C([H])([H])[C@@]1([H])C([O-‐])=O)C([H])([H])C([H])([H])C([H])([H])C2([H])[H])C(=O)[C@]([H])(C([H])([H])[H])N([H])[C@@]([H])(C([H])([H])C([H])([H])C([H])([H])[H])C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C19H32N2O5/c1-‐4-‐8-‐14(19(25)26-‐5-‐2)20-‐12(3)17(22)21-‐15-‐10-‐7-‐6-‐9-‐13(15)11-‐16(21)18(23)24/h12-‐16,20H,4-‐11H2,1-‐3H3,(H,23,24)/p-‐1/t12-‐,13-‐,14-‐,15-‐,16-‐/m0/s1 IPVQLZZIHOAWMC-‐QXKUPLGCSA-‐M
TEGASEROD	  MALEATE 112.9007878 73.15511227 c1(\C([H])=N\N([H])C(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=[N+]([H])[H])c([H])n([H])c(c([H])c([H])c(OC([H])([H])[H])c2[H])c12 InChI=1S/C16H23N5O/c1-‐3-‐4-‐5-‐8-‐18-‐16(17)21-‐20-‐11-‐12-‐10-‐19-‐15-‐7-‐6-‐13(22-‐2)9-‐14(12)15/h6-‐7,9-‐11,19H,3-‐5,8H2,1-‐2H3,(H3,17,18,21)/p+1/b20-‐11+ IKBKZGMPCYNSLU-‐RGVLZGJSSA-‐O
RIBOFLAVIN 72.59831095 75.90301391 C1(=NC2=O)C(C(N2[H])=O)=Nc(c([H])c(C([H])([H])[H])c(C([H])([H])[H])c3[H])c3N1C([H])([H])[C@@]([H])(O[H])[C@@]([H])(O[H])[C@]([H])(C([H])([H])O[H])O[H] InChI=1S/C17H20N4O6/c1-‐7-‐3-‐9-‐10(4-‐8(7)2)21(5-‐11(23)14(25)12(24)6-‐22)15-‐13(18-‐9)16(26)20-‐17(27)19-‐15/h3-‐4,11-‐12,14,22-‐25H,5-‐6H2,1-‐2H3,(H,20,26,27)/t11-‐,12+,14-‐/m1/s1 AUNGANRZJHBGPY-‐MBNYWOFBSA-‐N
CITICOLINE 69.94342591 81.06233945 N1(C([H])=C([H])C(=NC1=O)N([H])[H])C2([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]2([H])O[H])C([H])([H])OP([O-‐])(=O)OP(OC([H])([H])C([H])([H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])(=O)[O-‐] InChI=1S/C14H26N4O11P2/c1-‐18(2,3)6-‐7-‐26-‐30(22,23)29-‐31(24,25)27-‐8-‐9-‐11(19)12(20)13(28-‐9)17-‐5-‐4-‐10(15)16-‐14(17)21/h4-‐5,9,11-‐13,19-‐20H,6-‐8H2,1-‐3H3,(H3-‐,15,16,21,22,23,24,25)/p-‐1/t9-‐,11-‐,12-‐,13?/m1/s1 RZZPDXZPRHQOCG-‐INCVAACISA-‐M

TROXERUTIN 49.51403043 61.90180077
C1(OC2([H])O[C@]([H])(C([H])([H])O[C@]3([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]3([H])O[H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]2([H])O[H])O[H])=C(c4c([H])c([H])c(c(OC([H])([H])C([H])([H])O[H])c4[H])OC([H])([H])C([H])([H])O[H])Oc(c([H])c(OC([H])([H])C([H])([H])O
[H])c([H])c5O[H])c5C1=O

InChI=1S/C33H42O19/c1-‐14-‐23(38)26(41)28(43)32(49-‐14)48-‐13-‐21-‐24(39)27(42)29(44)33(51-‐21)52-‐31-‐25(40)22-‐17(37)11-‐16(45-‐7-‐4-‐34)12-‐20(22)50-‐30(31)15-‐2-‐3-‐18(46-‐8-‐5-‐35)19(10-‐15)47-‐9-‐6-‐36/h2-‐3,10-‐12,14,21,23-‐24,26-‐29,32-‐39,41-‐44H,4-‐9,13H2,1H3/t14-‐,21+,23-‐,24+,26+,27-‐
,28+,29+,32+,33?/m0/s1 IYVFNTXFRYQLRP-‐IIXSESAUSA-‐N

CANRENONE 78.65166917 32.01136043 [C@@]12(C([H])([H])[H])C(=C([H])C(=O)C([H])([H])C1([H])[H])C([H])=C([H])C([H])(C([H])([C@@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@@]35C([H])([H])C([H])([H])C(=O)O5)C2([H])C([H])([H])C4([H])[H] InChI=1S/C22H28O3/c1-‐20-‐9-‐5-‐15(23)13-‐14(20)3-‐4-‐16-‐17(20)6-‐10-‐21(2)18(16)7-‐11-‐22(21)12-‐8-‐19(24)25-‐22/h3-‐4,13,16-‐18H,5-‐12H2,1-‐2H3/t16?,17?,18?,20-‐,21-‐,22+/m0/s1 UJVLDDZCTMKXJK-‐GMTJQTPWSA-‐N
SINOMENINE 68.4617577 105.4756697 [C@]1(C([H])([H])C2([H])[H])(C([H])([H])C(=O)C(=C3[H])OC([H])([H])[H])[C@@]3([H])[C@]([H])(C([H])([H])c(c([H])c([H])c(OC([H])([H])[H])c4O[H])c14)[NH+]2C([H])([H])[H] InChI=1S/C19H23NO4/c1-‐20-‐7-‐6-‐19-‐10-‐14(21)16(24-‐3)9-‐12(19)13(20)8-‐11-‐4-‐5-‐15(23-‐2)18(22)17(11)19/h4-‐5,9,12-‐13,22H,6-‐8,10H2,1-‐3H3/p+1/t12-‐,13+,19-‐/m1/s1 INYYVPJSBIVGPH-‐QHRIQVFBSA-‐O
SERTRALINE	  HYDROCHLORIDE 72.13012583 66.1638523 c12c(c([H])c([H])c([H])c1[H])[C@@]([H])([N+]([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[C@@]2([H])c3c([H])c([H])c(c(Cl)c3[H])Cl InChI=1S/C17H17Cl2N/c1-‐20-‐17-‐9-‐7-‐12(13-‐4-‐2-‐3-‐5-‐14(13)17)11-‐6-‐8-‐15(18)16(19)10-‐11/h2-‐6,8,10,12,17,20H,7,9H2,1H3/p+1/t12-‐,17-‐/m0/s1 VGKDLMBJGBXTGI-‐SJCJKPOMSA-‐O
BENZANTHRONE 69.73962768 127.3093372 C1(=O)c(c([H])c([H])c([H])c2[H])c2c3c(c(c([H])c([H])c4[H])c([H])c([H])c3[H])c14 InChI=1S/C17H10O/c18-‐17-‐14-‐8-‐2-‐1-‐7-‐12(14)13-‐9-‐3-‐5-‐11-‐6-‐4-‐10-‐15(17)16(11)13/h1-‐10H HUKPVYBUJRAUAG-‐UHFFFAOYSA-‐N
OXAPROZIN 71.47466666 322.5412064 c1(c2c([H])c([H])c([H])c([H])c2[H])nc(oc1c3c([H])c([H])c([H])c([H])c3[H])C([H])([H])C([H])([H])C([O-‐])=O InChI=1S/C18H15NO3/c20-‐16(21)12-‐11-‐15-‐19-‐17(13-‐7-‐3-‐1-‐4-‐8-‐13)18(22-‐15)14-‐9-‐5-‐2-‐6-‐10-‐14/h1-‐10H,11-‐12H2,(H,20,21)/p-‐1 OFPXSFXSNFPTHF-‐UHFFFAOYSA-‐M
CROTAMITON 72.94531875 71.82789447 N(C([H])([H])C([H])([H])[H])(c1c([H])c([H])c([H])c([H])c1C([H])([H])[H])C(=O)\C([H])=C([H])\C([H])([H])[H] InChI=1S/C13H17NO/c1-‐4-‐8-‐13(15)14(5-‐2)12-‐10-‐7-‐6-‐9-‐11(12)3/h4,6-‐10H,5H2,1-‐3H3/b8-‐4+ DNTGGZPQPQTDQF-‐XBXARRHUSA-‐N

TELITHROMYCIN 60.09501418 62.01396002

[C@@](C([H])([H])[H])(C([H])(C([H])([H])C([H])([H])[H])OC(=O)[C@-‐
](C([H])([H])[H])C(=O)[C@]([H])(C([H])([H])[H])[C@]([H])([C@](C([H])([H])[H])(OC([H])([H])[H])C([H])([H])[C@@]([H])(C([H])([H])[H])C(=O)[C@]1([H])C([H])([H])[H])OC2([H])O[C@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])[C@@]2([H])O[H])(O3)[C@]1([H])N(C3=O)C([
H])([H])C([H])([H])C([H])([H])C([H])([H])n(c4[H])c([H])c(n4)c(c([H])c([H])c([H])n5)c5[H]

InChI=1S/C43H64N5O10/c1-‐12-‐33-‐43(8)37(48(41(53)58-‐43)19-‐14-‐13-‐18-‐47-‐23-‐31(45-‐24-‐47)30-‐16-‐15-‐17-‐44-‐22-‐30)27(4)34(49)25(2)21-‐42(7,54-‐11)38(28(5)35(50)29(6)39(52)56-‐33)57-‐40-‐36(51)32(46(9)10)20-‐26(3)55-‐40/h15-‐17,22-‐28,32-‐33,36-‐38,40,51H,12-‐14,18-‐21H2,1-‐11H3/q-‐1/p+1/t25-‐,26-‐
,27+,28+,32+,33?,36-‐,37-‐,38-‐,40?,42-‐,43+/m1/s1 AVHCOOLVJQAQBG-‐RMWNIPEMSA-‐O 5.23 5.46

ACETYLTRYPTOPHANAMIDE 60.37592525 85.1561521 c(C([H])([H])[C@]([H])(N([H])C(C([H])([H])[H])=O)C(N([H])[H])=O)(c1c(n2[H])c([H])c([H])c([H])c1[H])c2[H] InChI=1S/C13H15N3O2/c1-‐8(17)16-‐12(13(14)18)6-‐9-‐7-‐15-‐11-‐5-‐3-‐2-‐4-‐10(9)11/h2-‐5,7,12,15H,6H2,1H3,(H2,14,18)(H,16,17)/t12-‐/m0/s1 HNGIZKAMDMBRKJ-‐LBPRGKRZSA-‐N
CATECHIN	  PENTABENZOATE 118.6424404 113.246253 O1[C@]([H])(c(c([H])c([H])c(c2OC(c3c([H])c([H])c([H])c([H])c3[H])=O)OC(c4c([H])c([H])c([H])c([H])c4[H])=O)c2[H])[C@@]([H])(OC(c5c([H])c([H])c([H])c([H])c5[H])=O)C([H])([H])c6c1c([H])c(OC(c7c([H])c([H])c([H])c([H])c7[H])=O)c([H])c6OC(c8c([H])c([H])c([H])c([H])c8[H])=O InChI=1S/C50H34O11/c51-‐46(32-‐16-‐6-‐1-‐7-‐17-‐32)56-‐38-‐29-‐41-‐39(42(30-‐38)59-‐48(53)34-‐20-‐10-‐3-‐11-‐21-‐34)31-‐44(61-‐50(55)36-‐24-‐14-‐5-‐15-‐25-‐36)45(57-‐41)37-‐26-‐27-‐40(58-‐47(52)33-‐18-‐8-‐2-‐9-‐19-‐33)43(28-‐37)60-‐49(54)35-‐22-‐12-‐4-‐13-‐23-‐35/h1-‐30,44-‐45H,31H2/t44-‐,45+/m0/s1 RFKGHGMSJVVYTB-‐YWPUXERESA-‐N
NEROL 81.72498412 57.98472517 C(/C([H])([H])[H])(\C([H])([H])[H])=C([H])/C([H])([H])C([H])([H])\C(\C([H])([H])[H])=C([H])\C([H])([H])O[H] InChI=1S/C10H18O/c1-‐9(2)5-‐4-‐6-‐10(3)7-‐8-‐11/h5,7,11H,4,6,8H2,1-‐3H3/b10-‐7+ GLZPCOQZEFWAFX-‐JXMROGBWSA-‐N
PACHYRRHIZIN 121.3516639 139.60159 C1(c2c([H])c3c(c([H])c2OC([H])([H])[H])OC([H])([H])O3)=C([H])c(c([H])c(c([H])c([H])o4)c4c5[H])c5OC1=O InChI=1S/C19H12O6/c1-‐21-‐16-‐8-‐18-‐17(23-‐9-‐24-‐18)6-‐12(16)13-‐5-‐11-‐4-‐10-‐2-‐3-‐22-‐14(10)7-‐15(11)25-‐19(13)20/h2-‐8H,9H2,1H3 PENSQRMNZZWMGV-‐UHFFFAOYSA-‐N

STREPTOMYCIN	  SULFATE 109.183021 87.18363685
C1([H])(O[C@]2([H])O[C@@]([H])(C([H])([H])O[H])[C@@]([H])([C@@]([H])(O[H])[C@]2([H])N([H])C([H])([H])[H])O[H])[C@@]([H])(O[C@@]([H])(C([H])([H])[H])[C@]1(O[H])C([H])=O)O[C@@]3([H])[C@]([H])(O[H])[C@]([H])([C@]([H])(N([H])C(N([H])[H])=[N+]([H])[H])[C@@]([H])(O[H])[C@]3([H])N([H
])C(N([H])[H])=[N+]([H])[H])O[H] InChI=1S/C21H39N7O12/c1-‐5-‐21(36,4-‐30)16(40-‐17-‐9(26-‐2)13(34)10(31)6(3-‐29)38-‐17)18(37-‐5)39-‐15-‐8(28-‐20(24)25)11(32)7(27-‐19(22)23)12(33)14(15)35/h4-‐18,26,29,31-‐36H,3H2,1-‐2H3,(H4,22,23,27)(H4,24,25,28)/p+2/t5-‐,6-‐,7+,8-‐,9-‐,10-‐,11+,12-‐,13-‐,14+,15+,16?,17-‐,18-‐,21+/m0/s1 UCSJYZPVAKXKNQ-‐HUOHZKRVSA-‐P

DELTALINE 103.4502127 88.1140712 [C@@]1([C@@]2([H])O[H])(C3([H])[C@]45C2([H])[C@@](C([H])([H])[NH+]3C([H])([H])C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@]4([H])OC([H])([H])[H])[C@@](OC([H])([H])O1)(C([H])([H])[C@]6([H])OC([H])([H])[H])C([H])([C@]57O[H])[C@]([H])([C@]6([H])C7([H])[H])O[H] InChI=1S/C24H37NO7/c1-‐5-‐25-‐10-‐20(2)7-‐6-‐14(30-‐4)23-‐17(20)18(27)24(19(23)25)22(31-‐11-‐32-‐24)9-‐13(29-‐3)12-‐8-‐21(23,28)16(22)15(12)26/h12-‐19,26-‐28H,5-‐11H2,1-‐4H3/p+1/t12-‐,13+,14+,15+,16?,17?,18+,19?,20+,21+,22-‐,23-‐,24+/m1/s1 IHIZUKZPJAEJDO-‐NNZQLTSJSA-‐O
DAPHNETIN 94.36231125 66.33772568 c12c(c([H])c([H])c([O-‐])c1O[H])C([H])=C([H])C(=O)O2 InChI=1S/C9H6O4/c10-‐6-‐3-‐1-‐5-‐2-‐4-‐7(11)13-‐9(5)8(6)12/h1-‐4,10,12H/p-‐1 ATEFPOUAMCWAQS-‐UHFFFAOYSA-‐M

AMPHOTERICIN	  B 99.53498472 89.0131426

[C@@](O[H])(C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])(O[H])C([H])([H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C1([H])[H])(C([H])([H])[C@]2([H])O[H])OC([H])(C2([H])C([O-‐
])=O)C([H])([H])[C@]([H])(\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@@]([H])(C([H])([H])[H])[C@]([H])(C([H])([H])[H])OC1=O)OC3([H])OC([H])(C([H])([H])[H])C([H])([C@@]([H])([N+]([H])([H])[H])C3([
H])O[H])O[H]

InChI=1S/C47H73NO17/c1-‐27-‐17-‐15-‐13-‐11-‐9-‐7-‐5-‐6-‐8-‐10-‐12-‐14-‐16-‐18-‐34(64-‐46-‐44(58)41(48)43(57)30(4)63-‐46)24-‐38-‐40(45(59)60)37(54)26-‐47(61,65-‐38)25-‐33(51)22-‐36(53)35(52)20-‐19-‐31(49)21-‐32(50)23-‐39(55)62-‐29(3)28(2)42(27)56/h5-‐18,27-‐38,40-‐44,46,49-‐54,56-‐58,61H,19-‐26,48H2,1-‐
4H3,(H,59,60)/b6-‐5+,9-‐7+,10-‐8+,13-‐11+,14-‐12+,17-‐15+,18-‐16+/t27-‐,28-‐,29-‐,30?,31?,32?,33?,34-‐,35?,36?,37-‐,38?,40?,41+,42+,43?,44?,46?,47+/m0/s1 APKFDSVGJQXUKY-‐BFZQMCKISA-‐N

OLEANDOMYCIN	  PHOSPHATE 105.7650555 102.8337517
[C@@]1(C([H])([H])[C@]([H])(C([H])([H])[H])[C@]([H])(OC2([H])O[C@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])[C@]2([H])O[H])[C@@]3([H])C([H])([H])[H])(C([H])([H])O1)C(=O)[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@@]([H])(C([H])([H])[H])[C@@]([H])(C([H])
([H])[H])OC(=O)[C@@]([H])(C([H])([H])[H])[C@@]3([H])O[C@@]4([H])C([H])([H])[C@]([H])(OC([H])([H])[H])[C@]([H])([C@]([H])(C([H])([H])[H])O4)O[H]

InChI=1S/C35H61NO12/c1-‐16-‐14-‐35(15-‐43-‐35)32(40)19(4)27(37)18(3)22(7)46-‐33(41)21(6)31(47-‐26-‐13-‐25(42-‐11)28(38)23(8)45-‐26)20(5)30(16)48-‐34-‐29(39)24(36(9)10)12-‐17(2)44-‐34/h16-‐31,34,37-‐39H,12-‐15H2,1-‐11H3/p+1/t16-‐,17+,18-‐,19+,20+,21-‐,22+,23-‐,24-‐,25-‐,26-‐,27-‐,28-‐,29-‐,30-‐,31-‐,34?,35-‐
/m0/s1 RZPAKFUAFGMUPI-‐AUFYPIFTSA-‐O

DIMETHYL	  GAMBOGATE 62.06310926 23.19275306
C(Oc(c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(C2=O)c(c3c1OC(C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])=C3[H])OC([H])([H])[H])(C([H])(C([H])([H])C4([H])C5=O)C(O6)(C([H])([H])[H])C([H])([H])[H])(C2=C4[H])C56C([H])([H])\C([H])=C(\C([H])([H])[H
])/C(OC([H])([H])[H])=O InChI=1S/C40H48O8/c1-‐22(2)12-‐11-‐17-‐38(8)18-‐16-‐27-‐32(46-‐38)26(14-‐13-‐23(3)4)34-‐30(33(27)44-‐9)31(41)28-‐20-‐25-‐21-‐29-‐37(6,7)48-‐39(35(25)42,40(28,29)47-‐34)19-‐15-‐24(5)36(43)45-‐10/h12-‐13,15-‐16,18,20,25,29H,11,14,17,19,21H2,1-‐10H3/b24-‐15-‐ LFSCNWNADRUBLS-‐IWIPYMOSSA-‐N 5.29 5.64

PROCAINE	  HYDROCHLORIDE 104.2332583 104.0673613 C(OC([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(=O)c1c([H])c([H])c(c([H])c1[H])N([H])[H] InChI=1S/C13H20N2O2/c1-‐3-‐15(4-‐2)9-‐10-‐17-‐13(16)11-‐5-‐7-‐12(14)8-‐6-‐11/h5-‐8H,3-‐4,9-‐10,14H2,1-‐2H3/p+1 MFDFERRIHVXMIY-‐UHFFFAOYSA-‐O

LASALOCID	  SODIUM 6.678351297 10.29212398
O1C(C([H])([H])C([H])([H])[H])(C([H])([H])[C@]([H])(C([H])([H])[H])C1([H])[C@@]([H])(C([H])([H])C([H])([H])[H])C(=O)C([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])c2c([H])c([H])c(c(O[H])c2C(=O)[O-‐
])C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@@]([C@]([H])(C([H])([H])[H])O3)(C([H])([H])C([H])([H])[H])O[H] InChI=1S/C34H54O8/c1-‐9-‐25(31-‐21(6)18-‐34(11-‐3,42-‐31)26-‐16-‐17-‐33(40,10-‐2)23(8)41-‐26)30(37)22(7)28(35)19(4)12-‐14-‐24-‐15-‐13-‐20(5)29(36)27(24)32(38)39/h13,15,19,21-‐23,25-‐26,28,31,35-‐36,40H,9-‐12,14,16-‐18H2,1-‐8H3,(H,38,39)/p-‐1/t19-‐,21+,22?,23+,25+,26?,28+,31?,33-‐,34?/m1/s1 BBMULGJBVDDDNI-‐YFGMYPSKSA-‐M 6.11 6.32

PUROMYCIN	  HYDROCHLORIDE 116.607665 95.86072124 n1(c([H])nc2c1nc([H])nc2N(C([H])([H])[H])C([H])([H])[H])C3([H])O[C@@]([H])([C@@]([H])(N([H])C(=O)[C@@]([H])([N+]([H])([H])[H])C([H])([H])c(c([H])c4[H])c([H])c([H])c4OC([H])([H])[H])[C@@]3([H])O[H])C([H])([H])O[H] InChI=1S/C22H29N7O5/c1-‐28(2)19-‐17-‐20(25-‐10-‐24-‐19)29(11-‐26-‐17)22-‐18(31)16(15(9-‐30)34-‐22)27-‐21(32)14(23)8-‐12-‐4-‐6-‐13(33-‐3)7-‐5-‐12/h4-‐7,10-‐11,14-‐16,18,22,30-‐31H,8-‐9,23H2,1-‐3H3,(H,27,32)/p+1/t14-‐,15+,16+,18+,22?/m0/s1 RXWNCPJZOCPEPQ-‐DYKMBDCPSA-‐O
CINCHONINE 105.2735087 122.2683299 [NH+]12C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@]1([H])[C@]([H])(O[H])c3c([H])c([H])nc(c([H])c([H])c([H])c4[H])c34)[C@@]([H])(C([H])=C([H])[H])C2([H])[H] InChI=1S/C19H22N2O/c1-‐2-‐13-‐12-‐21-‐10-‐8-‐14(13)11-‐18(21)19(22)16-‐7-‐9-‐20-‐17-‐6-‐4-‐3-‐5-‐15(16)17/h2-‐7,9,13-‐14,18-‐19,22H,1,8,10-‐12H2/p+1/t13-‐,14-‐,18+,19+/m0/s1 KMPWYEUPVWOPIM-‐YXUGBTPSSA-‐O
KUHLMANNIN 118.4195296 128.1541112 c1(OC(=O)C([H])=C2c3c([H])c([H])c([H])c([H])c3[H])c2c([H])c(O[H])c(OC([H])([H])[H])c1OC([H])([H])[H] InChI=1S/C17H14O5/c1-‐20-‐16-‐13(18)8-‐12-‐11(10-‐6-‐4-‐3-‐5-‐7-‐10)9-‐14(19)22-‐15(12)17(16)21-‐2/h3-‐9,18H,1-‐2H3 ABUBCBFUQXIEAU-‐UHFFFAOYSA-‐N

OUABAIN 98.1346477 108.0713653
[C@]12(C([H])([H])O[H])[C@](O[H])(C([H])([H])C([H])([H])C([H])(C1([H])[C@]([H])(O[H])C3([H])[H])[C@@]([C@]34C([H])([H])[H])(O[H])C([H])([H])C([H])([H])[C@]4([H])C(C([H])([H])OC5=O)=C5[H])C([H])([H])[C@]([H])(C([H])([H])[C@@]2([H])O[H])O[C@]6([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([
C@@]([H])(O[H])[C@@]6([H])O[H])O[H] InChI=1S/C29H44O12/c1-‐13-‐22(34)23(35)24(36)25(40-‐13)41-‐15-‐8-‐19(32)28(12-‐30)21-‐17(3-‐5-‐27(28,37)9-‐15)29(38)6-‐4-‐16(14-‐7-‐20(33)39-‐11-‐14)26(29,2)10-‐18(21)31/h7,13,15-‐19,21-‐25,30-‐32,34-‐38H,3-‐6,8-‐12H2,1-‐2H3/t13-‐,15-‐,16+,17?,18+,19+,21?,22-‐,23+,24+,25-‐,26+,27-‐,28+,29-‐/m0/s1 LPMXVESGRSUGHW-‐XPXORLBYSA-‐N

PICROTOXININ 101.9298468 102.7082999 [C@]12([C@]3([H])O1)[C@](C([H])([H])[H])([C@]([H])(OC2=O)[C@]([H])(OC4=O)[C@]([H])([C@]45[H])C(C([H])([H])[H])=C([H])[H])[C@]5(C3([H])[H])O[H] InChI=1S/C15H16O6/c1-‐5(2)7-‐8-‐11(16)19-‐9(7)10-‐13(3)14(8,18)4-‐6-‐15(13,21-‐6)12(17)20-‐10/h6-‐10,18H,1,4H2,2-‐3H3/t6-‐,7+,8-‐,9-‐,10-‐,13-‐,14-‐,15+/m1/s1 PIMZUZSSNYHVCU-‐YKWPQBAZSA-‐N

DEFEROXAMINE	  MESYLATE 98.9176933 116.4348201
C(C([H])([H])C([H])([H])C(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[NH+](O[H])C(C([H])([H])[H])=O)=O)(=O)[NH+](C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])N([H])C(C([H])([H])C([H])([H])C(=O)[NH+](C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])O[H]
)=O)O[H] InChI=1S/C25H48N6O8/c1-‐21(32)29(37)18-‐9-‐3-‐6-‐16-‐27-‐22(33)12-‐14-‐25(36)31(39)20-‐10-‐4-‐7-‐17-‐28-‐23(34)11-‐13-‐24(35)30(38)19-‐8-‐2-‐5-‐15-‐26/h37-‐39H,2-‐20,26H2,1H3,(H,27,33)(H,28,34)/p+4 UBQYURCVBFRUQT-‐UHFFFAOYSA-‐R

DERRUSNIN 115.6988749 141.7029081 C1(c2c([H])c([H])c(c3c2[H])OC([H])([H])O3)=C(OC([H])([H])[H])c4c(c([H])c(c([H])c4OC([H])([H])[H])OC([H])([H])[H])OC1=O InChI=1S/C19H16O7/c1-‐21-‐11-‐7-‐14(22-‐2)17-‐15(8-‐11)26-‐19(20)16(18(17)23-‐3)10-‐4-‐5-‐12-‐13(6-‐10)25-‐9-‐24-‐12/h4-‐8H,9H2,1-‐3H3 PZYZNVLXKYMURF-‐UHFFFAOYSA-‐N
SISOMICIN	  SULFATE 103.4273501 99.50927842 [C@@]([H])([C@]([H])(N([H])[H])C([H])([H])[C@@]([H])([C@@]1([H])O[C@]2([H])[C@]([H])([N+]([H])([H])[H])C([H])([H])C([H])=C(C([H])([H])N([H])[H])O2)N([H])[H])(O[C@@]3([H])OC([H])([H])[C@]([C@]([H])([N+]([H])([H])C([H])([H])[H])C3([H])O[H])(C([H])([H])[H])O[H])[C@@]1([H])O[H] InChI=1S/C19H37N5O7/c1-‐19(27)7-‐28-‐18(13(26)16(19)24-‐2)31-‐15-‐11(23)5-‐10(22)14(12(15)25)30-‐17-‐9(21)4-‐3-‐8(6-‐20)29-‐17/h3,9-‐18,24-‐27H,4-‐7,20-‐23H2,1-‐2H3/p+2/t9-‐,10+,11-‐,12+,13?,14-‐,15+,16-‐,17-‐,18-‐,19+/m1/s1 URWAJWIAIPFPJE-‐JYERGDCNSA-‐P
2-‐METHYL	  GRAMINE 80.09030499 39.16695179 c1(C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])c2c(n([H])c1C([H])([H])[H])c([H])c([H])c([H])c2[H] InChI=1S/C12H16N2/c1-‐9-‐11(8-‐14(2)3)10-‐6-‐4-‐5-‐7-‐12(10)13-‐9/h4-‐7,13H,8H2,1-‐3H3/p+1 AJNMXMZCRHTBEH-‐UHFFFAOYSA-‐O
AZELAIC	  ACID 107.2225492 100.4397128 C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([O-‐])=O)([O-‐])=O InChI=1S/C9H16O4/c10-‐8(11)6-‐4-‐2-‐1-‐3-‐5-‐7-‐9(12)13/h1-‐7H2,(H,10,11)(H,12,13)/p-‐2 BDJRBEYXGGNYIS-‐UHFFFAOYSA-‐L
THYMOQUINONE 98.24324527 126.4291487 C1(C([H])(C([H])([H])[H])C([H])([H])[H])=C([H])C(C(C([H])([H])[H])=C([H])C1=O)=O InChI=1S/C10H12O2/c1-‐6(2)8-‐5-‐9(11)7(3)4-‐10(8)12/h4-‐6H,1-‐3H3 KEQHJBNSCLWCAE-‐UHFFFAOYSA-‐N
HESPERIDIN 110.21184 106.1477707 c12c(c([H])c(O[C@]3([H])O[C@]([H])(C([H])([H])O[C@@]4([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(O[H])[C@@]4([H])O[H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])c([H])c1O[H])O[C@@]([H])(C([H])([H])C2=O)c5c([H])c([H])c(c(O[H])c5[H])OC([H])([H])[H] InChI=1S/C28H34O15/c1-‐10-‐21(32)23(34)25(36)27(40-‐10)39-‐9-‐19-‐22(33)24(35)26(37)28(43-‐19)41-‐12-‐6-‐14(30)20-‐15(31)8-‐17(42-‐18(20)7-‐12)11-‐3-‐4-‐16(38-‐2)13(29)5-‐11/h3-‐7,10,17,19,21-‐30,32-‐37H,8-‐9H2,1-‐2H3/t10-‐,17-‐,19+,21-‐,22+,23+,24-‐,25+,26+,27-‐,28+/m0/s1 QUQPHWDTPGMPEX-‐UZRWAPQLSA-‐N
3',4'-‐DIMETHOXYFLAVONE 129.6965294 187.6287294 C1(c2c([H])c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H])=C([H])C(c3c(c([H])c([H])c([H])c3[H])O1)=O InChI=1S/C17H14O4/c1-‐19-‐15-‐8-‐7-‐11(9-‐17(15)20-‐2)16-‐10-‐13(18)12-‐5-‐3-‐4-‐6-‐14(12)21-‐16/h3-‐10H,1-‐2H3 ZGHORMOOTZTQFL-‐UHFFFAOYSA-‐N

VANCOMYCIN	  HYDROCHLORIDE 103.1815766 99.99017707

C([H])([C@]([H])(O[H])c(c([H])c([H])c(c1Cl)Oc2c([H])c(c([H])c(Oc3c([H])c([H])c([C@@]([H])(O[H])[C@@]([H])(C4=O)C([H])([H])C(=O)C([H])(c(c([H])c5[H])c([H])c(c5O[H])c6c(c([H])c(O[H])c([H])c6O[H])[C@@]([H])(N4[H])C([O-‐
])=O)N7[H])c([H])c3Cl)c2O[C@]8([H])OC([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]8([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@]([H])([C@@]9(C([H])([H])[H])[N+]([H])([H])[H])O[H])C9([H])[H])O[H])[C@@]([H])(N%10[H])C7=O)c1[H])(N([H])C(=O)[C@]([H])([N+]([H])([H])C([H])([H])[H
])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N([H])[C@@]([H])(C([H])([H])C(N([H])[H])=O)C%10=O

InChI=1S/C67H76Cl2N8O24/c1-‐24(2)12-‐36(72-‐5)61(90)77-‐52-‐54(85)28-‐8-‐11-‐42(35(69)15-‐28)98-‐44-‐17-‐29-‐16-‐43(57(44)101-‐66-‐58(56(87)55(86)45(23-‐78)99-‐66)100-‐47-‐22-‐67(4,71)59(88)25(3)96-‐47)97-‐41-‐10-‐7-‐27(14-‐34(41)68)53(84)33-‐20-‐40(82)49(74-‐63(92)50(29)75-‐62(91)37(21-‐46(70)83)73-‐
64(52)93)26-‐6-‐9-‐38(80)31(13-‐26)48-‐32(18-‐30(79)19-‐39(48)81)51(65(94)95)76-‐60(33)89/h6-‐11,13-‐19,24-‐25,33,36-‐37,45,47,49-‐56,58-‐59,66,72,78-‐81,84-‐88H,12,20-‐23,71H2,1-‐5H3,(H2,70,83)(H,73,93)(H,74,92)(H,75,91)(H,76,89)(H,77,90)(H,94,95)/p+1/t25-‐,33-‐,36+,37-‐,45?,47-‐
,49?,50+,51+,52?,53+,54+,55+,56-‐,58+,59+,66-‐,67-‐/m0/s1 MKNGLGNDKXRJBQ-‐AKFNIDBMSA-‐O

CINCHONIDINE 111.0634736 86.57728638 [NH+]12C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@@]1([H])[C@]([H])(O[H])c3c([H])c([H])nc(c([H])c([H])c([H])c4[H])c34)[C@@]([H])(C([H])=C([H])[H])C2([H])[H] InChI=1S/C19H22N2O/c1-‐2-‐13-‐12-‐21-‐10-‐8-‐14(13)11-‐18(21)19(22)16-‐7-‐9-‐20-‐17-‐6-‐4-‐3-‐5-‐15(16)17/h2-‐7,9,13-‐14,18-‐19,22H,1,8,10-‐12H2/p+1/t13-‐,14-‐,18-‐,19+/m0/s1 KMPWYEUPVWOPIM-‐KODHJQJWSA-‐O

GENTAMICIN	  SULFATE 104.4390221 92.2853443
[C@@]([H])([C@]([H])(N([H])[H])C([H])([H])[C@@]([H])(C1([H])O[C@]2([H])[C@]([H])([N+]([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])(C([H])([H])[H])[N+]([H])([H])C([H])([H])[H])O2)N([H])[H])(OC3([H])OC([H])([H])[C@]([C@]([H])([N+]([H])([H])C([H])([H])[H])[C@@]3([H])O[H])(C([H])([H])[H])
O[H])[C@@]1([H])O[H] InChI=1S/C21H43N5O7/c1-‐9(25-‐3)13-‐6-‐5-‐10(22)19(31-‐13)32-‐16-‐11(23)7-‐12(24)17(14(16)27)33-‐20-‐15(28)18(26-‐4)21(2,29)8-‐30-‐20/h9-‐20,25-‐29H,5-‐8,22-‐24H2,1-‐4H3/p+3/t9?,10-‐,11+,12-‐,13+,14+,15-‐,16?,17+,18-‐,19-‐,20?,21+/m1/s1 CEAZRRDELHUEMR-‐VVSHQIECSA-‐Q

AVOCADENE 104.2846993 99.02837976 C([H])([H])(C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])=C([H])[H])O[H])C([H])(C([H])([H])O[H])O[H] InChI=1S/C17H34O3/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐16(19)14-‐17(20)15-‐18/h2,16-‐20H,1,3-‐15H2 DFEHQWFIOMAGBM-‐UHFFFAOYSA-‐N
1,2alpha-‐EPOXY-‐7-‐DEACETOXY-‐7-‐OXODIHYDROGEDUNIN 74.75187734 68.02087097 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C([H])([C@@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([C@]([H])(O5)[C@@]45[H])=O)[C@]([H])(c6c([H])c([H])oc6[H])OC7=O)[C@]7([H])O2 InChI=1S/C26H30O7/c1-‐22(2)14-‐10-‐15(27)25(5)13(24(14,4)19-‐16(31-‐19)17(22)28)6-‐8-‐23(3)18(12-‐7-‐9-‐30-‐11-‐12)32-‐21(29)20-‐26(23,25)33-‐20/h7,9,11,13-‐14,16,18-‐20H,6,8,10H2,1-‐5H3/t13?,14?,16-‐,18-‐,19-‐,20+,23-‐,24+,25-‐,26+/m0/s1 QIAYKQSCKSMIJW-‐FAZBILBSSA-‐N

BETULINIC	  ACID 38.61746662 25.94223883
[C@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@@]([H])(O[H])C2(C([H])([H])[H])C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@@]([H])(C1([H])C([H])([H])C4([H])[H])C5([H])[C@@]4(C([H])([H])C([H])([H])[C@@]5([H])C(C([H])([H])[H])=C([H])[H])C(O[H])=
O InChI=1S/C29H46O3/c1-‐17(2)18-‐9-‐15-‐29(25(31)32)16-‐10-‐20-‐19(24(18)29)7-‐8-‐22-‐27(20,5)13-‐11-‐21-‐26(3,4)23(30)12-‐14-‐28(21,22)6/h18-‐24,30H,1,7-‐16H2,2-‐6H3,(H,31,32)/t18-‐,19-‐,20?,21?,22?,23+,24?,27-‐,28-‐,29-‐/m0/s1 KGUHFCVSCDQVEU-‐VXZDKHNRSA-‐N

DERRUBONE 106.9481974 115.1071217 c12c(c([H])c(c(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c1O[H])O[H])OC([H])=C(c(c([H])c([H])c(c34)OC([H])([H])O3)c4[H])C2=O InChI=1S/C21H18O6/c1-‐11(2)3-‐5-‐13-‐15(22)8-‐18-‐19(20(13)23)21(24)14(9-‐25-‐18)12-‐4-‐6-‐16-‐17(7-‐12)27-‐10-‐26-‐16/h3-‐4,6-‐9,22-‐23H,5,10H2,1-‐2H3 FTBGFGQPUMCUSC-‐UHFFFAOYSA-‐N
PIMPINELLIN 103.2101549 104.9246154 c12c(C([H])=C([H])C(=O)O1)c(c(OC([H])([H])[H])c3c2c([H])c([H])o3)OC([H])([H])[H] InChI=1S/C13H10O5/c1-‐15-‐11-‐7-‐3-‐4-‐9(14)18-‐10(7)8-‐5-‐6-‐17-‐12(8)13(11)16-‐2/h3-‐6H,1-‐2H3 BQPRWZCEKZLBHL-‐UHFFFAOYSA-‐N
RAUWOLSCINE	  HYDROCHLORIDE 101.0839289 141.4624587 c12c(C([H])([H])C([H])([H])[NH+](C([H])([H])[C@@]([H])(C([H])([H])C([H])([H])[C@]([H])(O[H])[C@@]3([H])C(OC([H])([H])[H])=O)[C@@]34[H])[C@@]1([H])C4([H])[H])c5c(c([H])c([H])c([H])c5[H])n2[H] InChI=1S/C21H26N2O3/c1-‐26-‐21(25)19-‐15-‐10-‐17-‐20-‐14(13-‐4-‐2-‐3-‐5-‐16(13)22-‐20)8-‐9-‐23(17)11-‐12(15)6-‐7-‐18(19)24/h2-‐5,12,15,17-‐19,22,24H,6-‐11H2,1H3/p+1/t12-‐,15+,17+,18+,19+/m1/s1 BLGXFZZNTVWLAY-‐DIRVCLHFSA-‐O
PAPAVERINE	  HYDROCHLORIDE 113.6869621 266.8933726 c12c(c([H])c([H])nc1C([H])([H])c(c([H])c([H])c(c3OC([H])([H])[H])OC([H])([H])[H])c3[H])c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H] InChI=1S/C20H21NO4/c1-‐22-‐17-‐6-‐5-‐13(10-‐18(17)23-‐2)9-‐16-‐15-‐12-‐20(25-‐4)19(24-‐3)11-‐14(15)7-‐8-‐21-‐16/h5-‐8,10-‐12H,9H2,1-‐4H3 XQYZDYMELSJDRZ-‐UHFFFAOYSA-‐N
BETONICINE 105.250646 89.79721649 [C@@]([H])(C1([H])[H])([C@@]([H])(O[H])C([H])([H])[N+]1(C([H])([H])[H])C([H])([H])[H])C(=O)[O-‐] InChI=1S/C7H13NO3/c1-‐8(2)3-‐5(7(10)11)6(9)4-‐8/h5-‐6,9H,3-‐4H2,1-‐2H3/t5-‐,6+/m1/s1 WTBNMEWVZFFAPJ-‐RITPCOANSA-‐N
PEUCEDANIN 105.2277834 101.2551496 c(C([H])(C([H])([H])[H])C([H])([H])[H])(oc(c1c([H])c(c23)C([H])=C([H])C(=O)O2)c3[H])c1OC([H])([H])[H] InChI=1S/C15H14O4/c1-‐8(2)14-‐15(17-‐3)10-‐6-‐9-‐4-‐5-‐13(16)18-‐11(9)7-‐12(10)19-‐14/h4-‐8H,1-‐3H3 YQBNJPACAUPNLV-‐UHFFFAOYSA-‐N
QUERCETIN 122.6033937 47.09132524 C1([O-‐])=C(c2c([H])c([H])c(c(O[H])c2[H])[O-‐])Oc(c([H])c([O-‐])c([H])c3O[H])c3C1=O InChI=1S/C15H10O7/c16-‐7-‐4-‐10(19)12-‐11(5-‐7)22-‐15(14(21)13(12)20)6-‐1-‐2-‐8(17)9(18)3-‐6/h1-‐5,16-‐19,21H/p-‐3 REFJWTPEDVJJIY-‐UHFFFAOYSA-‐K
YOHIMBINE	  HYDROCHLORIDE 113.3383068 81.2351296 c12c(C([H])([H])C([H])([H])[NH+](C([H])([H])[C@]([H])(C([H])([H])C([H])([H])[C@]([H])(O[H])C3([H])C(OC([H])([H])[H])=O)[C@@]34[H])[C@@]1([H])C4([H])[H])c5c(c([H])c([H])c([H])c5[H])n2[H] InChI=1S/C21H26N2O3/c1-‐26-‐21(25)19-‐15-‐10-‐17-‐20-‐14(13-‐4-‐2-‐3-‐5-‐16(13)22-‐20)8-‐9-‐23(17)11-‐12(15)6-‐7-‐18(19)24/h2-‐5,12,15,17-‐19,22,24H,6-‐11H2,1H3/p+1/t12-‐,15-‐,17-‐,18-‐,19?/m0/s1 BLGXFZZNTVWLAY-‐AMZRAFDVSA-‐O
APIGENIN 134.1604609 84.20415607 c12c(c([H])c([O-‐])c([H])c1O[H])OC(=C([H])C2=O)c3c([H])c([H])c(c([H])c3[H])[O-‐] InChI=1S/C15H10O5/c16-‐9-‐3-‐1-‐8(2-‐4-‐9)13-‐7-‐12(19)15-‐11(18)5-‐10(17)6-‐14(15)20-‐13/h1-‐7,16-‐18H/p-‐2 KZNIFHPLKGYRTM-‐UHFFFAOYSA-‐L
MARMESIN	  ACETATE 88.17796572 70.5194531 O1[C@@]([H])(C([H])([H])c(c([H])c(C([H])=C([H])C(=O)O2)c23)c1c3[H])C(C([H])([H])[H])(C([H])([H])[H])OC(C([H])([H])[H])=O InChI=1S/C16H16O5/c1-‐9(17)21-‐16(2,3)14-‐7-‐11-‐6-‐10-‐4-‐5-‐15(18)20-‐12(10)8-‐13(11)19-‐14/h4-‐6,8,14H,7H2,1-‐3H3/t14-‐/m0/s1 XBEFQTHUADKZEH-‐AWEZNQCLSA-‐N
THEOBROMINE 101.2611144 93.41441071 c12c(n(c([H])n1)C([H])([H])[H])C(N([H])C(=O)N2C([H])([H])[H])=O InChI=1S/C7H8N4O2/c1-‐10-‐3-‐8-‐5-‐4(10)6(12)9-‐7(13)11(5)2/h3H,1-‐2H3,(H,9,12,13) YAPQBXQYLJRXSA-‐UHFFFAOYSA-‐N
DIHYDROSAMIDIN 104.0846511 75.04617303 c12c(c([H])c([H])c(C([H])=C([H])C(=O)O3)c13)OC([C@]([H])(OC(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=O)[C@]2([H])OC(C([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H] InChI=1S/C21H24O7/c1-‐11(2)10-‐16(24)27-‐20-‐19(25-‐12(3)22)17-‐14(28-‐21(20,4)5)8-‐6-‐13-‐7-‐9-‐15(23)26-‐18(13)17/h6-‐9,11,19-‐20H,10H2,1-‐5H3/t19-‐,20-‐/m1/s1 ALKTVPFKDYZFGA-‐WOJBJXKFSA-‐N
TRYPTAMINE 104.0846511 101.0147003 n1([H])c(c([H])c([H])c([H])c2[H])c2c(C([H])([H])C([H])([H])[N+]([H])([H])[H])c1[H] InChI=1S/C10H12N2/c11-‐6-‐5-‐8-‐7-‐12-‐10-‐4-‐2-‐1-‐3-‐9(8)10/h1-‐4,7,12H,5-‐6,11H2/p+1 APJYDQYYACXCRM-‐UHFFFAOYSA-‐O
BETAINE	  HYDROCHLORIDE 113.7041091 82.21783555 C(=O)(C([H])([H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])[O-‐] InChI=1S/C5H11NO2/c1-‐6(2,3)4-‐5(7)8/h4H2,1-‐3H3 KWIUHFFTVRNATP-‐UHFFFAOYSA-‐N
DIOSMIN 93.33920787 67.13225389 c12c(c([H])c(O[C@]3([H])O[C@]([H])(C([H])([H])O[C@@]4([H])O[C@]([H])(C([H])([H])[H])[C@]([H])([C@]([H])(O[H])[C@]4([H])O[H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])c([H])c1O[H])OC(=C([H])C2=O)c5c([H])c([H])c(c(O[H])c5[H])OC([H])([H])[H] InChI=1S/C28H32O15/c1-‐10-‐21(32)23(34)25(36)27(40-‐10)39-‐9-‐19-‐22(33)24(35)26(37)28(43-‐19)41-‐12-‐6-‐14(30)20-‐15(31)8-‐17(42-‐18(20)7-‐12)11-‐3-‐4-‐16(38-‐2)13(29)5-‐11/h3-‐8,10,19,21-‐30,32-‐37H,9H2,1-‐2H3/t10-‐,19-‐,21-‐,22-‐,23+,24+,25+,26-‐,27+,28-‐/m1/s1 GZSOSUNBTXMUFQ-‐IQFYTUTQSA-‐N
ALOIN 66.79567681 48.46084097 c12c(c([H])c(C([H])([H])O[H])c([H])c1O[H])C([H])(O[C@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])c(c4C2=O)c([H])c([H])c([H])c4O[H] InChI=1S/C21H22O10/c22-‐6-‐8-‐4-‐10-‐15(12(25)5-‐8)17(27)14-‐9(2-‐1-‐3-‐11(14)24)20(10)31-‐21-‐19(29)18(28)16(26)13(7-‐23)30-‐21/h1-‐5,13,16,18-‐26,28-‐29H,6-‐7H2/t13-‐,16-‐,18+,19-‐,20?,21+/m1/s1 CPUHNROBVJNNPW-‐MKRNLSBOSA-‐N
SCOPOLETIN 99.94651233 87.30908868 c12c(c([H])c(c([O-‐])c1[H])OC([H])([H])[H])C([H])=C([H])C(=O)O2 InChI=1S/C10H8O4/c1-‐13-‐9-‐4-‐6-‐2-‐3-‐10(12)14-‐8(6)5-‐7(9)11/h2-‐5,11H,1H3/p-‐1 RODXRVNMMDRFIK-‐UHFFFAOYSA-‐M
METHYL	  DEOXYCHOLATE 71.45965643 62.16645258 [C@@]1(C([H])([H])[H])([C@@]([H])(O[H])C2([H])[H])C([H])(C([H])([H])C([H])([H])C1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C(OC([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C25H42O4/c1-‐15(5-‐10-‐23(28)29-‐4)19-‐8-‐9-‐20-‐18-‐7-‐6-‐16-‐13-‐17(26)11-‐12-‐24(16,2)21(18)14-‐22(27)25(19,20)3/h15-‐22,26-‐27H,5-‐14H2,1-‐4H3/t15?,16-‐,17-‐,18?,19?,20?,21?,22+,24+,25-‐/m1/s1 ZHUOOEGSSFNTNP-‐HWAYZWBCSA-‐N
STROPHANTHIDINIC	  ACID	  LACTONE	  ACETATE 85.760241 59.99195433 C1(C([H])([H])C([H])([H])C([H])(C2([H])[H])OC(C([H])([H])[H])=O)(C([H])(C([H])([H])C3([H])[H])C4([H])C(C35C([H])([H])[H])(OC1=O)C([H])([H])C([H])([H])C5([H])C(C([H])([H])OC6=O)=C6[H])[C@]2(O[H])C([H])([H])C4([H])[H] InChI=1S/C25H32O7/c1-‐14(26)31-‐16-‐3-‐9-‐24-‐18-‐4-‐7-‐22(2)17(15-‐11-‐20(27)30-‐13-‐15)6-‐10-‐25(22,32-‐21(24)28)19(18)5-‐8-‐23(24,29)12-‐16/h11,16-‐19,29H,3-‐10,12-‐13H2,1-‐2H3/t16?,17?,18?,19?,22?,23-‐,24?,25?/m0/s1 RPIVIODUUUOQDD-‐XRXSEIPXSA-‐N
METHYL	  ROBUSTONE 107.5197636 133.0467323 c12c(c([H])c(c3c1OC([H])([H])[H])OC(C([H])=C3[H])(C([H])([H])[H])C([H])([H])[H])OC([H])=C(c(c([H])c([H])c(c45)OC([H])([H])O4)c5[H])C2=O InChI=1S/C22H18O6/c1-‐22(2)7-‐6-‐13-‐16(28-‐22)9-‐18-‐19(21(13)24-‐3)20(23)14(10-‐25-‐18)12-‐4-‐5-‐15-‐17(8-‐12)27-‐11-‐26-‐15/h4-‐10H,11H2,1-‐3H3 OKBNMQXBQLZQEM-‐UHFFFAOYSA-‐N

CYCLOSPORINE 4.220616939 4.604974688

N1(C([H])([H])[H])C([H])(C([H])(O[H])C([H])(C([H])([H])[H])C([H])([H])\C([H])=C([H])\C([H])([H])[H])C(=O)N([H])C([H])(C([H])([H])C([H])([H])[H])C(=O)N(C([H])([H])[H])C([H])([H])C(=O)N(C([H])([H])[H])C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N([H])C([H])(C([H])(C([H])([H])[H])C([H])([H])[
H])C(=O)N(C([H])([H])[H])C([H])(C(=O)N([H])C([H])(C([H])([H])[H])C(=O)N([H])C([H])(C([H])([H])[H])C(=O)N(C([H])([H])[H])C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N(C([H])([H])[H])C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N(C([H])([H])[H])C([H])(C([H])(C([H])([H])[H])C
([H])([H])[H])C1=O)C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H]

InChI=1S/C62H111N11O12/c1-‐25-‐27-‐28-‐40(15)52(75)51-‐56(79)65-‐43(26-‐2)58(81)67(18)33-‐48(74)68(19)44(29-‐34(3)4)55(78)66-‐49(38(11)12)61(84)69(20)45(30-‐35(5)6)54(77)63-‐41(16)53(76)64-‐42(17)57(80)70(21)46(31-‐36(7)8)59(82)71(22)47(32-‐
37(9)10)60(83)72(23)50(39(13)14)62(85)73(51)24/h25,27,34-‐47,49-‐52,75H,26,28-‐33H2,1-‐24H3,(H,63,77)(H,64,76)(H,65,79)(H,66,78)/b27-‐25+ PMATZTZNYRCHOR-‐IMVLJIQESA-‐N

METHYLCHROMONE 92.2132226 91.87762588 C1(=O)C(C([H])([H])[H])=C([H])Oc(c([H])c([H])c([H])c2[H])c12 InChI=1S/C10H8O2/c1-‐7-‐6-‐12-‐9-‐5-‐3-‐2-‐4-‐8(9)10(7)11/h2-‐6H,1H3 ABJKIHHNDMEBNA-‐UHFFFAOYSA-‐N
ASCORBIC	  ACID 96.05414699 84.22506471 C1([O-‐])=C(O[H])[C@]([H])(OC1=O)C([H])(C([H])([H])O[H])O[H] InChI=1S/C6H8O6/c7-‐1-‐2(8)5-‐3(9)4(10)6(11)12-‐5/h2,5,7-‐10H,1H2/p-‐1/t2?,5-‐/m1/s1 CIWBSHSKHKDKBQ-‐DOAHDZERSA-‐M
ARCAINE	  SULFATE 96.72287936 78.37064632 C(N([H])[H])(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])N([H])C(N([H])[H])=[N+]([H])[H])=[N+]([H])[H] InChI=1S/C6H16N6/c7-‐5(8)11-‐3-‐1-‐2-‐4-‐12-‐6(9)10/h1-‐4H2,(H4,7,8,11)(H4,9,10,12)/p+2 HGMDNMBBCKDWTQ-‐UHFFFAOYSA-‐P
LEOIDIN 14.63455182 7.803996162 c1(c(C([H])([H])[H])c(Cl)c(c2Cl)[O-‐])c2Oc(c(c(C([H])([H])[H])c(c3C(OC([H])([H])[H])=O)O[H])OC1=O)c3C([H])([H])[H] InChI=1S/C18H14Cl2O7/c1-‐5-‐9-‐16(11(20)13(22)10(5)19)26-‐14-‐6(2)8(17(23)25-‐4)12(21)7(3)15(14)27-‐18(9)24/h21-‐22H,1-‐4H3/p-‐1 RCLFRVZNHRFQGE-‐UHFFFAOYSA-‐M 5.62 6.84
BILIRUBIN 32.05017179 15.28928824 C(=C([H])\c(c(C([H])([H])[H])c(c1C([H])([H])c(c(C([H])([H])C([H])([H])C([O-‐])=O)c(c2\C([H])=C(\C(C([H])([H])[H])=C(C3=O)C([H])=C([H])[H])/N3[H])C([H])([H])[H])n2[H])C([H])([H])C([H])([H])C([O-‐])=O)n1[H])(/C(C([H])=C([H])[H])=C(C4=O)C([H])([H])[H])\N4[H] InChI=1S/C33H36N4O6/c1-‐7-‐20-‐19(6)32(42)37-‐27(20)14-‐25-‐18(5)23(10-‐12-‐31(40)41)29(35-‐25)15-‐28-‐22(9-‐11-‐30(38)39)17(4)24(34-‐28)13-‐26-‐16(3)21(8-‐2)33(43)36-‐26/h7-‐8,13-‐14,34-‐35H,1-‐2,9-‐12,15H2,3-‐6H3,(H,36,43)(H,37,42)(H,38,39)(H,40,41)/p-‐2/b26-‐13-‐,27-‐14-‐ BPYKTIZUTYGOLE-‐IFADSCNNSA-‐L 5.47 5.88
PELLETIERINE	  HYDROCHLORIDE 95.0196123 75.95569874 [N+]1([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])C([H])([H])C(C([H])([H])[H])=O InChI=1S/C8H15NO/c1-‐7(10)6-‐8-‐4-‐2-‐3-‐5-‐9-‐8/h8-‐9H,2-‐6H2,1H3/p+1 JEIZLWNUBXHADF-‐UHFFFAOYSA-‐O
BOLDINE 100.1008352 47.94857936 c(c(C([H])([H])C([H])([H])N1C([H])([H])[H])c([H])c(c2OC([H])([H])[H])O[H])(C1([H])C([H])([H])c(c34)c([H])c(c(OC([H])([H])[H])c3[H])O[H])c24 InChI=1S/C19H21NO4/c1-‐20-‐5-‐4-‐10-‐7-‐15(22)19(24-‐3)18-‐12-‐9-‐16(23-‐2)14(21)8-‐11(12)6-‐13(20)17(10)18/h7-‐9,13,21-‐22H,4-‐6H2,1-‐3H3 LZJRNLRASBVRRX-‐UHFFFAOYSA-‐N
GANGALEOIDIN 15.00606981 4.09271308 c1(c(C([H])([H])[H])c(Cl)c(c2Cl)[O-‐])c2Oc(c(c([H])c(c3C(OC([H])([H])[H])=O)OC([H])([H])[H])OC1=O)c3C([H])([H])[H] InChI=1S/C18H14Cl2O7/c1-‐6-‐11-‐16(13(20)14(21)12(6)19)27-‐15-‐7(2)10(17(22)25-‐4)8(24-‐3)5-‐9(15)26-‐18(11)23/h5,21H,1-‐4H3/p-‐1 RPHAAJGBADUATP-‐UHFFFAOYSA-‐M 5.58 6.99

NYSTATIN 76.20365531 49.23446055

[C@]1(O[H])(C([H])([H])C2([H])O[H])OC([H])(C2([H])C([O-‐
])=O)C([H])([H])C([H])(\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])([H])C([H])([H])\C([H])=C([H])\C([H])=C([H])\[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])C([H])(C([H])([H])[H])[C@]([H])(C([H])([H])[H])OC(=O)C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])
([H])C([H])([H])C([H])(O[H])C([H])(O[H])C1([H])[H])OC3([H])O[C@]([H])(C([H])([H])[H])[C@]([H])([C@]([H])([N+]([H])([H])[H])[C@]3([H])O[H])O[H]

InChI=1S/C47H75NO17/c1-‐27-‐17-‐15-‐13-‐11-‐9-‐7-‐5-‐6-‐8-‐10-‐12-‐14-‐16-‐18-‐34(64-‐46-‐44(58)41(48)43(57)30(4)63-‐46)24-‐38-‐40(45(59)60)37(54)26-‐47(61,65-‐38)25-‐36(53)35(52)20-‐19-‐31(49)21-‐32(50)22-‐33(51)23-‐39(55)62-‐29(3)28(2)42(27)56/h5-‐6,8,10-‐18,27-‐38,40-‐44,46,49-‐54,56-‐58,61H,7,9,19-‐
26,48H2,1-‐4H3,(H,59,60)/b6-‐5+,10-‐8+,13-‐11+,14-‐12+,17-‐15+,18-‐16+/t27-‐,28?,29-‐,30+,31?,32?,33?,34?,35?,36?,37?,38?,40?,41-‐,42+,43+,44-‐,46?,47+/m0/s1 VQOXZBDYSJBXMA-‐VNGPISPUSA-‐N

2-‐ISOPROPYL-‐3-‐METHOXYCINNAMIC	  ACID 87.9150453 137.5734522 C([H])(/c1c([H])c([H])c([H])c(OC([H])([H])[H])c1C([H])(C([H])([H])[H])C([H])([H])[H])=C([H])\C([O-‐])=O InChI=1S/C13H16O3/c1-‐9(2)13-‐10(7-‐8-‐12(14)15)5-‐4-‐6-‐11(13)16-‐3/h4-‐9H,1-‐3H3,(H,14,15)/p-‐1/b8-‐7+ QWXXXRFASGFHKU-‐BQYQJAHWSA-‐M
DIOSGENIN 85.34871338 85.54230884 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])(C1([H])[C@]3([H])C([H])([H])[H])O[C@]34C([H])([H])C([H])([H])[C@]([H])(C([H])([H])O4)C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])=C(C([H])([H])[C@@]([H])(O[H])C([H])([H])C6([H])[H])[C@@]56C([H])([H])[H] InChI=1S/C27H42O3/c1-‐16-‐7-‐12-‐27(29-‐15-‐16)17(2)24-‐23(30-‐27)14-‐22-‐20-‐6-‐5-‐18-‐13-‐19(28)8-‐10-‐25(18,3)21(20)9-‐11-‐26(22,24)4/h5,16-‐17,19-‐24,28H,6-‐15H2,1-‐4H3/t16-‐,17+,19+,20?,21?,22?,23?,24?,25+,26+,27-‐/m1/s1 WQLVFSAGQJTQCK-‐IIVSHGRXSA-‐N
14-‐METHOXY-‐4,4-‐BISNOR-‐4,8,11,13-‐PODOCARPATETRAEN-‐3-‐ONE 94.93959304 143.0515151 [C@]12(C([H])([H])[H])C(C([H])([H])C([H])([H])c3c1c([H])c([H])c([H])c3OC([H])([H])[H])=C([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C16H18O2/c1-‐16-‐9-‐8-‐12(17)10-‐11(16)6-‐7-‐13-‐14(16)4-‐3-‐5-‐15(13)18-‐2/h3-‐5,10H,6-‐9H2,1-‐2H3/t16-‐/m0/s1 VSZUGNOVOOTAQU-‐INIZCTEOSA-‐N
1,7-‐DIDEACETOXY-‐1,7-‐DIOXO-‐3-‐DEACETYLKHIVORIN 61.4515335 33.49025682 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C([H])([C@@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])[C@@]([H])(C([H])([H])C4=O)O[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C26H32O7/c1-‐22(2)15-‐10-‐18(29)25(5)14(24(15,4)17(28)11-‐16(22)27)6-‐8-‐23(3)19(13-‐7-‐9-‐31-‐12-‐13)32-‐21(30)20-‐26(23,25)33-‐20/h7,9,12,14-‐16,19-‐20,27H,6,8,10-‐11H2,1-‐5H3/t14?,15?,16-‐,19+,20-‐,23+,24-‐,25+,26-‐/m1/s1 BSZLLSHGSWKZRE-‐IYLQSFRJSA-‐N
ALLOPREGNANOLONE 89.68118464 41.49826482 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])[C@@]([H])(C([H])([H])C([H])([H])C1([H])C(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C21H34O2/c1-‐13(22)17-‐6-‐7-‐18-‐16-‐5-‐4-‐14-‐12-‐15(23)8-‐10-‐20(14,2)19(16)9-‐11-‐21(17,18)3/h14-‐19,23H,4-‐12H2,1-‐3H3/t14-‐,15+,16?,17?,18-‐,19?,20-‐,21+/m0/s1 AURFZBICLPNKBZ-‐MHPDUSGUSA-‐N
ALLANTOIN 86.16605295 67.40406617 N([H])(C(=O)C([H])(N1[H])N([H])C(N([H])[H])=O)C1=O InChI=1S/C4H6N4O3/c5-‐3(10)6-‐1-‐2(9)8-‐4(11)7-‐1/h1H,(H3,5,6,10)(H2,7,8,9,11) POJWUDADGALRAB-‐UHFFFAOYSA-‐N
DEOXYGEDUNIN 22.73364388 8.692613238 C1(=C([H])C(=O)O[C@]2([H])c3c([H])c([H])oc3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C5([H])[C@@]4(C([H])([H])[H])C([H])=C([H])C(=O)C5(C([H])([H])[H])C([H])([H])[H] InChI=1S/C28H34O6/c1-‐16(29)33-‐22-‐13-‐19-‐25(2,3)21(30)8-‐11-‐26(19,4)18-‐7-‐10-‐27(5)20(28(18,22)6)14-‐23(31)34-‐24(27)17-‐9-‐12-‐32-‐15-‐17/h8-‐9,11-‐12,14-‐15,18-‐19,22,24H,7,10,13H2,1-‐6H3/t18?,19?,22-‐,24-‐,26+,27+,28+/m1/s1 VOUDTVRGPAGHGA-‐ZSGODOQRSA-‐N 5.42 5.82
MORIN 45.36766261 24.16500468 C(c1c([H])c([H])c(c([H])c1O[H])[O-‐])(Oc(c([H])c([O-‐])c([H])c2O[H])c2C3=O)=C3[O-‐] InChI=1S/C15H10O7/c16-‐6-‐1-‐2-‐8(9(18)3-‐6)15-‐14(21)13(20)12-‐10(19)4-‐7(17)5-‐11(12)22-‐15/h1-‐5,16-‐19,21H/p-‐3 YXOLAZRVSSWPPT-‐UHFFFAOYSA-‐K
LITHOCHOLIC	  ACID 60.20551934 6.612203848 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H40O3/c1-‐15(4-‐9-‐22(26)27)19-‐7-‐8-‐20-‐18-‐6-‐5-‐16-‐14-‐17(25)10-‐12-‐23(16,2)21(18)11-‐13-‐24(19,20)3/h15-‐21,25H,4-‐14H2,1-‐3H3,(H,26,27)/p-‐1/t15?,16-‐,17-‐,18?,19-‐,20?,21?,23+,24-‐/m1/s1 SMEROWZSTRWXGI-‐IENBECQSSA-‐M



FERULIC	  ACID 82.81095977 60.24285797 C([O-‐])(=O)\C([H])=C([H])\c(c([H])c([H])c(c1OC([H])([H])[H])O[H])c1[H] InChI=1S/C10H10O4/c1-‐14-‐9-‐6-‐7(2-‐4-‐8(9)11)3-‐5-‐10(12)13/h2-‐6,11H,1H3,(H,12,13)/p-‐1/b5-‐3+ KSEBMYQBYZTDHS-‐HWKANZROSA-‐M
PIPENZOLATE	  BROMIDE 86.00601443 70.98989743 C(=O)(OC([H])(C([H])([H])C([H])([H])C([H])([H])[N+]1(C([H])([H])[H])C([H])([H])C([H])([H])[H])C1([H])[H])C(O[H])(c2c([H])c([H])c([H])c([H])c2[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C22H28NO3/c1-‐3-‐23(2)16-‐10-‐15-‐20(17-‐23)26-‐21(24)22(25,18-‐11-‐6-‐4-‐7-‐12-‐18)19-‐13-‐8-‐5-‐9-‐14-‐19/h4-‐9,11-‐14,20,25H,3,10,15-‐17H2,1-‐2H3/q+1 WPUKUEMZZRVAKZ-‐UHFFFAOYSA-‐N
GLUTATHIONE 87.82359472 67.16361685 [C@@]([H])(C([H])([H])S[H])(N([H])C(C([H])([H])C([H])([H])[C@]([H])([N+]([H])([H])[H])C([O-‐])=O)=O)C(=O)N([H])C([H])([H])C([O-‐])=O InChI=1S/C10H17N3O6S/c11-‐5(10(18)19)1-‐2-‐7(14)13-‐6(4-‐20)9(17)12-‐3-‐8(15)16/h5-‐6,20H,1-‐4,11H2,(H,12,17)(H,13,14)(H,15,16)(H,18,19)/p-‐1/t5-‐,6-‐/m0/s1 RWSXRVCMGQZWBV-‐WDSKDSINSA-‐M
ABIETIC	  ACID 33.77058584 7.364914783 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])[C@]2(C([H])([H])[H])C(O[H])=O)C2([H])C([H])([H])C([H])=C3C1([H])C([H])([H])C([H])([H])C(=C3[H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C20H30O2/c1-‐13(2)14-‐6-‐8-‐16-‐15(12-‐14)7-‐9-‐17-‐19(16,3)10-‐5-‐11-‐20(17,4)18(21)22/h7,12-‐13,16-‐17H,5-‐6,8-‐11H2,1-‐4H3,(H,21,22)/t16?,17?,19-‐,20+/m1/s1 RSWGJHLUYNHPMX-‐TZJYRCSTSA-‐N 5.28 5.57
SODIUM	  SALICYLATE 80.8276253 55.27705666 c1(c([H])c([H])c([H])c([H])c1O[H])C(=O)[O-‐] InChI=1S/C7H6O3/c8-‐6-‐4-‐2-‐1-‐3-‐5(6)7(9)10/h1-‐4,8H,(H,9,10)/p-‐1 YGSDEFSMJLZEOE-‐UHFFFAOYSA-‐M
HOMOPTEROCARPIN 109.3267204 350.2554619 [C@@]12([H])[C@@]([H])(C([H])([H])Oc(c([H])c(OC([H])([H])[H])c([H])c3[H])c13)c(c4O2)c([H])c([H])c(OC([H])([H])[H])c4[H] InChI=1S/C17H16O4/c1-‐18-‐10-‐4-‐6-‐13-‐15(7-‐10)20-‐9-‐14-‐12-‐5-‐3-‐11(19-‐2)8-‐16(12)21-‐17(13)14/h3-‐8,14,17H,9H2,1-‐2H3/t14-‐,17-‐/m0/s1 VPGIGLKLCFOWDN-‐YOEHRIQHSA-‐N
O-‐BENZYL-‐l-‐SERINE 108.6177476 116.6691778 C([O-‐])(=O)C([H])(C([H])([H])OC([H])([H])c1c([H])c([H])c([H])c([H])c1[H])[N+]([H])([H])[H] InChI=1S/C10H13NO3/c11-‐9(10(12)13)7-‐14-‐6-‐8-‐4-‐2-‐1-‐3-‐5-‐8/h1-‐5,9H,6-‐7,11H2,(H,12,13) IDGQXGPQOGUGIX-‐UHFFFAOYSA-‐N
DIURON 99.00474553 105.4149748 C(=O)(N(C([H])([H])[H])C([H])([H])[H])N([H])c(c([H])c([H])c(c1Cl)Cl)c1[H] InChI=1S/C9H10Cl2N2O/c1-‐13(2)9(14)12-‐6-‐3-‐4-‐7(10)8(11)5-‐6/h3-‐5H,1-‐2H3,(H,12,14) XMTQQYYKAHVGBJ-‐UHFFFAOYSA-‐N
ACETYLPHENYLALANINE 112.4863947 114.2277332 C([H])(C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])(N([H])C(C([H])([H])[H])=O)C([O-‐])=O InChI=1S/C11H13NO3/c1-‐8(13)12-‐10(11(14)15)7-‐9-‐5-‐3-‐2-‐4-‐6-‐9/h2-‐6,10H,7H2,1H3,(H,12,13)(H,14,15)/p-‐1 CBQJSKKFNMDLON-‐UHFFFAOYSA-‐M
LIDOCAINE	  HYDROCHLORIDE 97.80451589 110.9296414 c1(c(C([H])([H])[H])c([H])c([H])c([H])c1C([H])([H])[H])N([H])C(C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=O InChI=1S/C14H22N2O/c1-‐5-‐16(6-‐2)10-‐13(17)15-‐14-‐11(3)8-‐7-‐9-‐12(14)4/h7-‐9H,5-‐6,10H2,1-‐4H3,(H,15,17)/p+1 NNJVILVZKWQKPM-‐UHFFFAOYSA-‐O
TIMOLOL	  MALEATE 102.1700023 113.253297 c1(N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])O2)nsnc1OC([H])([H])[C@]([H])(O[H])C([H])([H])[N+]([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C13H24N4O3S/c1-‐13(2,3)14-‐8-‐10(18)9-‐20-‐12-‐11(15-‐21-‐16-‐12)17-‐4-‐6-‐19-‐7-‐5-‐17/h10,14,18H,4-‐9H2,1-‐3H3/p+1/t10-‐/m1/s1 BLJRIMJGRPQVNF-‐SNVBAGLBSA-‐O
ALANYL-‐dl-‐LEUCINE 98.55256599 111.6470834 C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])(N([H])C(=O)C([H])([H])C([H])([H])[N+]([H])([H])[H])C([O-‐])=O InChI=1S/C9H18N2O3/c1-‐6(2)5-‐7(9(13)14)11-‐8(12)3-‐4-‐10/h6-‐7H,3-‐5,10H2,1-‐2H3,(H,11,12)(H,13,14) YVFFCSSMTOXAQS-‐UHFFFAOYSA-‐N
ACETYL	  TYROSINE	  ETHYL	  ESTER 103.4930461 118.4574289 C([H])(C([H])([H])c(c([H])c1[H])c([H])c([H])c1O[H])(N([H])C(C([H])([H])[H])=O)C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C13H17NO4/c1-‐3-‐18-‐13(17)12(14-‐9(2)15)8-‐10-‐4-‐6-‐11(16)7-‐5-‐10/h4-‐7,12,16H,3,8H2,1-‐2H3,(H,14,15) SKAWDTAMLOJQNK-‐UHFFFAOYSA-‐N
SULINDAC 88.54879153 240.6260323 C(=C([H])/c(c([H])c1[H])c([H])c([H])c1S(C([H])([H])[H])=O)(/c2c3c([H])c(F)c([H])c2[H])\C(C([H])([H])[H])=C3C([H])([H])C([O-‐])=O InChI=1S/C20H17FO3S/c1-‐12-‐17(9-‐13-‐3-‐6-‐15(7-‐4-‐13)25(2)24)16-‐8-‐5-‐14(21)10-‐19(16)18(12)11-‐20(22)23/h3-‐10H,11H2,1-‐2H3,(H,22,23)/p-‐1/b17-‐9-‐ MLKXDPUZXIRXEP-‐MFOYZWKCSA-‐M
5,7-‐DIHYDROXY-‐4-‐METHYLCOUMARIN 106.6862152 79.94042777 C1(C([H])([H])[H])=C([H])C(=O)Oc(c([H])c(O[H])c([H])c2[O-‐])c12 InChI=1S/C10H8O4/c1-‐5-‐2-‐9(13)14-‐8-‐4-‐6(11)3-‐7(12)10(5)8/h2-‐4,11-‐12H,1H3/p-‐1 QNVWGEJMXOQQPM-‐UHFFFAOYSA-‐M
ISOTECTORIGENIN	  TRIMETHYL	  ETHER 118.16376 133.4594636 c12c(c(c(OC([H])([H])[H])c([H])c1OC([H])([H])[H])OC([H])([H])[H])OC([H])=C(c3c([H])c([H])c(c([H])c3[H])OC([H])([H])[H])C2=O InChI=1S/C19H18O6/c1-‐21-‐12-‐7-‐5-‐11(6-‐8-‐12)13-‐10-‐25-‐19-‐16(17(13)20)14(22-‐2)9-‐15(23-‐3)18(19)24-‐4/h5-‐10H,1-‐4H3 KCISFICQVCMQEX-‐UHFFFAOYSA-‐N
VERATRIC	  ACID 106.9430085 111.2830084 C([O-‐])(=O)c1c([H])c([H])c(c(OC([H])([H])[H])c1[H])OC([H])([H])[H] InChI=1S/C9H10O4/c1-‐12-‐7-‐4-‐3-‐6(9(10)11)5-‐8(7)13-‐2/h3-‐5H,1-‐2H3,(H,10,11)/p-‐1 DAUAQNGYDSHRET-‐UHFFFAOYSA-‐M
CHRYSIN	  DIMETHYL	  ETHER 103.0855263 112.1182394 c12c(c([H])c(OC([H])([H])[H])c([H])c1OC([H])([H])[H])OC(=C([H])C2=O)c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C17H14O4/c1-‐19-‐12-‐8-‐15(20-‐2)17-‐13(18)10-‐14(21-‐16(17)9-‐12)11-‐6-‐4-‐3-‐5-‐7-‐11/h3-‐10H,1-‐2H3 JRFZSUMZAUHNSL-‐UHFFFAOYSA-‐N
NIMESULIDE 58.25834496 82.47824519 S(C([H])([H])[H])(=O)(=O)[N-‐]c1c([H])c([H])c(c([H])c1Oc2c([H])c([H])c([H])c([H])c2[H])[N+](=O)[O-‐] InChI=1S/C13H11N2O5S/c1-‐21(18,19)14-‐12-‐8-‐7-‐10(15(16)17)9-‐13(12)20-‐11-‐5-‐3-‐2-‐4-‐6-‐11/h2-‐9H,1H3/q-‐1 URUKTPNBZFMDJW-‐UHFFFAOYSA-‐N
BROMO-‐3-‐HYDROXY-‐4-‐(SUCCIN-‐2-‐YL)-‐CARYOLANE	  gamma-‐LACTONE 50.10236589 26.82829937 [C@]12(C([H])([H])[C@](C([H])([H])Br)(C([H])([H])C([H])([H])C([H])(C3(C([H])([H])[H])C([H])([H])[H])C1([H])C3([H])[H])C([H])([H])C4([H])[H])C4([H])C([H])(C(=O)O2)C([H])([H])C([O-‐])=O InChI=1S/C19H27BrO4/c1-‐17(2)8-‐14-‐13(17)4-‐6-‐18(10-‐20)5-‐3-‐12-‐11(7-‐15(21)22)16(23)24-‐19(12,14)9-‐18/h11-‐14H,3-‐10H2,1-‐2H3,(H,21,22)/p-‐1/t11?,12?,13?,14?,18-‐,19+/m1/s1 CWCXONZIEDNVKI-‐PQBTTZHESA-‐M
ENDOSULFAN 117.8120648 111.6363754 C12(Cl)C(Cl)(Cl)C(C(Cl)=C1Cl)(C([H])(C([H])([H])OS3=O)C2([H])C([H])([H])O3)Cl InChI=1S/C9H6Cl6O3S/c10-‐5-‐6(11)8(13)4-‐2-‐18-‐19(16)17-‐1-‐3(4)7(5,12)9(8,14)15/h3-‐4H,1-‐2H2 RDYMFSUJUZBWLH-‐UHFFFAOYSA-‐N
STROBANE 105.4245785 106.0574603 C1(Cl)(C2([H])Cl)C(C2(Cl)C([H])(C([H])(Cl)C1(Cl)C([H])(Cl)Cl)Cl)(C([H])([H])[H])C([H])([H])[H] InChI=1S/C10H10Cl8/c1-‐7(2)8(16)3(11)4(12)9(17,6(14)15)10(7,18)5(8)13/h3-‐6H,1-‐2H3 DVEYBSZJQZPNLT-‐UHFFFAOYSA-‐N
NIMODIPINE 37.84885866 64.79918794 C(C(=O)OC([H])(C([H])([H])[H])C([H])([H])[H])(=C(C([H])([H])[H])N([H])C(=C1C(OC([H])([H])C([H])([H])OC([H])([H])[H])=O)C([H])([H])[H])C1([H])c(c([H])c([H])c([H])c2[N+](=O)[O-‐])c2[H] InChI=1S/C21H26N2O7/c1-‐12(2)30-‐21(25)18-‐14(4)22-‐13(3)17(20(24)29-‐10-‐9-‐28-‐5)19(18)15-‐7-‐6-‐8-‐16(11-‐15)23(26)27/h6-‐8,11-‐12,19,22H,9-‐10H2,1-‐5H3 UIAGMCDKSXEBJQ-‐UHFFFAOYSA-‐N
PRACTOLOL 99.02707538 107.1282693 C(C([H])([H])[H])(=O)N([H])c(c([H])c1[H])c([H])c([H])c1OC([H])([H])C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C14H22N2O3/c1-‐10(2)15-‐8-‐13(18)9-‐19-‐14-‐6-‐4-‐12(5-‐7-‐14)16-‐11(3)17/h4-‐7,10,13,15,18H,8-‐9H2,1-‐3H3,(H,16,17)/p+1 DURULFYMVIFBIR-‐UHFFFAOYSA-‐O
HEPTACHLOR 131.8742902 98.76525069 C12(Cl)C(Cl)(Cl)C(C(Cl)=C1Cl)(C3([H])C2([H])C([H])(Cl)C([H])=C3[H])Cl InChI=1S/C10H5Cl7/c11-‐4-‐2-‐1-‐3-‐5(4)9(15)7(13)6(12)8(3,14)10(9,16)17/h1-‐5H FRCCEHPWNOQAEU-‐UHFFFAOYSA-‐N
COUMARINIC	  ACID	  METHYL	  ETHER 119.2802527 110.3728207 C([H])(/c1c([H])c([H])c([H])c([H])c1OC([H])([H])[H])=C([H])/C([O-‐])=O InChI=1S/C10H10O3/c1-‐13-‐9-‐5-‐3-‐2-‐4-‐8(9)6-‐7-‐10(11)12/h2-‐7H,1H3,(H,11,12)/p-‐1/b7-‐6-‐ FEGVSPGUHMGGBO-‐SREVYHEPSA-‐M
ALDRIN 124.9352882 121.8518936 C12(Cl)C(Cl)(Cl)C(C(Cl)=C1Cl)(C([H])(C([H])(C([H])=C3[H])C([H])([H])C34[H])C24[H])Cl InChI=1S/C12H8Cl6/c13-‐8-‐9(14)11(16)7-‐5-‐2-‐1-‐4(3-‐5)6(7)10(8,15)12(11,17)18/h1-‐2,4-‐7H,3H2 QBYJBZPUGVGKQQ-‐UHFFFAOYSA-‐N
CELECOXIB 142.8382484 108.2954512 n1c(C(F)(F)F)c([H])c(c2c([H])c([H])c(c([H])c2[H])C([H])([H])[H])n1c(c([H])c3[H])c([H])c([H])c3S(N([H])[H])(=O)=O InChI=1S/C17H14F3N3O2S/c1-‐11-‐2-‐4-‐12(5-‐3-‐11)15-‐10-‐16(17(18,19)20)22-‐23(15)13-‐6-‐8-‐14(9-‐7-‐13)26(21,24)25/h2-‐10H,1H3,(H2,21,24,25) RZEKVGVHFLEQIL-‐UHFFFAOYSA-‐N
DICAMBA 155.4769456 88.79601853 c1(c(Cl)c([H])c([H])c(Cl)c1OC([H])([H])[H])C([O-‐])=O InChI=1S/C8H6Cl2O3/c1-‐13-‐7-‐5(10)3-‐2-‐4(9)6(7)8(11)12/h2-‐3H,1H3,(H,11,12)/p-‐1 IWEDIXLBFLAXBO-‐UHFFFAOYSA-‐M
PHORATE 107.2556265 102.6522875 P(OC([H])([H])C([H])([H])[H])(OC([H])([H])C([H])([H])[H])(=S)SC([H])([H])SC([H])([H])C([H])([H])[H] InChI=1S/C7H17O2PS3/c1-‐4-‐8-‐10(11,9-‐5-‐2)13-‐7-‐12-‐6-‐3/h4-‐7H2,1-‐3H3 BULVZWIRKLYCBC-‐UHFFFAOYSA-‐N
HOMIDIUM	  BROMIDE 100.685067 98.93658014 [n+]1(C([H])([H])C([H])([H])[H])c(c2c([H])c([H])c([H])c([H])c2[H])c(c([H])c(N([H])[H])c([H])c3[H])c3c(c([H])c([H])c([N+]([H])([H])[H])c4[H])c14 InChI=1S/C21H19N3/c1-‐2-‐24-‐20-‐13-‐16(23)9-‐11-‐18(20)17-‐10-‐8-‐15(22)12-‐19(17)21(24)14-‐6-‐4-‐3-‐5-‐7-‐14/h3-‐13,23H,2,22H2,1H3/p+2 QTANTQQOYSUMLC-‐UHFFFAOYSA-‐P
HALCINONIDE 103.5097935 88.26061401 [C@@]12(C(C([H])([H])Cl)=O)[C@@]([H])(C([H])([H])C([H])(C([H])(C34F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C5([H])[H])C35C([H])([H])[H])C1(C([H])([H])[H])C([H])([H])C4([H])O[H])OC(C([H])([H])[H])(C([H])([H])[H])O2 InChI=1S/C24H32ClFO5/c1-‐20(2)30-‐19-‐10-‐16-‐15-‐6-‐5-‐13-‐9-‐14(27)7-‐8-‐21(13,3)23(15,26)17(28)11-‐22(16,4)24(19,31-‐20)18(29)12-‐25/h9,15-‐17,19,28H,5-‐8,10-‐12H2,1-‐4H3/t15?,16?,17?,19-‐,21?,22?,23?,24-‐/m1/s1 MUQNGPZZQDCDFT-‐RLDTZFIDSA-‐N
PENTACHLOROPHENOL 40.68475008 19.96441342 c1(Cl)c(Cl)c([O-‐])c(c(Cl)c1Cl)Cl InChI=1S/C6HCl5O/c7-‐1-‐2(8)4(10)6(12)5(11)3(1)9/h12H/p-‐1 IZUPBVBPLAPZRR-‐UHFFFAOYSA-‐M
PROPOXUR 109.5667663 103.9800907 C(N([H])C([H])([H])[H])(=O)Oc1c([H])c([H])c([H])c([H])c1OC([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C11H15NO3/c1-‐8(2)14-‐9-‐6-‐4-‐5-‐7-‐10(9)15-‐11(13)12-‐3/h4-‐8H,1-‐3H3,(H,12,13) ISRUGXGCCGIOQO-‐UHFFFAOYSA-‐N
BENTAZON 96.30283323 109.8909566 S1(=O)(=O)N([H])c(c([H])c([H])c([H])c2[H])c2C(=O)N1C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C10H12N2O3S/c1-‐7(2)12-‐10(13)8-‐5-‐3-‐4-‐6-‐9(8)11-‐16(12,14)15/h3-‐7,11H,1-‐2H3 ZOMSMJKLGFBRBS-‐UHFFFAOYSA-‐N
ATRAZINE 96.20793135 133.7914144 c1(N([H])C([H])(C([H])([H])[H])C([H])([H])[H])nc(Cl)nc(N([H])C([H])([H])C([H])([H])[H])n1 InChI=1S/C8H14ClN5/c1-‐4-‐10-‐7-‐12-‐6(9)13-‐8(14-‐7)11-‐5(2)3/h5H,4H2,1-‐3H3,(H2,10,11,12,13,14) MXWJVTOOROXGIU-‐UHFFFAOYSA-‐N
DIFUCOL	  HEXAMETHYL	  ETHER 105.5697225 117.5258251 c1(c(OC([H])([H])[H])c([H])c(c([H])c1OC([H])([H])[H])OC([H])([H])[H])c2c(OC([H])([H])[H])c([H])c(c([H])c2OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C18H22O6/c1-‐19-‐11-‐7-‐13(21-‐3)17(14(8-‐11)22-‐4)18-‐15(23-‐5)9-‐12(20-‐2)10-‐16(18)24-‐6/h7-‐10H,1-‐6H3 PKTVMNKLPFVXBH-‐UHFFFAOYSA-‐N

7-‐DEACETYLKHIVORIN 9.534604143 14.27841742
[C@]12([C@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])[C@]([H])(O[H])C([H])([H])C4([H])[C@]3(C([H])([H])[H])[C@@]([H])(OC(C([H])([H])[H])=O)C([H])([H])[C@@]([H])(OC(C([H])([H])[H])=O)C4(C([H])([H])[H])C([H])([H])[H])[C@@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O
2 InChI=1S/C30H40O9/c1-‐15(31)36-‐21-‐13-‐22(37-‐16(2)32)28(6)18-‐8-‐10-‐27(5)23(17-‐9-‐11-‐35-‐14-‐17)38-‐25(34)24-‐30(27,39-‐24)29(18,7)20(33)12-‐19(28)26(21,3)4/h9,11,14,18-‐24,33H,8,10,12-‐13H2,1-‐7H3/t18?,19?,20-‐,21-‐,22+,23-‐,24-‐,27-‐,28-‐,29-‐,30-‐/m1/s1 MRMHZWKIOFZZID-‐CUNXWDPBSA-‐N 5.53 6.01

CHOL-‐11-‐ENIC	  ACID 203.2349202 40.37403373 [C@@]1(C([H])([H])[H])(C([H])=C2[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H36O3/c1-‐15(4-‐9-‐22(26)27)19-‐7-‐8-‐20-‐18-‐6-‐5-‐16-‐14-‐17(25)10-‐12-‐23(16,2)21(18)11-‐13-‐24(19,20)3/h11,13,15-‐16,18-‐21H,4-‐10,12,14H2,1-‐3H3,(H,26,27)/p-‐1/t15?,16-‐,18?,19-‐,20?,21?,23+,24-‐/m1/s1 KGXLWYQCBAUILI-‐NBHKXLOCSA-‐M
5-‐NITRO-‐2-‐PHENYLPROPYLAMINOBENZOIC	  ACID	  [NPPB] 33.43313008 40.13845574 [N+](=O)([O-‐])c(c([H])c([H])c(c1C([O-‐])=O)N([H])C([H])([H])C([H])([H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])c1[H] InChI=1S/C16H16N2O4/c19-‐16(20)14-‐11-‐13(18(21)22)8-‐9-‐15(14)17-‐10-‐4-‐7-‐12-‐5-‐2-‐1-‐3-‐6-‐12/h1-‐3,5-‐6,8-‐9,11,17H,4,7,10H2,(H,19,20)/p-‐1 WBSMIPAMAXNXFS-‐UHFFFAOYSA-‐M

BUSSEIN 5.392416278 7.30745057
[C@@](OC1(O2)C([H])([H])[H])([C@]([H])(OC(C([H])([H])[H])=O)C3([H])OC(C([H])([H])[H])=O)([C@](C([H])([H])[H])([C@@]4([H])C([H])([H])C(OC([H])([H])[H])=O)C(O1)(C([H])([H])C45C([H])([H])[H])[C@](C5([H])OC(C([H])(C([H])([H])[H])C([H])([H])[H])=O)([C@@]6([H])OC(C([H])([H])[H])=O)O[H])[C@]26
C([H])([C@@]37C([H])([H])[H])\C(=C(\O[H])/C([H])(C([H])([H])[H])C([H])([H])[H])\C(O[C@@]7([H])c8c([H])c([H])oc8[H])=O

InChI=1S/C43H54O18/c1-‐18(2)27(48)26-‐28-‐37(9,29(57-‐33(26)50)23-‐13-‐14-‐53-‐16-‐23)30(54-‐20(5)44)31(55-‐21(6)45)43-‐38(10)24(15-‐25(47)52-‐12)36(8)17-‐40(38)41(51,34(36)58-‐32(49)19(3)4)35(56-‐22(7)46)42(28,43)60-‐39(11,59-‐40)61-‐43/h13-‐14,16,18-‐19,24,28-‐31,34-‐35,48,51H,15,17H2,1-‐
12H3/b27-‐26-‐/t24-‐,28?,29-‐,30?,31+,34?,35+,36?,37+,38+,39?,40?,41-‐,42+,43-‐/m0/s1 KVAGRMDUXLYLAZ-‐ZGZXWHTRSA-‐N 6.16 6.16

N-‐METHYL-‐D-‐ASPARTIC	  ACID	  (NMDA) 98.22320065 101.6243108 C([H])([H])([C@@]([H])([N+]([H])([H])C([H])([H])[H])C([O-‐])=O)C([O-‐])=O InChI=1S/C5H9NO4/c1-‐6-‐3(5(9)10)2-‐4(7)8/h3,6H,2H2,1H3,(H,7,8)(H,9,10)/p-‐1/t3-‐/m1/s1 HOKKHZGPKSLGJE-‐GSVOUGTGSA-‐M
BISABOLOL	  ACETATE 92.66306707 80.64716173 [C@](C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])(C([H])(C([H])([H])C([H])([H])C(=C1[H])C([H])([H])[H])C1([H])[H])OC(C([H])([H])[H])=O InChI=1S/C17H28O2/c1-‐13(2)7-‐6-‐12-‐17(5,19-‐15(4)18)16-‐10-‐8-‐14(3)9-‐11-‐16/h7-‐8,16H,6,9-‐12H2,1-‐5H3/t16?,17-‐/m0/s1 RQYNNIWGGJJGDH-‐DJNXLDHESA-‐N
CEPHALORIDINE 31.98727206 14.22487697 N12C([H])(SC([H])([H])C(C([H])([H])[n+]3c([H])c([H])c([H])c([H])c3[H])=C1C(=O)[O-‐])C([H])(C2=O)N([H])C(=O)C([H])([H])c4c([H])c([H])c([H])s4 InChI=1S/C19H17N3O4S2/c23-‐14(9-‐13-‐5-‐4-‐8-‐27-‐13)20-‐15-‐17(24)22-‐16(19(25)26)12(11-‐28-‐18(15)22)10-‐21-‐6-‐2-‐1-‐3-‐7-‐21/h1-‐8,15,18H,9-‐11H2,(H-‐,20,23,25,26) CZTQZXZIADLWOZ-‐UHFFFAOYSA-‐N
N-‐	  (9-‐FLUORENYLMETHOXYCARBONYL)-‐L-‐LEUCINE 48.34388991 32.4821711 C1([H])(C([H])([H])OC(=O)N([H])[C@]([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([O-‐])=O)c(c([H])c([H])c([H])c2[H])c2c3c1c([H])c([H])c([H])c3[H] InChI=1S/C21H23NO4/c1-‐13(2)11-‐19(20(23)24)22-‐21(25)26-‐12-‐18-‐16-‐9-‐5-‐3-‐7-‐14(16)15-‐8-‐4-‐6-‐10-‐17(15)18/h3-‐10,13,18-‐19H,11-‐12H2,1-‐2H3,(H,22,25)(H,23,24)/p-‐1/t19-‐/m1/s1 CBPJQFCAFFNICX-‐LJQANCHMSA-‐M
DIHYDROGEDUNIN 62.44519253 35.54468496 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])C(=O)C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)C6([H])O2 InChI=1S/C28H36O7/c1-‐15(29)33-‐20-‐13-‐18-‐24(2,3)19(30)8-‐10-‐25(18,4)17-‐7-‐11-‐26(5)21(16-‐9-‐12-‐32-‐14-‐16)34-‐23(31)22-‐28(26,35-‐22)27(17,20)6/h9,12,14,17-‐18,20-‐22H,7-‐8,10-‐11,13H2,1-‐6H3/t17?,18?,20-‐,21+,22?,25-‐,26+,27+,28?/m1/s1 ROWFSYNHZPRCKO-‐RJDQEXAUSA-‐N
PONALRESTAT 83.61947632 139.9271502 N1(C([H])([H])c2c([H])c([H])c(c([H])c2F)Br)C(=O)c3c(C(C([H])([H])C([O-‐])=O)=N1)c([H])c([H])c([H])c3[H] InChI=1S/C17H12BrFN2O3/c18-‐11-‐6-‐5-‐10(14(19)7-‐11)9-‐21-‐17(24)13-‐4-‐2-‐1-‐3-‐12(13)15(20-‐21)8-‐16(22)23/h1-‐7H,8-‐9H2,(H,22,23)/p-‐1 LKBFFDOJUKLQNY-‐UHFFFAOYSA-‐M
FLUMETHASONE 135.8434217 84.88756553 [C@@]12(C([H])([H])[H])C(=C([H])C(=O)C([H])=C1[H])[C@@]([H])(F)C([H])([H])C([H])([C@]2(F)[C@@]([H])(O[H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])[C@]([H])([C@]4(O[H])C(C([H])([H])O[H])=O)C([H])([H])[H] InChI=1S/C22H28F2O5/c1-‐11-‐6-‐13-‐14-‐8-‐16(23)15-‐7-‐12(26)4-‐5-‐19(15,2)21(14,24)17(27)9-‐20(13,3)22(11,29)18(28)10-‐25/h4-‐5,7,11,13-‐14,16-‐17,25,27,29H,6,8-‐10H2,1-‐3H3/t11-‐,13?,14?,16+,17+,19+,20+,21+,22+/m1/s1 WXURHACBFYSXBI-‐DRBBXQFKSA-‐N
GOSSYPOL-‐ACETIC	  ACID	  COMPLEX 58.30300466 68.48277104 c(c(C([H])([H])[H])c([H])c(c12)c(C([H])(C([H])([H])[H])C([H])([H])[H])c(c(O[H])c1C([H])=O)O[H])(c2O[H])c(c(C([H])([H])[H])c([H])c(c34)c(C([H])(C([H])([H])[H])C([H])([H])[H])c(c(O[H])c3C([H])=O)O[H])c4O[H] InChI=1S/C30H30O8/c1-‐11(2)19-‐15-‐7-‐13(5)21(27(35)23(15)17(9-‐31)25(33)29(19)37)22-‐14(6)8-‐16-‐20(12(3)4)30(38)26(34)18(10-‐32)24(16)28(22)36/h7-‐12,33-‐38H,1-‐6H3 QBKSWRVVCFFDOT-‐UHFFFAOYSA-‐N
CARAPIN 66.49247852 20.91743347 [C@@]12(C([H])([H])[H])C(=O)[C@@-‐](C([H])([H])C3([H])C1([H])C([H])([H])C([H])([H])[C@@]4(C3=C([H])C(O[C@@]4([H])c5c([H])c([H])oc5[H])=O)C([H])([H])[H])C(=O)C(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C([H])([H])C(OC([H])([H])[H])=O InChI=1S/C27H31O7/c1-‐25(2)19(12-‐20(28)32-‐5)27(4)17-‐6-‐8-‐26(3)18(15(17)10-‐16(22(25)30)23(27)31)11-‐21(29)34-‐24(26)14-‐7-‐9-‐33-‐13-‐14/h7,9,11,13,15,17,19,24H,6,8,10,12H2,1-‐5H3/q-‐1/t15?,17?,19-‐,24-‐,26+,27+/m0/s1 QGDPNVCKHGVKJC-‐MBZAGCNHSA-‐N
Ng-‐METHYL-‐L-‐ARGININE	  ACETATE 97.3300065 94.97458669 C(N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([N+]([H])([H])[H])C([O-‐])=O)(N([H])C([H])([H])[H])=[N+]([H])[H] InChI=1S/C7H16N4O2/c1-‐10-‐7(9)11-‐4-‐2-‐3-‐5(8)6(12)13/h5H,2-‐4,8H2,1H3,(H,12,13)(H3,9,10,11)/p+1 NTNWOCRCBQPEKQ-‐UHFFFAOYSA-‐O
PHLORETIN 98.39625702 83.49551378 c1(C(C([H])([H])C([H])([H])c(c([H])c2[H])c([H])c([H])c2O[H])=O)c(O[H])c([H])c(c([H])c1O[H])[O-‐] InChI=1S/C15H14O5/c16-‐10-‐4-‐1-‐9(2-‐5-‐10)3-‐6-‐12(18)15-‐13(19)7-‐11(17)8-‐14(15)20/h1-‐2,4-‐5,7-‐8,16-‐17,19-‐20H,3,6H2/p-‐1 VGEREEWJJVICBM-‐UHFFFAOYSA-‐M
DEACETOXY-‐7-‐OXOGEDUNIN 85.14348883 40.27766092 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])=C([H])C(=O)C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C26H30O6/c1-‐22(2)16-‐12-‐18(28)25(5)15(23(16,3)9-‐7-‐17(22)27)6-‐10-‐24(4)19(14-‐8-‐11-‐30-‐13-‐14)31-‐21(29)20-‐26(24,25)32-‐20/h7-‐9,11,13,15-‐16,19-‐20H,6,10,12H2,1-‐5H3/t15?,16?,19-‐,20+,23+,24-‐,25-‐,26+/m0/s1 PMISPNORJONCHB-‐DKBZVKCESA-‐N
MUUROLLADIE-‐3-‐ONE 117.6055137 267.6639606 C12([H])C([H])(C(=C([H])C([H])([H])C1([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])([H])[H])C([H])([H])C(C(C([H])([H])[H])=C2[H])=O InChI=1S/C15H22O/c1-‐9(2)12-‐6-‐5-‐10(3)13-‐8-‐15(16)11(4)7-‐14(12)13/h5,7,9,12-‐14H,6,8H2,1-‐4H3 LMILVXQXGKTFSZ-‐UHFFFAOYSA-‐N
ANTHOTHECOL 12.41515527 20.37132086 [C@]12([C@]([H])(O1)C([H])([H])[C@@]3([H])c(c([H])c([H])o4)c4[H])[C@@]3(C([H])([H])[H])C([H])([H])[C@]([H])(C5([H])[C@@]2(C([H])([H])[H])C(=O)C(=C6[C@]5(C([H])([H])[H])C([H])=C([H])C(C6(C([H])([H])[H])C([H])([H])[H])=O)[O-‐])OC(C([H])([H])[H])=O InChI=1S/C28H32O7/c1-‐14(29)34-‐17-‐12-‐26(5)16(15-‐8-‐10-‐33-‐13-‐15)11-‐19-‐28(26,35-‐19)27(6)21(17)25(4)9-‐7-‐18(30)24(2,3)22(25)20(31)23(27)32/h7-‐10,13,16-‐17,19,21,31H,11-‐12H2,1-‐6H3/p-‐1/t16-‐,17+,19+,21?,25+,26-‐,27-‐,28+/m0/s1 AJTULIWKBMDPCJ-‐IYGCLJFQSA-‐M 5.46 5.52
alpha-‐CYANO-‐3-‐HYDROXYCINNAMIC	  ACID 89.68761407 102.6094551 C(/C#N)(\C([O-‐])=O)=C([H])/c1c([H])c([H])c([H])c(O[H])c1[H] InChI=1S/C10H7NO3/c11-‐6-‐8(10(13)14)4-‐7-‐2-‐1-‐3-‐9(12)5-‐7/h1-‐5,12H,(H,13,14)/p-‐1/b8-‐4+ HPLNTJVXWMJLNJ-‐XBXARRHUSA-‐M
HYCANTHONE 100.456186 79.75839023 c1(c(N([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])c([H])c([H])c2C([H])([H])O[H])c2Sc(c([H])c([H])c([H])c3[H])c3C1=O InChI=1S/C20H24N2O2S/c1-‐3-‐22(4-‐2)12-‐11-‐21-‐16-‐10-‐9-‐14(13-‐23)20-‐18(16)19(24)15-‐7-‐5-‐6-‐8-‐17(15)25-‐20/h5-‐10,21,23H,3-‐4,11-‐13H2,1-‐2H3/p+1 MFZWMTSUNYWVBU-‐UHFFFAOYSA-‐O
VALPROATE	  SODIUM 125.1306744 90.60568581 C(C([H])(C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])(=O)[O-‐] InChI=1S/C8H16O2/c1-‐3-‐5-‐7(6-‐4-‐2)8(9)10/h7H,3-‐6H2,1-‐2H3,(H,9,10)/p-‐1 NIJJYAXOARWZEE-‐UHFFFAOYSA-‐M
SODIUM	  FLUOROACETATE 104.2410962 112.6857682 C(C([H])([H])F)(=O)[O-‐] InChI=1S/C2H3FO2/c3-‐1-‐2(4)5/h1H2,(H,4,5)/p-‐1 QEWYKACRFQMRMB-‐UHFFFAOYSA-‐M
SAFROLGLYCOL 83.74229051 82.93869308 c12c(c([H])c([H])c(C([H])([H])C([H])(C([H])([H])O[H])O[H])c1[H])OC([H])([H])O2 InChI=1S/C10H12O4/c11-‐5-‐8(12)3-‐7-‐1-‐2-‐9-‐10(4-‐7)14-‐6-‐13-‐9/h1-‐2,4,8,11-‐12H,3,5-‐6H2 FYDVPEVHFUBOJG-‐UHFFFAOYSA-‐N
CHLOROXINE 62.21631153 43.46867186 c12c(c([H])c([H])c([H])n1)c(Cl)c([H])c(Cl)c2O[H] InChI=1S/C9H5Cl2NO/c10-‐6-‐4-‐7(11)9(13)8-‐5(6)2-‐1-‐3-‐12-‐8/h1-‐4,13H WDFKMLRRRCGAKS-‐UHFFFAOYSA-‐N
ATOVAQUONE 81.94473729 89.04230461 C1([C@]([H])(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[C@]2([H])c3c([H])c([H])c(c([H])c3[H])Cl)=C([O-‐])C(c(c([H])c([H])c([H])c4[H])c4C1=O)=O InChI=1S/C22H19ClO3/c23-‐16-‐11-‐9-‐14(10-‐12-‐16)13-‐5-‐7-‐15(8-‐6-‐13)19-‐20(24)17-‐3-‐1-‐2-‐4-‐18(17)21(25)22(19)26/h1-‐4,9-‐13,15,26H,5-‐8H2/p-‐1/t13-‐,15-‐ KUCQYCKVKVOKAY-‐CTYIDZIISA-‐M
N-‐ACETYLASPARTIC	  ACID 103.5544532 127.8163 C([H])([H])(C([O-‐])=O)[C@]([H])(N([H])C(C([H])([H])[H])=O)C([O-‐])=O InChI=1S/C6H9NO5/c1-‐3(8)7-‐4(6(11)12)2-‐5(9)10/h4H,2H2,1H3,(H,7,8)(H,9,10)(H,11,12)/p-‐2/t4-‐/m0/s1 OTCCIMWXFLJLIA-‐BYPYZUCNSA-‐L
ACRISORCIN 120.2069416 70.3138545 c1([O-‐])c(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])c([H])c([H])c(O[H])c1[H] InChI=1S/C12H18O2/c1-‐2-‐3-‐4-‐5-‐6-‐10-‐7-‐8-‐11(13)9-‐12(10)14/h7-‐9,13-‐14H,2-‐6H2,1H3/p-‐1 WFJIVOKAWHGMBH-‐UHFFFAOYSA-‐M
2,3-‐DIHYDROXY-‐6,7-‐DICHLOROQUINOXALINE 85.79105459 76.93145436 n(c1c2c([H])c(Cl)c(Cl)c1[H])c(O[H])c(n2)O[H] InChI=1S/C8H4Cl2N2O2/c9-‐3-‐1-‐5-‐6(2-‐4(3)10)12-‐8(14)7(13)11-‐5/h1-‐2H,(H,11,13)(H,12,14) AVBSIKMUAFYZAV-‐UHFFFAOYSA-‐N
CHLORANIL 74.83267888 80.52937274 C(Cl)(C1=O)=C(Cl)C(C(Cl)=C1Cl)=O InChI=1S/C6Cl4O2/c7-‐1-‐2(8)6(12)4(10)3(9)5(1)11 UGNWTBMOAKPKBL-‐UHFFFAOYSA-‐N
CHLOROGUANIDE	  HYDROCHLORIDE 114.7640398 77.71314496 C(=N[H])([N+]([H])([H])c(c([H])c([H])c1Cl)c([H])c1[H])N([H])C(N([H])C([H])(C([H])([H])[H])C([H])([H])[H])=N[H] InChI=1S/C11H16ClN5/c1-‐7(2)15-‐10(13)17-‐11(14)16-‐9-‐5-‐3-‐8(12)4-‐6-‐9/h3-‐7H,1-‐2H3,(H5,13,14,15,16,17)/p+1 SSOLNOMRVKKSON-‐UHFFFAOYSA-‐O
METAXALONE 93.17665371 88.20707356 C1(=O)OC([H])(C([H])([H])N1[H])C([H])([H])Oc(c2[H])c([H])c(c([H])c2C([H])([H])[H])C([H])([H])[H] InChI=1S/C12H15NO3/c1-‐8-‐3-‐9(2)5-‐10(4-‐8)15-‐7-‐11-‐6-‐13-‐12(14)16-‐11/h3-‐5,11H,6-‐7H2,1-‐2H3,(H,13,14) IMWZZHHPURKASS-‐UHFFFAOYSA-‐N
EFAROXAN	  HYDROCHLORIDE 83.02773519 80.19742194 C1(C([H])([H])C([H])([H])[H])(C([H])([H])c(c2O1)c([H])c([H])c([H])c2[H])C3=[NH+]C([H])([H])C([H])([H])N3[H] InChI=1S/C13H16N2O/c1-‐2-‐13(12-‐14-‐7-‐8-‐15-‐12)9-‐10-‐5-‐3-‐4-‐6-‐11(10)16-‐13/h3-‐6H,2,7-‐9H2,1H3,(H,14,15)/p+1 RATZLMXRALDSJW-‐UHFFFAOYSA-‐O
PINOSYLVIN 114.5686536 133.4808798 C([H])(/c(c([H])c1[O-‐])c([H])c(c1[H])O[H])=C([H])\c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C14H12O2/c15-‐13-‐8-‐12(9-‐14(16)10-‐13)7-‐6-‐11-‐4-‐2-‐1-‐3-‐5-‐11/h1-‐10,15-‐16H/p-‐1/b7-‐6+ YCVPRTHEGLPYPB-‐VOTSOKGWSA-‐M
EDROPHONIUM	  CHLORIDE 93.08175183 79.43714752 c1(c([H])c([H])c([H])c(c1[H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])O[H] InChI=1S/C10H15NO/c1-‐4-‐11(2,3)9-‐6-‐5-‐7-‐10(12)8-‐9/h5-‐8H,4H2,1-‐3H3/p+1 VWLHWLSRQJQWRG-‐UHFFFAOYSA-‐O
BENZAMIL	  HYDROCHLORIDE 105.0282236 93.83952911 c1(c(N([H])[H])nc(c(Cl)n1)N([H])[H])C(=O)[NH+]=C(N([H])[H])N([H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C13H14ClN7O/c14-‐9-‐11(16)20-‐10(15)8(19-‐9)12(22)21-‐13(17)18-‐6-‐7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5H,6H2,(H4,15,16,20)(H3,17,18,21,22)/p+1 KXDROGADUISDGY-‐UHFFFAOYSA-‐O
AMINOBENZTROPINE 77.23313815 75.3252408 [NH+](C([H])([H])[H])(C1([H])C2([H])[H])C([H])(C([H])([H])C1([H])[H])C([H])([H])C2([H])OC([H])(c3c([H])c([H])c([H])c([H])c3[H])c4c([H])c([H])c([H])c([H])c4N([H])[H] InChI=1S/C21H26N2O/c1-‐23-‐16-‐11-‐12-‐17(23)14-‐18(13-‐16)24-‐21(15-‐7-‐3-‐2-‐4-‐8-‐15)19-‐9-‐5-‐6-‐10-‐20(19)22/h2-‐10,16-‐18,21H,11-‐14,22H2,1H3/p+1 KZFDKINRISJFCO-‐UHFFFAOYSA-‐O
alpha-‐METHYL-‐L-‐TYROSINE 84.40660366 64.38157241 [C@](C([H])([H])[H])([N+]([H])([H])[H])(C([H])([H])c(c([H])c1[H])c([H])c([H])c1O[H])C([O-‐])=O InChI=1S/C10H13NO3/c1-‐10(11,9(13)14)6-‐7-‐2-‐4-‐8(12)5-‐3-‐7/h2-‐5,12H,6,11H2,1H3,(H,13,14)/t10-‐/m0/s1 NHTGHBARYWONDQ-‐JTQLQIEISA-‐N
VESAMICOL	  HYDROCHLORIDE 101.1819063 64.33874005 [NH+]1(C([H])([H])C([H])([H])C([H])(C([H])([H])C1([H])[H])c2c([H])c([H])c([H])c([H])c2[H])C3([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C3([H])O[H] InChI=1S/C17H25NO/c19-‐17-‐9-‐5-‐4-‐8-‐16(17)18-‐12-‐10-‐15(11-‐13-‐18)14-‐6-‐2-‐1-‐3-‐7-‐14/h1-‐3,6-‐7,15-‐17,19H,4-‐5,8-‐13H2/p+1 YSSBJODGIYRAMI-‐UHFFFAOYSA-‐O
LORGLUMIDE	  SODIUM 32.84697142 16.5378245 C(=O)(c(c([H])c([H])c(c1Cl)Cl)c1[H])N([H])C([H])(C([H])([H])C([H])([H])C(=O)[O-‐])C(=O)N(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C22H32Cl2N2O4/c1-‐3-‐5-‐7-‐13-‐26(14-‐8-‐6-‐4-‐2)22(30)19(11-‐12-‐20(27)28)25-‐21(29)16-‐9-‐10-‐17(23)18(24)15-‐16/h9-‐10,15,19H,3-‐8,11-‐14H2,1-‐2H3,(H,25,29)(H,27,28)/p-‐1 IEKOTSCYBBDIJC-‐UHFFFAOYSA-‐M
MEXAMINE 73.23609434 59.83063399 n1([H])c(c([H])c([H])c(c2[H])OC([H])([H])[H])c2c(C([H])([H])C([H])([H])[N+]([H])([H])[H])c1[H] InChI=1S/C11H14N2O/c1-‐14-‐9-‐2-‐3-‐11-‐10(6-‐9)8(4-‐5-‐12)7-‐13-‐11/h2-‐3,6-‐7,13H,4-‐5,12H2,1H3/p+1 JTEJPPKMYBDEMY-‐UHFFFAOYSA-‐O
3,5-‐DINITROCATECHOL	  (OR-‐486) 75.3797603 38.628615 c1(c([H])c(c([H])c(O[H])c1[O-‐])[N+](=O)[O-‐])[N+](=O)[O-‐] InChI=1S/C6H4N2O6/c9-‐5-‐2-‐3(7(11)12)1-‐4(6(5)10)8(13)14/h1-‐2,9-‐10H/p-‐1 VDCDWNDTNSWDFJ-‐UHFFFAOYSA-‐M

ERYTHROMYCIN	  ETHYLSUCCINATE 30.49675432 3.5917432
[C@]1([H])(OC(C([H])([H])C([H])([H])C(OC([H])([H])C([H])([H])[H])=O)=O)[C@@]([H])(N(C([H])([H])[H])C([H])([H])[H])C([H])([H])[C@]([H])(O[C@@]1([H])O[C@@]([H])([C@](C([H])([H])[H])(O[H])C([H])([H])[C@@]([H])(C([H])([H])[H])C(=O)[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@]([C@@]([H])(C([
H])([H])C([H])([H])[H])OC(=O)[C@]([H])(C([H])([H])[H])[C@@]2([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@]3(C([H])([H])[H])OC([H])([H])[H])O[H])C3([H])[H])(C([H])([H])[H])O[H])[C@@]2([H])C([H])([H])[H])C([H])([H])[H]

InChI=1S/C43H75NO16/c1-‐15-‐29-‐43(11,52)36(48)24(5)33(47)22(3)20-‐41(9,51)38(25(6)34(26(7)39(50)57-‐29)59-‐32-‐21-‐42(10,53-‐14)37(49)27(8)56-‐32)60-‐40-‐35(28(44(12)13)19-‐23(4)55-‐40)58-‐31(46)18-‐17-‐30(45)54-‐16-‐2/h22-‐29,32,34-‐38,40,48-‐49,51-‐52H,15-‐21H2,1-‐14H3/t22-‐,23-‐,24+,25+,26-‐
,27+,28+,29-‐,32+,34+,35-‐,36-‐,37+,38-‐,40+,41-‐,42-‐,43-‐/m1/s1 NSYZCCDSJNWWJL-‐YXOIYICCSA-‐N 5.68 5.52

DIHYDROGEDUNIC	  ACID,	  METHYL	  ESTER 99.12197726 49.6686562 C12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])C(=O)C4(C([H])([H])[H])C([H])([H])[H])[C@]([H])(C(OC([H])([H])[H])=O)OC5=O)C5([H])O2 InChI=1S/C26H36O8/c1-‐13(27)32-‐17-‐12-‐15-‐22(2,3)16(28)9-‐10-‐23(15,4)14-‐8-‐11-‐24(5)18(20(29)31-‐7)33-‐21(30)19-‐26(24,34-‐19)25(14,17)6/h14-‐15,17-‐19H,8-‐12H2,1-‐7H3/t14?,15?,17-‐,18+,19?,23-‐,24+,25+,26?/m1/s1 CDTMPWYDQKWYFT-‐IASWOTTCSA-‐N

ECHINOCYSTIC	  ACID 30.48000693 69.29658591
[C@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C(=C([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])[C@]3(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H])C([H])([C@@]25C(O[H])=O)C([H])([H])C(C([H])([H])C5([H])[H])(C([H])([H])[H])C([H
])([H])[H] InChI=1S/C30H48O4/c1-‐25(2)14-‐15-‐30(24(33)34)19(16-‐25)18-‐8-‐9-‐21-‐27(5)12-‐11-‐22(31)26(3,4)20(27)10-‐13-‐28(21,6)29(18,7)17-‐23(30)32/h8,19-‐23,31-‐32H,9-‐17H2,1-‐7H3,(H,33,34)/t19?,20?,21?,22-‐,23-‐,27-‐,28+,29+,30+/m0/s1 YKOPWPOFWMYZJZ-‐BIGXCJQESA-‐N

FENTHION 100.3565444 116.2222272 P(OC([H])([H])[H])(OC([H])([H])[H])(Oc(c([H])c([H])c(c1C([H])([H])[H])SC([H])([H])[H])c1[H])=S InChI=1S/C10H15O3PS2/c1-‐8-‐7-‐9(5-‐6-‐10(8)16-‐4)13-‐14(15,11-‐2)12-‐3/h5-‐7H,1-‐4H3 PNVJTZOFSHSLTO-‐UHFFFAOYSA-‐N
THIAMYLAL	  SODIUM 103.8050202 84.73247777 N1=C([S-‐])N([H])C(C(C([H])([H])C([H])=C([H])[H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])C1=O)=O InChI=1S/C12H18N2O2S/c1-‐4-‐6-‐8(3)12(7-‐5-‐2)9(15)13-‐11(17)14-‐10(12)16/h5,8H,2,4,6-‐7H2,1,3H3,(H2,13,14,15,16,17)/p-‐1 XLOMZPUITCYLMJ-‐UHFFFAOYSA-‐M
ANTIAROL 112.9599023 95.15884967 c1(OC([H])([H])[H])c(OC([H])([H])[H])c([H])c(c([H])c1OC([H])([H])[H])O[H] InChI=1S/C9H12O4/c1-‐11-‐7-‐4-‐6(10)5-‐8(12-‐2)9(7)13-‐3/h4-‐5,10H,1-‐3H3 VTCDZPUMZAZMSB-‐UHFFFAOYSA-‐N
PEONOL	  METHYL	  ETHER 99.53547875 105.8801089 c1(C(C([H])([H])[H])=O)c([H])c([H])c(c([H])c1OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C10H12O3/c1-‐7(11)9-‐5-‐4-‐8(12-‐2)6-‐10(9)13-‐3/h4-‐6H,1-‐3H3 VQTDPCRSXHFMOL-‐UHFFFAOYSA-‐N
BYSSOCHLAMIC	  ACID 102.4561266 87.32327321 C(C([H])([H])[C@]([H])(C([H])([H])C([H])([H])[H])C([H])([H])C(=C12)C(=O)OC1=O)(C(=O)OC3=O)=C3[C@@]([H])(C([H])([H])C([H])([H])C([H])([H])[H])C2([H])[H] InChI=1S/C18H20O6/c1-‐3-‐5-‐10-‐8-‐12-‐11(15(19)23-‐16(12)20)6-‐9(4-‐2)7-‐13-‐14(10)18(22)24-‐17(13)21/h9-‐10H,3-‐8H2,1-‐2H3/t9-‐,10+/m1/s1 NRDWUPPIGBHWAS-‐ZJUUUORDSA-‐N
ISOTRETINON 51.46794896 32.24254084 C1(=C(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C1(C([H])([H])[H])C([H])([H])[H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])/C([O-‐])=O InChI=1S/C20H28O2/c1-‐15(8-‐6-‐9-‐16(2)14-‐19(21)22)11-‐12-‐18-‐17(3)10-‐7-‐13-‐20(18,4)5/h6,8-‐9,11-‐12,14H,7,10,13H2,1-‐5H3,(H,21,22)/p-‐1/b9-‐6+,12-‐11+,15-‐8+,16-‐14-‐ SHGAZHPCJJPHSC-‐XFYACQKRSA-‐M
EDOXUDINE 109.6580454 92.48380071 N(C([H])=C(C([H])([H])C([H])([H])[H])C(=N1)O[H])(C2([H])OC([H])([H])C([H])(O[H])C2([H])C([H])([H])O[H])C1=O InChI=1S/C11H16N2O5/c1-‐2-‐6-‐3-‐13(11(17)12-‐9(6)16)10-‐7(4-‐14)8(15)5-‐18-‐10/h3,7-‐8,10,14-‐15H,2,4-‐5H2,1H3,(H,12,16,17) QFVJRGJHSZSRJI-‐UHFFFAOYSA-‐N

DIHYDROGAMBOGIC	  ACID 17.26469935 14.23335301
C(Oc(c1C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(C2=O)c(c3c1OC(C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])=C3[H])O[H])(C([H])(C([H])([H])C4([H])C5([H])O[H])C(O6)(C([H])([H])[H])C([H])([H])[H])(C2=C4[H])C56C([H])([H])\C([H])=C(\C([H])([H])[H])/C
([O-‐])=O InChI=1S/C38H46O8/c1-‐20(2)10-‐9-‐15-‐36(8)16-‐14-‐24-‐29(39)28-‐30(40)26-‐18-‐23-‐19-‐27-‐35(6,7)46-‐37(33(23)41,17-‐13-‐22(5)34(42)43)38(26,27)45-‐32(28)25(31(24)44-‐36)12-‐11-‐21(3)4/h10-‐11,13-‐14,16,18,23,27,33,39,41H,9,12,15,17,19H2,1-‐8H3,(H,42,43)/p-‐1/b22-‐13-‐ VZXLWEWYBUGLJA-‐XKZIYDEJSA-‐M 5.54 5.65

DIHYDROSPATHELIACHROMENE 116.818911 127.1330568 c12c(c([H])c3c(C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])O3)c1O[H])OC(=C([H])C2=O)C([H])([H])[H] InChI=1S/C15H16O4/c1-‐8-‐6-‐10(16)13-‐12(18-‐8)7-‐11-‐9(14(13)17)4-‐5-‐15(2,3)19-‐11/h6-‐7,17H,4-‐5H2,1-‐3H3 IQJZOBSXWBOFSO-‐UHFFFAOYSA-‐N
HEPTAMINOL	  HYDROCHLORIDE 104.4501432 95.55905384 C(C([H])([H])[H])(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])[N+]([H])([H])[H])O[H] InChI=1S/C8H19NO/c1-‐7(9)5-‐4-‐6-‐8(2,3)10/h7,10H,4-‐6,9H2,1-‐3H3/p+1 LREQLEBVOXIEOM-‐UHFFFAOYSA-‐O
ETHACRYNIC	  ACID 111.8045457 171.7663539 c1(c([H])c([H])c(c(Cl)c1Cl)OC([H])([H])C([O-‐])=O)C(=O)C(C([H])([H])C([H])([H])[H])=C([H])[H] InChI=1S/C13H12Cl2O4/c1-‐3-‐7(2)13(18)8-‐4-‐5-‐9(12(15)11(8)14)19-‐6-‐10(16)17/h4-‐5H,2-‐3,6H2,1H3,(H,16,17)/p-‐1 AVOLMBLBETYQHX-‐UHFFFAOYSA-‐M
CHLORPYRIFOS 127.0705022 140.0027805 c1(c(Cl)c([H])c(c(Cl)n1)Cl)OP(OC([H])([H])C([H])([H])[H])(OC([H])([H])C([H])([H])[H])=S InChI=1S/C9H11Cl3NO3PS/c1-‐3-‐14-‐17(18,15-‐4-‐2)16-‐9-‐7(11)5-‐6(10)8(12)13-‐9/h5H,3-‐4H2,1-‐2H3 SBPBAQFWLVIOKP-‐UHFFFAOYSA-‐N
XANTHOXYLIN 104.3445776 128.7338735 c1(C(C([H])([H])[H])=O)c(OC([H])([H])[H])c([H])c(c([H])c1O[H])OC([H])([H])[H] InChI=1S/C10H12O4/c1-‐6(11)10-‐8(12)4-‐7(13-‐2)5-‐9(10)14-‐3/h4-‐5,12H,1-‐3H3 FBUBVLUPUDBFME-‐UHFFFAOYSA-‐N
DIMETHYLSULFONE 102.7141758 115.0637415 S(C([H])([H])[H])(C([H])([H])[H])(=O)=O InChI=1S/C2H6O2S/c1-‐5(2,3)4/h1-‐2H3 HHVIBTZHLRERCL-‐UHFFFAOYSA-‐N
IRIGINOL	  HEXAACEATATE 94.12231013 102.0676375 c12c(c([H])c(c(OC(C([H])([H])[H])=O)c1OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)OC([H])=C(c(c([H])c3OC(C([H])([H])[H])=O)c([H])c(c3OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)C2=O InChI=1S/C27H22O14/c1-‐11(28)36-‐20-‐7-‐17(8-‐21(37-‐12(2)29)25(20)39-‐14(4)31)18-‐10-‐35-‐19-‐9-‐22(38-‐13(3)30)26(40-‐15(5)32)27(41-‐16(6)33)23(19)24(18)34/h7-‐10H,1-‐6H3 VFQVOTVAPPYKEC-‐UHFFFAOYSA-‐N
EPIGALLOCATECHIN 96.72039648 101.7306235 O1[C@@]([H])([C@]([H])(O[H])C([H])([H])c2c1c([H])c(O[H])c([H])c2O[H])c(c([H])c3O[H])c([H])c(c3O[H])O[H] InChI=1S/C15H14O7/c16-‐7-‐3-‐9(17)8-‐5-‐12(20)15(22-‐13(8)4-‐7)6-‐1-‐10(18)14(21)11(19)2-‐6/h1-‐4,12,15-‐21H,5H2/t12-‐,15-‐/m1/s1 XMOCLSLCDHWDHP-‐IUODEOHRSA-‐N
PARTHENOLIDE 114.1915008 140.7399987 C12([H])[C@@](O1)(C([H])([H])[H])C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])[C@]([H])([C@@]23[H])C(C(=O)O3)=C([H])[H] InChI=1S/C15H20O3/c1-‐9-‐5-‐4-‐8-‐15(3)13(18-‐15)12-‐11(7-‐6-‐9)10(2)14(16)17-‐12/h5,11-‐13H,2,4,6-‐8H2,1,3H3/b9-‐5+/t11-‐,12-‐,13?,15+/m0/s1 KTEXNACQROZXEV-‐JADZJFIVSA-‐N
QUEBRACHITOL 106.919205 101.4357362 C1([H])(O[H])C([H])(O[H])C([H])(O[H])C([H])(C([H])(O[H])[C@]1([H])O[H])OC([H])([H])[H] InChI=1S/C7H14O6/c1-‐13-‐7-‐5(11)3(9)2(8)4(10)6(7)12/h2-‐12H,1H3/t2?,3-‐,4?,5?,6?,7?/m1/s1 DSCFFEYYQKSRSV-‐CIXXMWBBSA-‐N
ARECOLINE	  HYDROBROMIDE 103.7170489 112.5782629 C1(=C([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C1([H])[H])C(OC([H])([H])[H])=O InChI=1S/C8H13NO2/c1-‐9-‐5-‐3-‐4-‐7(6-‐9)8(10)11-‐2/h4H,3,5-‐6H2,1-‐2H3/p+1 HJJPJSXJAXAIPN-‐UHFFFAOYSA-‐O
CHOLIC	  ACID 75.03253348 99.51896883 [C@@]1(C([H])([H])[H])([C@@]([H])(O[H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])[C@]([H])(O[H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H40O5/c1-‐13(4-‐7-‐21(28)29)16-‐5-‐6-‐17-‐22-‐18(12-‐20(27)24(16,17)3)23(2)9-‐8-‐15(25)10-‐14(23)11-‐19(22)26/h13-‐20,22,25-‐27H,4-‐12H2,1-‐3H3,(H,28,29)/p-‐1/t13?,14-‐,15+,16+,17?,18?,19+,20-‐,22?,23-‐,24+/m0/s1 BHQCQFFYRZLCQQ-‐POCSNJCLSA-‐M
VISNAGIN 98.15139663 127.196247 c12c(c([H])c3c(c([H])c([H])o3)c1OC([H])([H])[H])OC(=C([H])C2=O)C([H])([H])[H] InChI=1S/C13H10O4/c1-‐7-‐5-‐9(14)12-‐11(17-‐7)6-‐10-‐8(3-‐4-‐16-‐10)13(12)15-‐2/h3-‐6H,1-‐2H3 NZVQLVGOZRELTG-‐UHFFFAOYSA-‐N
LINAMARIN 97.67048675 131.3457323 [C@]1([H])(OC(C([H])([H])[H])(C([H])([H])[H])C#N)O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C10H17NO6/c1-‐10(2,4-‐11)17-‐9-‐8(15)7(14)6(13)5(3-‐12)16-‐9/h5-‐9,12-‐15H,3H2,1-‐2H3/t5-‐,6-‐,7+,8-‐,9+/m1/s1 QLTCHMYAEJEXBT-‐ZEBDFXRSSA-‐N
ISOBERGAPTENE 113.8806688 127.2594371 c12c(c(c([H])c3c1c([H])c([H])o3)OC([H])([H])[H])C([H])=C([H])C(=O)O2 InChI=1S/C12H8O4/c1-‐14-‐9-‐6-‐10-‐8(4-‐5-‐15-‐10)12-‐7(9)2-‐3-‐11(13)16-‐12/h2-‐6H,1H3 AJSPSRWWZBBIOR-‐UHFFFAOYSA-‐N
GANGLEOIDIN	  ACETATE 54.61732225 34.60163913 c1(c(C([H])([H])[H])c2Cl)c(Oc(c(c([H])c(c3C(OC([H])([H])[H])=O)OC([H])([H])[H])OC1=O)c3C([H])([H])[H])c(c2OC(C([H])([H])[H])=O)Cl InChI=1S/C20H16Cl2O8/c1-‐7-‐13-‐17(15(22)18(14(7)21)28-‐9(3)23)30-‐16-‐8(2)12(19(24)27-‐5)10(26-‐4)6-‐11(16)29-‐20(13)25/h6H,1-‐5H3 RDBVNNMYIBVCEP-‐UHFFFAOYSA-‐N
PUTRESCINE	  DIHYDROCHLORIDE 106.6846148 110.3455449 [N+]([H])([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H] InChI=1S/C4H12N2/c5-‐3-‐1-‐2-‐4-‐6/h1-‐6H2/p+2 KIDHWZJUCRJVML-‐UHFFFAOYSA-‐P
Tfa-‐VAL-‐TYR-‐VAL-‐OH 96.8083678 108.0285734 C(=O)(N([H])C([H])(C([H])(C([H])([H])[H])C([H])([H])[H])C(=O)N([H])C([H])(C([H])([H])c(c([H])c1[H])c([H])c([H])c1O[H])C(=O)N([H])C([H])(C([H])(C([H])([H])[H])C([H])([H])[H])C([O-‐])=O)C(F)(F)F InChI=1S/C21H28F3N3O6/c1-‐10(2)15(27-‐20(33)21(22,23)24)18(30)25-‐14(9-‐12-‐5-‐7-‐13(28)8-‐6-‐12)17(29)26-‐16(11(3)4)19(31)32/h5-‐8,10-‐11,14-‐16,28H,9H2,1-‐4H3,(H,25,30)(H,26,29)(H,27,33)(H,31,32)/p-‐1 SAVSLMGBKQKUAV-‐UHFFFAOYSA-‐M
3-‐NOR-‐3-‐OXOPANASINSAN-‐6-‐OL 112.1681604 100.8248982 C12(C([H])(C(C([H])([H])[H])(C([H])([H])[H])C1([H])[H])C([H])([H])C3([H])[H])C3(C([H])([H])[H])C([H])(C([H])([H])C([H])([H])C2=O)O[H] InChI=1S/C14H22O2/c1-‐12(2)8-‐14-‐9(12)6-‐7-‐13(14,3)10(15)4-‐5-‐11(14)16/h9-‐10,15H,4-‐8H2,1-‐3H3 UHRWOVVMQAASAO-‐UHFFFAOYSA-‐N
RHODINYL	  ACETATE 112.9423081 104.3635457 C(C([H])([H])[H])(OC([H])([H])C([H])([H])[C@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])=O InChI=1S/C12H22O2/c1-‐10(2)6-‐5-‐7-‐11(3)8-‐9-‐14-‐12(4)13/h6,11H,5,7-‐9H2,1-‐4H3/t11-‐/m1/s1 JOZKFWLRHCDGJA-‐LLVKDONJSA-‐N
BECLOMETHASONE	  DIPROPIONATE 14.7839081 41.53149035 C1(C([H])([H])[H])(C([H])([H])C2([H])O[H])C([H])(C([H])([H])C([H])(C([H])([H])[H])C1(OC(C([H])([H])C([H])([H])[H])=O)C(=O)C([H])([H])OC(C([H])([H])C([H])([H])[H])=O)C(C23Cl)([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])C34C([H])([H])[H] InChI=1S/C28H37ClO7/c1-‐6-‐23(33)35-‐15-‐22(32)28(36-‐24(34)7-‐2)16(3)12-‐20-‐19-‐9-‐8-‐17-‐13-‐18(30)10-‐11-‐25(17,4)27(19,29)21(31)14-‐26(20,28)5/h10-‐11,13,16,19-‐21,31H,6-‐9,12,14-‐15H2,1-‐5H3 KUVIULQEHSCUHY-‐UHFFFAOYSA-‐N
THIOGUANINE 107.945537 108.6604747 c12c(n([H])c([H])[nH+]1)C(=S)N([H])C(N([H])[H])=N2 InChI=1S/C5H5N5S/c6-‐5-‐9-‐3-‐2(4(11)10-‐5)7-‐1-‐8-‐3/h1H,(H4,6,7,8,9,10,11)/p+1 WYWHKKSPHMUBEB-‐UHFFFAOYSA-‐O
PRAZOSIN	  HYDROCHLORIDE 90.48029744 99.58215896 c1(N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])N2C(=O)c3c([H])c([H])c([H])o3)nc(c([H])c(OC([H])([H])[H])c(c4[H])OC([H])([H])[H])c4c(N([H])[H])n1 InChI=1S/C19H21N5O4/c1-‐26-‐15-‐10-‐12-‐13(11-‐16(15)27-‐2)21-‐19(22-‐17(12)20)24-‐7-‐5-‐23(6-‐8-‐24)18(25)14-‐4-‐3-‐9-‐28-‐14/h3-‐4,9-‐11H,5-‐8H2,1-‐2H3,(H2,20,21,22) IENZQIKPVFGBNW-‐UHFFFAOYSA-‐N
METAMECONINE 95.41255617 92.42061058 c12c(C([H])([H])OC1=O)c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c2[H] InChI=1S/C10H10O4/c1-‐12-‐8-‐3-‐6-‐5-‐14-‐10(11)7(6)4-‐9(8)13-‐2/h3-‐4H,5H2,1-‐2H3 UKFAWRZYFYOXEG-‐UHFFFAOYSA-‐N
INOSINE 107.3414673 110.7036223 n1(c([H])nc(C(N([H])C([H])=[NH+]2)=O)c12)C3([H])O[C@@]([H])([C@@]([H])(O[H])[C@@]3([H])O[H])C([H])([H])O[H] InChI=1S/C10H12N4O5/c15-‐1-‐4-‐6(16)7(17)10(19-‐4)14-‐3-‐13-‐5-‐8(14)11-‐2-‐12-‐9(5)18/h2-‐4,6-‐7,10,15-‐17H,1H2,(H,11,12,18)/p+1/t4-‐,6-‐,7-‐,10?/m1/s1 UGQMRVRMYYASKQ-‐VTHZCTBJSA-‐O
ADONITOL 94.41554787 81.1306402 C([H])(O[H])(C([H])(C([H])([H])O[H])O[H])C([H])(C([H])([H])O[H])O[H] InChI=1S/C5H12O5/c6-‐1-‐3(8)5(10)4(9)2-‐7/h3-‐10H,1-‐2H2 HEBKCHPVOIAQTA-‐UHFFFAOYSA-‐N
TETRACYCLINE	  HYDROCHLORIDE 97.71740478 118.0547411 [C@@]1(O[H])([C@@]([H])(C([H])([H])[C@@]([H])(C2=C1O[H])[C@](C([H])([H])[H])(O[H])c(c3C2=O)c([H])c([H])c([H])c3O[H])[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])C(=C4C(N([H])[H])=O)[O-‐])C4=O InChI=1S/C22H24N2O8/c1-‐21(31)8-‐5-‐4-‐6-‐11(25)12(8)16(26)13-‐9(21)7-‐10-‐15(24(2)3)17(27)14(20(23)30)19(29)22(10,32)18(13)28/h4-‐6,9-‐10,15,25,27-‐28,31-‐32H,7H2,1-‐3H3,(H2,23,30)/t9-‐,10-‐,15-‐,21+,22-‐/m0/s1 OFVLGDICTFRJMM-‐WESIUVDSSA-‐N
PROGLUMIDE 104.837217 105.0165104 C(=O)(N(C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])(C([H])([H])C([H])([H])C([O-‐])=O)N([H])C(c1c([H])c([H])c([H])c([H])c1[H])=O InChI=1S/C18H26N2O4/c1-‐3-‐12-‐20(13-‐4-‐2)18(24)15(10-‐11-‐16(21)22)19-‐17(23)14-‐8-‐6-‐5-‐7-‐9-‐14/h5-‐9,15H,3-‐4,10-‐13H2,1-‐2H3,(H,19,23)(H,21,22)/p-‐1 DGMKFQYCZXERLX-‐UHFFFAOYSA-‐M
DOMPERIDONE 111.0186685 838.6750148 C1(=O)N([H])c2c(c([H])c([H])c(Cl)c2[H])[NH+]1C([H])(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])[NH+]3C([H])([H])C([H])([H])C([H])([H])N4c5c([N+]([H])([H])C4=O)c([H])c([H])c([H])c5[H] InChI=1S/C22H24ClN5O2/c23-‐15-‐6-‐7-‐20-‐18(14-‐15)25-‐22(30)28(20)16-‐8-‐12-‐26(13-‐9-‐16)10-‐3-‐11-‐27-‐19-‐5-‐2-‐1-‐4-‐17(19)24-‐21(27)29/h1-‐2,4-‐7,14,16H,3,8-‐13H2,(H,24,29)(H,25,30)/p+3 FGXWKSZFVQUSTL-‐UHFFFAOYSA-‐Q
DEACETOXY-‐7-‐OXISOGEDUNIN 89.6181785 56.14947439 [C@]12([C@@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@@]1(C([H])([H])[H])C(=O)C([H])([H])C([H])([C@@]34C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([H])=C([H])C4=O)[C@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C26H30O6/c1-‐22(2)9-‐7-‐17(27)24(4)15-‐6-‐10-‐23(3)19(14-‐8-‐11-‐30-‐13-‐14)31-‐21(29)20-‐26(23,32-‐20)25(15,5)18(28)12-‐16(22)24/h7-‐9,11,13,15-‐16,19-‐20H,6,10,12H2,1-‐5H3/t15?,16?,19-‐,20+,23-‐,24+,25-‐,26+/m0/s1 VOKBOMKQXKLQSI-‐LYXRPRNPSA-‐N
TRIDESACETOXYKHIVORIN 84.19328037 47.99794727 [C@]12([C@](C([H])([H])[H])(C([H])([H])C([H])([H])C3([H])[C@]1(C([H])([H])[H])[C@]([H])(O[H])C([H])([H])C4([H])[C@@]3(C([H])([H])[H])[C@@]([H])(O[H])C([H])([H])[C@@]([H])(O[H])C4(C([H])([H])[H])C([H])([H])[H])[C@@]([H])(c5c([H])c([H])oc5[H])OC6=O)[C@]6([H])O2 InChI=1S/C26H36O7/c1-‐22(2)15-‐10-‐18(29)25(5)14(24(15,4)17(28)11-‐16(22)27)6-‐8-‐23(3)19(13-‐7-‐9-‐31-‐12-‐13)32-‐21(30)20-‐26(23,25)33-‐20/h7,9,12,14-‐20,27-‐29H,6,8,10-‐11H2,1-‐5H3/t14?,15?,16-‐,17+,18-‐,19-‐,20-‐,23-‐,24+,25-‐,26-‐/m1/s1 MGQUMSFBIYXTTE-‐ZGBPUVOSSA-‐N
4,4'-‐DIMETHOXYDALBERGIONE 101.418065 116.3696709 C1(C([H])(C([H])=C([H])[H])c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])=C([H])C(C(OC([H])([H])[H])=C([H])C1=O)=O InChI=1S/C17H16O4/c1-‐4-‐13(11-‐5-‐7-‐12(20-‐2)8-‐6-‐11)14-‐9-‐16(19)17(21-‐3)10-‐15(14)18/h4-‐10,13H,1H2,2-‐3H3 FSNITHOUQGJHTR-‐UHFFFAOYSA-‐N
2-‐METHYLENE-‐5-‐(2,5-‐DIOXOTETRAHYDROFURAN-‐3-‐YL)-‐6-‐OXO-‐-‐10,10-‐DIMETHYLBICYCLO[7:	  2:	  0]UNDECANE47.57961657 29.82025242 C1(=O)C([H])(C([H])([H])C(=O)O1)C([H])(C([H])([H])C([H])([H])C(=C([H])[H])C([H])(C23[H])C([H])([H])C2(C([H])([H])[H])C([H])([H])[H])C(=O)C([H])([H])C3([H])[H] InChI=1S/C18H24O4/c1-‐10-‐4-‐5-‐11(12-‐8-‐16(20)22-‐17(12)21)15(19)7-‐6-‐14-‐13(10)9-‐18(14,2)3/h11-‐14H,1,4-‐9H2,2-‐3H3 HIFLEGNWVFLGLY-‐UHFFFAOYSA-‐N
3-‐AMINO-‐beta-‐PINENE 104.3563071 92.27316694 C([H])(C1([H])[H])(C(C12[H])(C([H])([H])[H])C([H])([H])[H])C(=C([H])[H])C([H])(C2([H])[H])[N+]([H])([H])[H] InChI=1S/C10H17N/c1-‐6-‐8-‐4-‐7(5-‐9(6)11)10(8,2)3/h7-‐9H,1,4-‐5,11H2,2-‐3H3/p+1 ZEKALTOSWFXTCN-‐UHFFFAOYSA-‐O
HYDROCOTARNINE 98.90794999 77.76049979 c(C1([H])[H])(c(C([H])([H])C([H])([H])[NH+]1C([H])([H])[H])c([H])c(c23)OC([H])([H])O2)c3OC([H])([H])[H] InChI=1S/C12H15NO3/c1-‐13-‐4-‐3-‐8-‐5-‐10-‐12(16-‐7-‐15-‐10)11(14-‐2)9(8)6-‐13/h5H,3-‐4,6-‐7H2,1-‐2H3/p+1 XXANNZJIZQTCBP-‐UHFFFAOYSA-‐O
NONIC	  ACID 117.0065831 128.3968595 C([O-‐])(=O)[C@]([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([O-‐])=O InChI=1S/C9H16O4/c1-‐2-‐3-‐4-‐5-‐7(9(12)13)6-‐8(10)11/h7H,2-‐6H2,1H3,(H,10,11)(H,12,13)/p-‐2/t7-‐/m1/s1 FNZSVEHJZREFPF-‐SSDOTTSWSA-‐L
METHYL	  COCLAURINE 94.45660115 96.6332861 c12c(C([H])([H])C([H])([H])N(C([H])([H])[H])C1([H])C([H])([H])c(c([H])c3[H])c([H])c([H])c3O[H])c([H])c(OC([H])([H])[H])c(O[H])c2[H] InChI=1S/C18H21NO3/c1-‐19-‐8-‐7-‐13-‐10-‐18(22-‐2)17(21)11-‐15(13)16(19)9-‐12-‐3-‐5-‐14(20)6-‐4-‐12/h3-‐6,10-‐11,16,20-‐21H,7-‐9H2,1-‐2H3 BOKVLBSSPUTWLV-‐UHFFFAOYSA-‐N



OLIGOMYCIN	  (A	  shown) 3.001615839 11.28448015
[C@@]1(C([H])([H])C([H])([H])[C@]([H])([C@@]([H])(C([H])([H])[C@]([H])(C([H])([H])[H])O[H])O1)C([H])([H])[H])(O[C@]([H])(C([H])([H])C([H])([H])[C@]([H])(C([H])([H])C([H])([H])[H])\C([H])=C([H])\C([H])=C([H])\C([H])([H])[C@]([H])(C([H])([H])[H])[C@@]2([H])O[H])[C@@]([H])([C@]3([H])OC(=O)\C([
H])=C([H])\[C@@]([H])(C([H])([H])[H])[C@]([H])(O[H])[C@@]([H])(C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])[H])[C@]([H])(O[H])[C@]([H])(C(=O)[C@@]2(C([H])([H])[H])O[H])C([H])([H])[H])C([H])([H])[H])[C@]3([H])C([H])([H])[H]

InChI=1S/C45H74O11/c1-‐12-‐34-‐17-‐15-‐13-‐14-‐16-‐27(4)42(51)44(11,53)43(52)32(9)40(50)31(8)39(49)30(7)38(48)26(3)18-‐21-‐37(47)54-‐41-‐29(6)35(20-‐19-‐34)55-‐45(33(41)10)23-‐22-‐25(2)36(56-‐45)24-‐28(5)46/h13-‐15,17-‐18,21,25-‐36,38,40-‐42,46,48,50-‐51,53H,12,16,19-‐20,22-‐24H2,1-‐11H3/b14-‐13+,17-‐
15+,21-‐18+/t25-‐,26-‐,27+,28+,29+,30-‐,31-‐,32-‐,33-‐,34-‐,35-‐,36-‐,38+,40+,41+,42-‐,44+,45-‐/m1/s1 MNULEGDCPYONBU-‐WMBHJXFZSA-‐N

beta-‐TOXICAROL 70.52253709 67.83964895 c12c(c([H])c(c3c1O[H])OC(C([H])=C3[H])(C([H])([H])[H])C([H])([H])[H])OC([H])(C4([H])C2=O)C([H])([H])Oc(c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c5[H])c45 InChI=1S/C23H22O7/c1-‐23(2)6-‐5-‐11-‐14(30-‐23)9-‐17-‐20(21(11)24)22(25)19-‐12-‐7-‐15(26-‐3)16(27-‐4)8-‐13(12)28-‐10-‐18(19)29-‐17/h5-‐9,18-‐19,24H,10H2,1-‐4H3 MTTUVGLGBORPBI-‐UHFFFAOYSA-‐N
METFORMIN	  HYDROCHLORIDE 93.7762896 103.9844049 C(N(C([H])([H])[H])C([H])([H])[H])(=[N+]([H])[H])N([H])C(N([H])[H])=N[H] InChI=1S/C4H11N5/c1-‐9(2)4(7)8-‐3(5)6/h1-‐2H3,(H5,5,6,7,8)/p+1 XZWYZXLIPXDOLR-‐UHFFFAOYSA-‐O
CANAVANINE 91.68843692 101.5621165 C(N([H])[H])(N([H])OC([H])([H])C([H])([H])[C@]([H])([N+]([H])([H])[H])C([O-‐])=O)=[N+]([H])[H] InChI=1S/C5H12N4O3/c6-‐3(4(10)11)1-‐2-‐12-‐9-‐5(7)8/h3H,1-‐2,6H2,(H,10,11)(H4,7,8,9)/p+1/t3-‐/m0/s1 FSBIGDSBMBYOPN-‐VKHMYHEASA-‐O
AVOCADYNE	  ACETATE 109.8926356 144.5945968 C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])OC(C([H])([H])[H])=O)#C[H] InChI=1S/C19H34O4/c1-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐18(21)15-‐19(22)16-‐23-‐17(2)20/h1,18-‐19,21-‐22H,4-‐16H2,2H3 JAKAZHIACKJNNB-‐UHFFFAOYSA-‐N
DEHYDROAVOCATIN-‐1-‐ACETATE 107.323873 134.0839714 C(C([H])([H])[H])(OC([H])([H])C([H])(O[H])\C([H])=C([H])\C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])=C([H])[H])=O InChI=1S/C19H34O3/c1-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐15-‐16-‐19(21)17-‐22-‐18(2)20/h3,15-‐16,19,21H,1,4-‐14,17H2,2H3/b16-‐15+ OYZLUMCALBWJQC-‐FOCLMDBBSA-‐N
7-‐CHLOROKYNURENIC	  ACID 89.89968672 93.09463866 c1([H])c([H])c(c(n2)c([H])c1Cl)c(O[H])c([H])c2C(=O)[O-‐] InChI=1S/C10H6ClNO3/c11-‐5-‐1-‐2-‐6-‐7(3-‐5)12-‐8(10(14)15)4-‐9(6)13/h1-‐4H,(H,12,13)(H,14,15)/p-‐1 UAWVRVFHMOSAPU-‐UHFFFAOYSA-‐M

ACETYL	  ISOGAMBOGIC	  ACID 30.34310241 10.37875491
[C@@](Oc(c(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(OC(C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([H])=C1[H])c1c2OC(C([H])([H])[H])=O)c2C3=O)(C([H])(C([H])([H])[C@]4([H])C5=O)C(O6)(C([H])([H])[H])C([H])([H])[H])(C3=C4[H])C56C([H])([H])\C([H])=
C(/C([H])([H])[H])\C([O-‐])=O InChI=1S/C40H46O9/c1-‐21(2)11-‐10-‐16-‐38(9)17-‐15-‐27-‐32(47-‐38)26(13-‐12-‐22(3)4)34-‐30(33(27)46-‐24(6)41)31(42)28-‐19-‐25-‐20-‐29-‐37(7,8)49-‐39(35(25)43,40(28,29)48-‐34)18-‐14-‐23(5)36(44)45/h11-‐12,14-‐15,17,19,25,29H,10,13,16,18,20H2,1-‐9H3,(H,44,45)/p-‐1/b23-‐14+/t25-‐,29?,38?,39?,40-‐/m1/s1 REDMIYQFNIRTDF-‐AKZXAPPFSA-‐M 5.27 5.39

MUNDULONE	  ACETATE 87.47167826 71.77850055 C1(=C([H])Oc(c(c([H])c(c23)C([H])([H])C([H])(C(C([H])([H])[H])(C([H])([H])[H])O2)OC(C([H])([H])[H])=O)C1=O)c3[H])c(c([H])c([H])c(c45)OC(C([H])=C4[H])(C([H])([H])[H])C([H])([H])[H])c5OC([H])([H])[H] InChI=1S/C28H28O7/c1-‐15(29)33-‐24-‐12-‐16-‐11-‐19-‐23(13-‐22(16)35-‐28(24,4)5)32-‐14-‐20(25(19)30)17-‐7-‐8-‐21-‐18(26(17)31-‐6)9-‐10-‐27(2,3)34-‐21/h7-‐11,13-‐14,24H,12H2,1-‐6H3 QUQMZWZRFQKNFP-‐UHFFFAOYSA-‐N
ISOGINKGETIN 63.51415518 36.16032907 c12c(c(c([H])c(O[H])c1c3c(OC([H])([H])[H])c([H])c([H])c(c3[H])C(Oc(c([H])c([O-‐])c([H])c4O[H])c4C5=O)=C5[H])[O-‐])C(C([H])=C(c6c([H])c([H])c(c([H])c6[H])OC([H])([H])[H])O2)=O InChI=1S/C32H22O10/c1-‐39-‐18-‐6-‐3-‐15(4-‐7-‐18)26-‐14-‐24(38)31-‐22(36)12-‐21(35)29(32(31)42-‐26)19-‐9-‐16(5-‐8-‐25(19)40-‐2)27-‐13-‐23(37)30-‐20(34)10-‐17(33)11-‐28(30)41-‐27/h3-‐14,33-‐36H,1-‐2H3/p-‐2 HUOOMAOYXQFIDQ-‐UHFFFAOYSA-‐L
DIHYDROERGOTAMINE	  MESYLATE 10.06864529 27.06094996 [C@@]1(O[H])([C@]([H])(C([H])([H])C([H])([H])C2([H])[H])N2C3=O)N([C@@]3([H])C([H])([H])c4c([H])c([H])c([H])c([H])c4[H])C([C@](C([H])([H])[H])(N([H])C(=O)[C@@]([H])(C([H])([H])N(C([H])([H])[H])[C@]([C@@]5([H])c6c(c78)c(c([H])c([H])c6[H])n([H])c7[H])([H])C8([H])[H])C5([H])[H])O1)=O InChI=1S/C33H37N5O5/c1-‐32(35-‐29(39)21-‐15-‐23-‐22-‐10-‐6-‐11-‐24-‐28(22)20(17-‐34-‐24)16-‐25(23)36(2)18-‐21)31(41)38-‐26(14-‐19-‐8-‐4-‐3-‐5-‐9-‐19)30(40)37-‐13-‐7-‐12-‐27(37)33(38,42)43-‐32/h3-‐6,8-‐11,17,21,23,25-‐27,34,42H,7,12-‐16,18H2,1-‐2H3,(H,35,39)/t21-‐,23-‐,25-‐,26+,27+,32-‐,33+/m1/s1 LUZRJRNZXALNLM-‐JGRZULCMSA-‐N

ATRACTYLOSIDE	  POTASSIUM 92.23972386 100.0455533
C1([H])(OS(=O)(=O)[O-‐])C([H])(OS(=O)(=O)[O-‐])C([H])(C([H])([H])O[H])OC([H])(O[C@]([H])(C([H])([H])[C@@]([H])(C([O-‐
])=O)[C@@]([C@]23C([H])([H])[H])([H])C([H])([H])C([H])([H])[C@@]4(C([H])([H])C5([H])C(=C([H])[H])[C@]4([H])O[H])[C@@]2([H])C([H])([H])C5([H])[H])C3([H])[H])C1([H])OC(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=O

InChI=1S/C30H46O16S2/c1-‐14(2)9-‐22(32)44-‐25-‐24(46-‐48(39,40)41)23(45-‐47(36,37)38)20(13-‐31)43-‐28(25)42-‐17-‐10-‐18(27(34)35)19-‐7-‐8-‐30-‐11-‐16(15(3)26(30)33)5-‐6-‐21(30)29(19,4)12-‐17/h14,16-‐21,23-‐26,28,31,33H,3,5-‐13H2,1-‐2,4H3,(H,34,35)(H,36,37,38)(H,39,40,41)/p-‐3/t16?,17-‐,18-‐,19-‐
,20?,21+,23?,24?,25?,26+,28?,29-‐,30-‐/m1/s1 FYQXODZRNSCOTR-‐NFUHVIKBSA-‐K

PIRENPERONE 102.5675569 93.87398363 N1(C(C([H])=C([H])C([H])=C1[H])=NC(=C2C([H])([H])C([H])([H])[NH+](C([H])([H])C3([H])[H])C([H])([H])C([H])([H])C3([H])C(=O)c4c([H])c([H])c(c([H])c4[H])F)C([H])([H])[H])C2=O InChI=1S/C23H24FN3O2/c1-‐16-‐20(23(29)27-‐12-‐3-‐2-‐4-‐21(27)25-‐16)11-‐15-‐26-‐13-‐9-‐18(10-‐14-‐26)22(28)17-‐5-‐7-‐19(24)8-‐6-‐17/h2-‐8,12,18H,9-‐11,13-‐15H2,1H3/p+1 HXCNRYXBZNHDNE-‐UHFFFAOYSA-‐O
PHENTOLAMINE	  HYDROCHLORIDE 86.01135434 85.38544247 N(c1c([H])c([H])c(c([H])c1[H])C([H])([H])[H])(C([H])([H])C2=NC([H])([H])C([H])([H])N2[H])c3c([H])c([H])c([H])c(O[H])c3[H] InChI=1S/C17H19N3O/c1-‐13-‐5-‐7-‐14(8-‐6-‐13)20(12-‐17-‐18-‐9-‐10-‐19-‐17)15-‐3-‐2-‐4-‐16(21)11-‐15/h2-‐8,11,21H,9-‐10,12H2,1H3,(H,18,19) MRBDMNSDAVCSSF-‐UHFFFAOYSA-‐N
PERGOLIDE	  MESYLATE 85.26653048 90.1457658 c1(C2([H])[H])c(c(n([H])c1[H])c([H])c([H])c3[H])c3[C@@]([H])(C([H])([H])[C@]([H])(C([H])([H])[NH+]4C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])SC([H])([H])[H])[C@@]24[H] InChI=1S/C19H26N2S/c1-‐3-‐7-‐21-‐11-‐13(12-‐22-‐2)8-‐16-‐15-‐5-‐4-‐6-‐17-‐19(15)14(10-‐20-‐17)9-‐18(16)21/h4-‐6,10,13,16,18,20H,3,7-‐9,11-‐12H2,1-‐2H3/p+1/t13-‐,16-‐,18-‐/m1/s1 YEHCICAEULNIGD-‐MZMPZRCHSA-‐O
LITHOCHOL-‐11-‐ENIC	  ACID 112.0156768 23.69080954 [C@@]1(C([H])([H])[H])(C([H])=C2[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C24H38O3/c1-‐15(4-‐9-‐22(26)27)19-‐7-‐8-‐20-‐18-‐6-‐5-‐16-‐14-‐17(25)10-‐12-‐23(16,2)21(18)11-‐13-‐24(19,20)3/h11,13,15-‐21,25H,4-‐10,12,14H2,1-‐3H3,(H,26,27)/p-‐1/t15?,16-‐,17-‐,18?,19-‐,20?,21?,23+,24-‐/m1/s1 FEGCPHIPSRBREU-‐IENBECQSSA-‐M
FISETIN 108.5261478 56.31798141 C1(c2c([H])c([H])c(c(O[H])c2[H])[O-‐])=C([O-‐])C(c(c([H])c([H])c([O-‐])c3[H])c3O1)=O InChI=1S/C15H10O6/c16-‐8-‐2-‐3-‐9-‐12(6-‐8)21-‐15(14(20)13(9)19)7-‐1-‐4-‐10(17)11(18)5-‐7/h1-‐6,16-‐18,20H/p-‐3 XHEFDIBZLJXQHF-‐UHFFFAOYSA-‐K
NOCODAZOLE 95.15450697 105.943299 c1(N([H])C(OC([H])([H])[H])=O)n([H])c(c(c2[H])n1)c([H])c([H])c2C(=O)c3c([H])c([H])c([H])s3 InChI=1S/C14H11N3O3S/c1-‐20-‐14(19)17-‐13-‐15-‐9-‐5-‐4-‐8(7-‐10(9)16-‐13)12(18)11-‐3-‐2-‐6-‐21-‐11/h2-‐7H,1H3,(H2,15,16,17,19) KYRVNWMVYQXFEU-‐UHFFFAOYSA-‐N
HARMANE 99.55893777 81.509781 n1([H])c(c([H])c([H])c([H])c2[H])c2c(c([H])c([H])nc3C([H])([H])[H])c13 InChI=1S/C12H10N2/c1-‐8-‐12-‐10(6-‐7-‐13-‐8)9-‐4-‐2-‐3-‐5-‐11(9)14-‐12/h2-‐7,14H,1H3 PSFDQSOCUJVVGF-‐UHFFFAOYSA-‐N
BETAMETHASONE	  VALERATE 10.23872318 38.60368087 [C@]1(C([H])([H])[H])(C([H])([H])C2([H])O[H])C([H])(C([H])([H])[C@@]([H])(C([H])([H])[H])[C@@]1(OC(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)C(C([H])([H])O[H])=O)C([H])([C@]23F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C27H37FO6/c1-‐5-‐6-‐7-‐23(33)34-‐27(22(32)15-‐29)16(2)12-‐20-‐19-‐9-‐8-‐17-‐13-‐18(30)10-‐11-‐24(17,3)26(19,28)21(31)14-‐25(20,27)4/h10-‐11,13,16,19-‐21,29,31H,5-‐9,12,14-‐15H2,1-‐4H3/t16-‐,19?,20?,21?,24+,25-‐,26+,27-‐/m1/s1 SNHRLVCMMWUAJD-‐FCJKUADPSA-‐N
EPICATECHIN 77.9179928 80.37235861 O1[C@@]([H])([C@]([H])(O[H])C([H])([H])c2c1c([H])c(O[H])c([H])c2O[H])c3c([H])c([H])c(c(O[H])c3[H])O[H] InChI=1S/C15H14O6/c16-‐8-‐4-‐11(18)9-‐6-‐13(20)15(21-‐14(9)5-‐8)7-‐1-‐2-‐10(17)12(19)3-‐7/h1-‐5,13,15-‐20H,6H2/t13-‐,15-‐/m1/s1 PFTAWBLQPZVEMU-‐UKRRQHHQSA-‐N
TETRAHYDROCORTISONE-‐21-‐ACETATE 79.99998073 81.63616126 [C@@]1(C([H])([H])[H])(C([H])([H])C2=O)C([H])(C([H])([H])C([H])([H])[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(O[H])C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C23H34O6/c1-‐13(24)29-‐12-‐19(27)23(28)9-‐7-‐17-‐16-‐5-‐4-‐14-‐10-‐15(25)6-‐8-‐21(14,2)20(16)18(26)11-‐22(17,23)3/h14-‐17,20,25,28H,4-‐12H2,1-‐3H3/t14-‐,15-‐,16?,17?,20?,21+,22+,23+/m1/s1 MULICLCRGFYQJF-‐AAPIYNEUSA-‐N

beta-‐AMYRIN 75.14396382 65.85969146
[C@]1(C([H])([H])[H])(C([H])([H])C([H])([H])[C@@](C23[H])(C([H])([H])[H])C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C2([H])[H])C3=C([H])C([H])([H])C4([H])[C@@]1(C([H])([H])[H])C([H])([H])C([H])([H])C5([H])[C@]4(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])(O[H])C5(C([H])([H])[H])C([H])(
[H])[H] InChI=1S/C30H50O/c1-‐25(2)15-‐16-‐27(5)17-‐18-‐29(7)20(21(27)19-‐25)9-‐10-‐23-‐28(6)13-‐12-‐24(31)26(3,4)22(28)11-‐14-‐30(23,29)8/h9,21-‐24,31H,10-‐19H2,1-‐8H3/t21?,22?,23?,24-‐,27+,28-‐,29+,30+/m0/s1 JFSHUTJDVKUMTJ-‐KOMNAURRSA-‐N

DECAHYDROGAMBOGIC	  ACID 18.17373633 12.82210671
C(O1)(C([H])(C([H])([H])C([H])(C2([H])O[H])C3([H])[H])C(O4)(C([H])([H])[H])C([H])([H])[H])(C3([H])C(c(c(c5c6OC(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])=C5[H])O[H])c1c6C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=O)C24C([H])([H])C([H])([
H])C([H])(C([H])([H])[H])C([O-‐])=O InChI=1S/C38H54O8/c1-‐20(2)10-‐9-‐15-‐36(8)16-‐14-‐24-‐29(39)28-‐30(40)26-‐18-‐23-‐19-‐27-‐35(6,7)46-‐37(33(23)41,17-‐13-‐22(5)34(42)43)38(26,27)45-‐32(28)25(31(24)44-‐36)12-‐11-‐21(3)4/h14,16,20-‐23,26-‐27,33,39,41H,9-‐13,15,17-‐19H2,1-‐8H3,(H,42,43)/p-‐1 ZZGVJHSBRGZEML-‐UHFFFAOYSA-‐M 5.64 5.94

PERSEITOL 73.49596773 60.19364289 C([H])(O[H])(C([H])(O[H])C([H])(C([H])([H])O[H])O[H])C([H])(O[H])C([H])(C([H])([H])O[H])O[H] InChI=1S/C7H16O7/c8-‐1-‐3(10)5(12)7(14)6(13)4(11)2-‐9/h3-‐14H,1-‐2H2 OXQKEKGBFMQTML-‐UHFFFAOYSA-‐N
LINDANE 90.09322363 79.82471079 [C@@]1([H])(Cl)[C@@]([H])(Cl)[C@]([H])(Cl)[C@]([H])([C@@]([H])(Cl)[C@]1([H])Cl)Cl InChI=1S/C6H6Cl6/c7-‐1-‐2(8)4(10)6(12)5(11)3(1)9/h1-‐6H/t1-‐,2-‐,3-‐,4+,5+,6+ JLYXXMFPNIAWKQ-‐GNIYUCBRSA-‐N
1,3,5-‐TRIMETHOXYBENZENE 68.59889753 90.48277984 c([H])(c1OC([H])([H])[H])c(OC([H])([H])[H])c([H])c(OC([H])([H])[H])c1[H] InChI=1S/C9H12O3/c1-‐10-‐7-‐4-‐8(11-‐2)6-‐9(5-‐7)12-‐3/h4-‐6H,1-‐3H3 LKUDPHPHKOZXCD-‐UHFFFAOYSA-‐N
SCANDENIN 9.001259932 13.79102208 c1(c(OC([H])([H])[H])c(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(c23)OC(C([H])=C2[H])(C([H])([H])[H])C([H])([H])[H])c3OC(C(c4c([H])c([H])c(c([H])c4[H])[O-‐])=C1[O-‐])=O InChI=1S/C26H26O6/c1-‐14(2)6-‐11-‐17-‐22-‐18(12-‐13-‐26(3,4)32-‐22)24-‐20(23(17)30-‐5)21(28)19(25(29)31-‐24)15-‐7-‐9-‐16(27)10-‐8-‐15/h6-‐10,12-‐13,27-‐28H,11H2,1-‐5H3/p-‐2 AAKJUGSASOCUFQ-‐UHFFFAOYSA-‐L 6.13 5.97
p-‐HYDROXYCINNAMALDEHYDE 70.78645105 139.5604496 C([H])(/C([H])=O)=C([H])\c(c([H])c1[H])c([H])c([H])c1O[H] InChI=1S/C9H8O2/c10-‐7-‐1-‐2-‐8-‐3-‐5-‐9(11)6-‐4-‐8/h1-‐7,11H/b2-‐1+ CJXMVKYNVIGQBS-‐OWOJBTEDSA-‐N
IPRIFLAVONE 84.85599765 137.7068724 C(c1c([H])c([H])c([H])c([H])c1[H])(O2)=C([H])C(c(c([H])c([H])c(OC([H])(C([H])([H])[H])C([H])([H])[H])c3[H])c23)=O InChI=1S/C18H16O3/c1-‐12(2)20-‐14-‐8-‐9-‐15-‐16(19)11-‐17(21-‐18(15)10-‐14)13-‐6-‐4-‐3-‐5-‐7-‐13/h3-‐12H,1-‐2H3 YVLFFUSZFGCFFW-‐UHFFFAOYSA-‐N

OXONITINE 73.94168909 90.86192064
[C@@]12(C3([H])[C@]([C@]([H])(O[H])C([H])([H])[C@]1([H])OC([H])([H])[H])(C([H])([H])OC([H])([H])[H])C([H])([H])N4C([H])=O)C4([H])[C@@]([H])(C5(OC(C([H])([H])[H])=O)C([H])(C([H])([C@]6(O[H])C([H])(C5([H])O[H])OC([H])([H])[H])OC(c7c([H])c([H])c([H])c([H])c7[H])=O)C2([H])C6([H])[H])[C@]3([H]
)OC([H])([H])[H]

InChI=1S/C33H43NO12/c1-‐16(36)46-‐33-‐21-‐18(12-‐31(40,28(44-‐5)26(33)38)27(21)45-‐29(39)17-‐9-‐7-‐6-‐8-‐10-‐17)32-‐20(42-‐3)11-‐19(37)30(14-‐41-‐2)13-‐34(15-‐35)25(32)22(33)23(43-‐4)24(30)32/h6-‐10,15,18-‐28,37-‐38,40H,11-‐14H2,1-‐5H3/t18?,19-‐
,20+,21?,22+,23+,24?,25?,26?,27?,28?,30+,31+,32+,33?/m1/s1 SVQZFPSKTHNMRD-‐OELRUYLISA-‐N

DESOXYCORTICOSTERONE	  ACETATE 88.96586377 75.3 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C(=O)C([H])([H])OC(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C23H32O4/c1-‐14(24)27-‐13-‐21(26)20-‐7-‐6-‐18-‐17-‐5-‐4-‐15-‐12-‐16(25)8-‐10-‐22(15,2)19(17)9-‐11-‐23(18,20)3/h12,17-‐20H,4-‐11,13H2,1-‐3H3/t17?,18?,19?,20-‐,22+,23+/m1/s1 VPGRYOFKCNULNK-‐CLIPTZFXSA-‐N
METERGOLINE 93.79083317 84.8606519 c(C1([H])[H])(c2[H])c(c(n2C([H])([H])[H])c([H])c([H])c3[H])c3[C@]([H])(C([H])([H])C([H])(C([H])([H])N([H])C(OC([H])([H])c4c([H])c([H])c([H])c([H])c4[H])=O)C([H])([H])N5C([H])([H])[H])C15[H] InChI=1S/C25H29N3O2/c1-‐27-‐14-‐18(13-‐26-‐25(29)30-‐16-‐17-‐7-‐4-‐3-‐5-‐8-‐17)11-‐21-‐20-‐9-‐6-‐10-‐22-‐24(20)19(12-‐23(21)27)15-‐28(22)2/h3-‐10,15,18,21,23H,11-‐14,16H2,1-‐2H3,(H,26,29)/t18?,21-‐,23?/m0/s1 WZHJKEUHNJHDLS-‐STDCAVTESA-‐N
QUASSIN 100.456507 98.40785627 [C@@]12(C([H])([H])[H])[C@]([H])(C([H])(C([H])=C(OC([H])([H])[H])C1=O)C([H])([H])[H])C([H])([H])[C@]3([H])[C@@](C([H])([H])[H])([C@]([H])(C(C([H])([H])[H])=C(OC([H])([H])[H])C4=O)C([H])([H])C(=O)O3)C24[H] InChI=1S/C22H28O6/c1-‐10-‐7-‐14(26-‐5)20(25)22(4)12(10)8-‐15-‐21(3)13(9-‐16(23)28-‐15)11(2)18(27-‐6)17(24)19(21)22/h7,10,12-‐13,15,19H,8-‐9H2,1-‐6H3/t10?,12-‐,13-‐,15+,19?,21+,22-‐/m0/s1 IOSXSVZRTUWBHC-‐CLNPFYHDSA-‐N
alpha-‐TOCHOPHERYL	  ACETATE 93.83975554 85.71261845 c1(c(C([H])([H])[H])c2C([H])([H])[H])c(C([H])([H])C([H])([H])C(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])O1)c(c2OC(C([H])([H])[H])=O)C([H])([H])[H] InChI=1S/C31H52O3/c1-‐21(2)13-‐10-‐14-‐22(3)15-‐11-‐16-‐23(4)17-‐12-‐19-‐31(9)20-‐18-‐28-‐26(7)29(33-‐27(8)32)24(5)25(6)30(28)34-‐31/h21-‐23H,10-‐20H2,1-‐9H3 ZAKOWWREFLAJOT-‐UHFFFAOYSA-‐N

VERATRINE	  SULFATE 91.85228399 93.97950266
[C@@](C1([H])[H])([C@]2([H])[C@]([C@@]13O[H])(O[H])C([H])([H])[C@@]([H])([C@@]4(O[H])[C@@]3([H])C([H])([H])[NH+]5[C@@]([H])(C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[H])C5([H])[H])[C@@]4(C([H])([H])[H])O[H])O[H])(O6)[C@](C([H])([H])[H])(C([H])([H])C([H])([H])[C@@]7([H])OC(=O)\
C(\C([H])([H])[H])=C([H])/C([H])([H])[H])[C@](C([H])([H])C2([H])[H])([C@@]67O[H])[H] InChI=1S/C32H49NO9/c1-‐6-‐18(3)25(35)41-‐24-‐11-‐12-‐26(4)19-‐8-‐9-‐20-‐28(37)13-‐23(34)31(39)21(29(28,38)16-‐30(20,26)42-‐32(19,24)40)15-‐33-‐14-‐17(2)7-‐10-‐22(33)27(31,5)36/h6,17,19-‐24,34,36-‐40H,7-‐16H2,1-‐5H3/p+1/b18-‐6-‐/t17-‐,19-‐,20-‐,21-‐,22-‐,23-‐,24+,26+,27+,28+,29+,30-‐,31-‐,32+/m0/s1 DBUCFOVFALNEOO-‐BPPRRKGZSA-‐O

ANTAZOLINE	  PHOSPHATE 97.10838183 86.62075862 N(c1c([H])c([H])c([H])c([H])c1[H])(C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])C3=NC([H])([H])C([H])([H])N3[H] InChI=1S/C17H19N3/c1-‐3-‐7-‐15(8-‐4-‐1)13-‐20(14-‐17-‐18-‐11-‐12-‐19-‐17)16-‐9-‐5-‐2-‐6-‐10-‐16/h1-‐10H,11-‐14H2,(H,18,19) REYFJDPCWQRWAA-‐UHFFFAOYSA-‐N
ASPIRIN 96.36537324 68.3830571 c1(c([H])c([H])c([H])c([H])c1OC(C([H])([H])[H])=O)C([O-‐])=O InChI=1S/C9H8O4/c1-‐6(10)13-‐8-‐5-‐3-‐2-‐4-‐7(8)9(11)12/h2-‐5H,1H3,(H,11,12)/p-‐1 BSYNRYMUTXBXSQ-‐UHFFFAOYSA-‐M
CEPHRADINE 100.395354 80.20760383 N12C([H])(SC([H])([H])C(C([H])([H])[H])=C1C([O-‐])=O)[C@@]([H])(C2=O)N([H])C(=O)[C@]([H])(N([H])[H])C(C3([H])[H])=C([H])C([H])([H])C([H])=C3[H] InChI=1S/C16H19N3O4S/c1-‐8-‐7-‐24-‐15-‐11(14(21)19(15)12(8)16(22)23)18-‐13(20)10(17)9-‐5-‐3-‐2-‐4-‐6-‐9/h2-‐3,6,10-‐11,15H,4-‐5,7,17H2,1H3,(H,18,20)(H,22,23)/p-‐1/t10-‐,11-‐,15?/m1/s1 RDLPVSKMFDYCOR-‐MHSSMOFYSA-‐M
CLOTRIMAZOLE 105.8868908 77.52999467 C(c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])c2[H])(c3c([H])c([H])c([H])c([H])c3Cl)n(c([H])c([H])n4)c4[H] InChI=1S/C22H17ClN2/c23-‐21-‐14-‐8-‐7-‐13-‐20(21)22(25-‐16-‐15-‐24-‐17-‐25,18-‐9-‐3-‐1-‐4-‐10-‐18)19-‐11-‐5-‐2-‐6-‐12-‐19/h1-‐17H VNFPBHJOKIVQEB-‐UHFFFAOYSA-‐N
CYPROTERONE	  ACETATE 103.1808718 79.56160721 [C@@]12(C([H])([H])[H])C(=C([H])C(=O)[C@]([H])(C3([H])[H])[C@@]13[H])C(=C([H])C([H])(C([H])([C@@]45C([H])([H])[H])C([H])([H])C([H])([H])[C@@]4(C(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)C2([H])C([H])([H])C5([H])[H])Cl InChI=1S/C24H29ClO4/c1-‐12(26)24(29-‐13(2)27)8-‐6-‐16-‐14-‐10-‐20(25)19-‐11-‐21(28)15-‐9-‐18(15)23(19,4)17(14)5-‐7-‐22(16,24)3/h10-‐11,14-‐18H,5-‐9H2,1-‐4H3/t14?,15-‐,16?,17?,18+,22+,23+,24+/m1/s1 UWFYSQMTEOIJJG-‐WMANOXGZSA-‐N
DEXAMETHASONE 103.8933039 80.99403449 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])[C@@]([H])(C([H])([H])[H])[C@]1(O[H])C(C([H])([H])O[H])=O)C([H])([C@]23F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C22H29FO5/c1-‐12-‐8-‐16-‐15-‐5-‐4-‐13-‐9-‐14(25)6-‐7-‐19(13,2)21(15,23)17(26)10-‐20(16,3)22(12,28)18(27)11-‐24/h6-‐7,9,12,15-‐17,24,26,28H,4-‐5,8,10-‐11H2,1-‐3H3/t12-‐,15?,16?,17+,19+,20+,21+,22+/m1/s1 UREBDLICKHMUKA-‐QCYOSJOCSA-‐N
DIETHYLSTILBESTROL 45.55948506 63.69255994 C(/C([H])([H])C([H])([H])[H])(\c1c([H])c([H])c(c([H])c1[H])O[H])=C(\C([H])([H])C([H])([H])[H])/c2c([H])c([H])c(c([H])c2[H])O[H] InChI=1S/C18H20O2/c1-‐3-‐17(13-‐5-‐9-‐15(19)10-‐6-‐13)18(4-‐2)14-‐7-‐11-‐16(20)12-‐8-‐14/h5-‐12,19-‐20H,3-‐4H2,1-‐2H3/b18-‐17+ RGLYKWWBQGJZGM-‐ISLYRVAYSA-‐N
DIMETHADIONE 109.0882488 63.69255994 [N-‐]1C(=O)C(OC1=O)(C([H])([H])[H])C([H])([H])[H] InChI=1S/C5H7NO3/c1-‐5(2)3(7)6-‐4(8)9-‐5/h1-‐2H3,(H,6,7,8)/p-‐1 JYJFNDQBESEHJQ-‐UHFFFAOYSA-‐M
DOXEPIN	  HYDROCHLORIDE 101.8232759 69.7780353 C(=C([H])\C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(/c1c(c([H])c([H])c([H])c1[H])C([H])([H])O2)\c3c2c([H])c([H])c([H])c3[H] InChI=1S/C19H21NO/c1-‐20(2)13-‐7-‐11-‐17-‐16-‐9-‐4-‐3-‐8-‐15(16)14-‐21-‐19-‐12-‐6-‐5-‐10-‐18(17)19/h3-‐6,8-‐12H,7,13-‐14H2,1-‐2H3/p+1/b17-‐11-‐ ODQWQRRAPPTVAG-‐BOPFTXTBSA-‐O
DOXYCYCLINE	  HYDROCHLORIDE 106.0214273 78.09173086 [C@]1(O[H])(C2=O)[C@@]([H])([C@]([H])([C@]([H])([C@@]([H])(C([H])([H])[H])c(c3C4=O)c([H])c([H])c([H])c3O[H])C4=C1O[H])O[H])[C@@]([H])(C([O-‐])=C2C(N([H])[H])=O)[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C22H24N2O8/c1-‐7-‐8-‐5-‐4-‐6-‐9(25)11(8)16(26)12-‐10(7)17(27)14-‐15(24(2)3)18(28)13(21(23)31)20(30)22(14,32)19(12)29/h4-‐7,10,14-‐15,17,25,27-‐29,32H,1-‐3H3,(H2,23,31)/t7-‐,10+,14+,15-‐,17-‐,22-‐/m0/s1 JBIWCJUYHHGXTC-‐AKNGSSGZSA-‐N
DOXYLAMINE	  SUCCINATE 108.8405793 81.98643508 C(C([H])([H])[H])(OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(c1c([H])c([H])c([H])c([H])c1[H])c2c([H])c([H])c([H])c([H])n2 InChI=1S/C17H22N2O/c1-‐17(20-‐14-‐13-‐19(2)3,15-‐9-‐5-‐4-‐6-‐10-‐15)16-‐11-‐7-‐8-‐12-‐18-‐16/h4-‐12H,13-‐14H2,1-‐3H3/p+1 HCFDWZZGGLSKEP-‐UHFFFAOYSA-‐O
EPHEDRINE	  (1R,2S)	  HYDROCHLORIDE 105.1469399 81.67748018 [C@]([H])(O[H])(C([H])(C([H])([H])[H])[N+]([H])([H])C([H])([H])[H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C10H15NO/c1-‐8(11-‐2)10(12)9-‐6-‐4-‐3-‐5-‐7-‐9/h3-‐8,10-‐12H,1-‐2H3/p+1/t8?,10-‐/m0/s1 KWGRBVOPPLSCSI-‐HTLJXXAVSA-‐O
ERGOCALCIFEROL 28.812744 81.71492926 [C@]12(C([H])([H])[H])[C@@]([H])(C([H])([H])C([H])([H])C1([H])[C@]([H])(C([H])([H])[H])\C([H])=C([H])\[C@]([H])(C([H])([H])[H])C([H])(C([H])([H])[H])C([H])([H])[H])\C(\C([H])([H])C([H])([H])C2([H])[H])=C([H])\C([H])=C(\C3([H])[H])/C(=C([H])[H])C([H])([H])C([H])([H])[C@]3([H])O[H] InChI=1S/C28H44O/c1-‐19(2)20(3)9-‐10-‐22(5)26-‐15-‐16-‐27-‐23(8-‐7-‐17-‐28(26,27)6)12-‐13-‐24-‐18-‐25(29)14-‐11-‐21(24)4/h9-‐10,12-‐13,19-‐20,22,25-‐27,29H,4,7-‐8,11,14-‐18H2,1-‐3,5-‐6H3/b10-‐9+,23-‐12+,24-‐13-‐/t20-‐,22+,25-‐,26?,27-‐,28+/m0/s1 MECHNRXZTMCUDQ-‐CIFSABHRSA-‐N
EUCATROPINE	  HYDROCHLORIDE 107.8284976 84.8606519 [NH+]1(C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])[H])OC(=O)C([H])(O[H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C17H25NO3/c1-‐12-‐14(10-‐11-‐17(2,3)18(12)4)21-‐16(20)15(19)13-‐8-‐6-‐5-‐7-‐9-‐13/h5-‐9,12,14-‐15,19H,10-‐11H2,1-‐4H3/p+1 SXLHPJQSZRLJAE-‐UHFFFAOYSA-‐O
FLUMETHAZONE	  PIVALATE 107.8590741 98.40785627 [C@@]12(C([H])([H])[H])C(=C([H])C(=O)C([H])=C1[H])[C@@]([H])(F)C([H])([H])C([H])([C@]2(F)[C@@]([H])(O[H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])[C@]([H])([C@]4(O[H])C(=O)C([H])([H])OC(=O)C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])C([H])([H])[H] InChI=1S/C27H36F2O6/c1-‐14-‐9-‐16-‐17-‐11-‐19(28)18-‐10-‐15(30)7-‐8-‐24(18,5)26(17,29)20(31)12-‐25(16,6)27(14,34)21(32)13-‐35-‐22(33)23(2,3)4/h7-‐8,10,14,16-‐17,19-‐20,31,34H,9,11-‐13H2,1-‐6H3/t14-‐,16?,17?,19+,20+,24+,25+,26+,27+/m1/s1 JWRMHDSINXPDHB-‐DCPWPRNHSA-‐N
FLUOROMETHOLONE 105.6728554 85.71261845 C12(C([H])([H])[H])C([C@@]([H])(C([H])([H])[H])C([H])([H])C([H])(C([H])([C@@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@]3(O[H])C(C([H])([H])[H])=O)[C@]1(F)[C@@]([H])(O[H])C4([H])[H])=C([H])C(=O)C([H])=C2[H] InChI=1S/C22H29FO4/c1-‐12-‐9-‐17-‐15-‐6-‐8-‐21(27,13(2)24)20(15,4)11-‐18(26)22(17,23)19(3)7-‐5-‐14(25)10-‐16(12)19/h5,7,10,12,15,17-‐18,26-‐27H,6,8-‐9,11H2,1-‐4H3/t12-‐,15?,17?,18-‐,19?,20-‐,21-‐,22-‐/m0/s1 FAOZLTXFLGPHNG-‐KXWDGVDDSA-‐N
HYDROCORTISONE	  HEMISUCCINATE 101.7682382 93.97950266 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]([H])(O[H])C2([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]24C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])C([H])([H])C([O-‐])=O)=O InChI=1S/C25H34O8/c1-‐23-‐9-‐7-‐15(26)11-‐14(23)3-‐4-‐16-‐17-‐8-‐10-‐25(32,24(17,2)12-‐18(27)22(16)23)19(28)13-‐33-‐21(31)6-‐5-‐20(29)30/h11,16-‐18,22,27,32H,3-‐10,12-‐13H2,1-‐2H3,(H,29,30)/p-‐1/t16?,17?,18-‐,22?,23-‐,24-‐,25-‐/m0/s1 VWQWXZAWFPZJDA-‐PILPDLGISA-‐M
IPRATROPIUM	  BROMIDE 109.3267454 94.4008048 [N+](C([H])([H])[H])(C([H])(C([H])([H])[H])C([H])([H])[H])(C([H])(C([H])([H])C1([H])[H])C2([H])[H])[C@@]1([H])C([H])([H])[C@@]2([H])OC(=O)C([H])(C([H])([H])O[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C20H30NO3/c1-‐14(2)21(3)16-‐9-‐10-‐17(21)12-‐18(11-‐16)24-‐20(23)19(13-‐22)15-‐7-‐5-‐4-‐6-‐8-‐15/h4-‐8,14,16-‐19,22H,9-‐13H2,1-‐3H3/q+1/t16-‐,17?,18-‐,19?,21?/m1/s1 OEXHQOGQTVQTAT-‐RHRUOIOWSA-‐N
LACTULOSE 104.9237315 90.30949291 [C@]1(C([H])([H])O[H])(O[H])O[C@@]([H])([C@@]([H])(O[C@]2([H])O[C@]([H])(C([H])([H])O[H])[C@@]([H])([C@]([H])(O[H])[C@@]2([H])O[H])O[H])[C@]1([H])O[H])C([H])([H])O[H] InChI=1S/C12H22O11/c13-‐1-‐4-‐6(16)7(17)8(18)11(21-‐4)22-‐9-‐5(2-‐14)23-‐12(20,3-‐15)10(9)19/h4-‐11,13-‐20H,1-‐3H2/t4-‐,5-‐,6+,7+,8-‐,9-‐,10+,11+,12-‐/m1/s1 JCQLYHFGKNRPGE-‐FCVZTGTOSA-‐N
METHACHOLINE	  CHLORIDE 106.8745113 86.62075862 [N+](C([H])([H])[H])(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])(C([H])([H])[H])OC(C([H])([H])[H])=O InChI=1S/C8H18NO2/c1-‐7(11-‐8(2)10)6-‐9(3,4)5/h7H,6H2,1-‐5H3/q+1 NZWOPGCLSHLLPA-‐UHFFFAOYSA-‐N
METHICILLIN	  SODIUM 108.8222334 68.3830571 N12[C@@]([H])([C@]([H])(N([H])C(=O)c3c(c([H])c([H])c([H])c3OC([H])([H])[H])OC([H])([H])[H])C1=O)SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C17H20N2O6S/c1-‐17(2)12(16(22)23)19-‐14(21)11(15(19)26-‐17)18-‐13(20)10-‐8(24-‐3)6-‐5-‐7-‐9(10)25-‐4/h5-‐7,11-‐12,15H,1-‐4H3,(H,18,20)(H,22,23)/p-‐1/t11-‐,12+,15-‐/m1/s1 RJQXTJLFIWVMTO-‐TYNCELHUSA-‐M
METHOXAMINE	  HYDROCHLORIDE 104.7310996 80.20760383 c1(c([H])c(OC([H])([H])[H])c([H])c([H])c1OC([H])([H])[H])C([H])(O[H])C([H])(C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C11H17NO3/c1-‐7(12)11(13)9-‐6-‐8(14-‐2)4-‐5-‐10(9)15-‐3/h4-‐7,11,13H,12H2,1-‐3H3/p+1 WJAJPNHVVFWKKL-‐UHFFFAOYSA-‐O
METHYLERGONOVINE	  MALEATE 108.9292511 77.52999467 C1(=C2[H])[C@@]([H])(C([H])([H])c3c(c(c([H])c([H])c4[H])n([H])c3[H])c14)N(C([H])([H])[C@]2([H])C(=O)N([H])[C@@]([H])(C([H])([H])C([H])([H])[H])C([H])([H])O[H])C([H])([H])[H] InChI=1S/C20H25N3O2/c1-‐3-‐14(11-‐24)22-‐20(25)13-‐7-‐16-‐15-‐5-‐4-‐6-‐17-‐19(15)12(9-‐21-‐17)8-‐18(16)23(2)10-‐13/h4-‐7,9,13-‐14,18,21,24H,3,8,10-‐11H2,1-‐2H3,(H,22,25)/t13-‐,14+,18-‐/m1/s1 UNBRKDKAWYKMIV-‐QWQRMKEZSA-‐N
METHYLPREDNISOLONE 93.74496844 79.56160721 [C@]12(C([H])([H])[H])C([C@]([H])(C([H])([H])C([H])(C([H])([C@@]34C([H])([H])[H])C([H])([H])C([H])([H])[C@]3(O[H])C(C([H])([H])O[H])=O)C1([H])[C@@]([H])(O[H])C4([H])[H])C([H])([H])[H])=C([H])C(=O)C([H])=C2[H] InChI=1S/C22H30O5/c1-‐12-‐8-‐14-‐15-‐5-‐7-‐22(27,18(26)11-‐23)21(15,3)10-‐17(25)19(14)20(2)6-‐4-‐13(24)9-‐16(12)20/h4,6,9,12,14-‐15,17,19,23,25,27H,5,7-‐8,10-‐11H2,1-‐3H3/t12-‐,14?,15?,17-‐,19?,20-‐,21-‐,22-‐/m0/s1 VHRSUDSXCMQTMA-‐IETLARDKSA-‐N
OXIDOPAMINE	  HYDROCHLORIDE 100.508487 80.99403449 c1([H])c(O[H])c(C([H])([H])C([H])([H])[N+]([H])([H])[H])c([H])c(O[H])c1O[H] InChI=1S/C8H11NO3/c9-‐2-‐1-‐5-‐3-‐7(11)8(12)4-‐6(5)10/h3-‐4,10-‐12H,1-‐2,9H2/p+1 DIVDFFZHCJEHGG-‐UHFFFAOYSA-‐O
PENICILLIN	  V	  POTASSIUM 108.773311 91.65765976 N12[C@@]([H])([C@]([H])(N([H])C(C([H])([H])Oc3c([H])c([H])c([H])c([H])c3[H])=O)C1=O)SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C16H18N2O5S/c1-‐16(2)12(15(21)22)18-‐13(20)11(14(18)24-‐16)17-‐10(19)8-‐23-‐9-‐6-‐4-‐3-‐5-‐7-‐9/h3-‐7,11-‐12,14H,8H2,1-‐2H3,(H,17,19)(H,21,22)/p-‐1/t11-‐,12+,14-‐/m1/s1 BPLBGHOLXOTWMN-‐MBNYWOFBSA-‐M
PHENIRAMINE	  MALEATE 103.1625259 72.53054261 C([H])(c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])n2)C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C16H20N2/c1-‐18(2)13-‐11-‐15(14-‐8-‐4-‐3-‐5-‐9-‐14)16-‐10-‐6-‐7-‐12-‐17-‐16/h3-‐10,12,15H,11,13H2,1-‐2H3/p+1 IJHNSHDBIRRJRN-‐UHFFFAOYSA-‐O
PHENYLEPHRINE	  HYDROCHLORIDE 106.241578 91.90107877 c1(c([H])c([H])c([H])c(O[H])c1[H])[C@]([H])(C([H])([H])[N+]([H])([H])C([H])([H])[H])O[H] InChI=1S/C9H13NO2/c1-‐10-‐6-‐9(12)7-‐3-‐2-‐4-‐8(11)5-‐7/h2-‐5,9-‐12H,6H2,1H3/p+1/t9-‐/m0/s1 SONNWYBIRXJNDC-‐VIFPVBQESA-‐O
PINDOLOL 97.57620206 85.03853503 c1(c([H])c([H])n2[H])c2c([H])c([H])c([H])c1OC([H])([H])C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C14H20N2O2/c1-‐10(2)16-‐8-‐11(17)9-‐18-‐14-‐5-‐3-‐4-‐13-‐12(14)6-‐7-‐15-‐13/h3-‐7,10-‐11,15-‐17H,8-‐9H2,1-‐2H3/p+1 JZQKKSLKJUAGIC-‐UHFFFAOYSA-‐O
PIPERACILLIN	  SODIUM 93.11203519 60.12553516 N12[C@@]([H])([C@]([H])(N([H])C(=O)C([H])(c3c([H])c([H])c([H])c([H])c3[H])N([H])C(=O)N4C([H])([H])C([H])([H])N(C(=O)C4=O)C([H])([H])C([H])([H])[H])C1=O)SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C23H27N5O7S/c1-‐4-‐26-‐10-‐11-‐27(19(32)18(26)31)22(35)25-‐13(12-‐8-‐6-‐5-‐7-‐9-‐12)16(29)24-‐14-‐17(30)28-‐15(21(33)34)23(2,3)36-‐20(14)28/h5-‐9,13-‐15,20H,4,10-‐11H2,1-‐3H3,(H,24,29)(H,25,35)(H,33,34)/p-‐1/t13?,14-‐,15+,20-‐/m1/s1 IVBHGBMCVLDMKU-‐UVIOZBFDSA-‐M
PIROXICAM 87.59297957 68.52349115 S1(=O)(=O)c(c([H])c([H])c([H])c2[H])c2C(=C(C(=O)N([H])c3c([H])c([H])c([H])c([H])n3)N1C([H])([H])[H])[O-‐] InChI=1S/C15H13N3O4S/c1-‐18-‐13(15(20)17-‐12-‐8-‐4-‐5-‐9-‐16-‐12)14(19)10-‐6-‐2-‐3-‐7-‐11(10)23(18,21)22/h2-‐9,19H,1H3,(H,16,17,20)/p-‐1 QYSPLQLAKJAUJT-‐UHFFFAOYSA-‐M
PREDNISOLONE 110.3694036 79.83311304 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]([H])(O[H])C2([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]24C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@]1(O[H])C(C([H])([H])O[H])=O InChI=1S/C21H28O5/c1-‐19-‐7-‐5-‐13(23)9-‐12(19)3-‐4-‐14-‐15-‐6-‐8-‐21(26,17(25)11-‐22)20(15,2)10-‐16(24)18(14)19/h5,7,9,14-‐16,18,22,24,26H,3-‐4,6,8,10-‐11H2,1-‐2H3/t14?,15?,16-‐,18?,19-‐,20-‐,21-‐/m0/s1 OIGNJSKKLXVSLS-‐YDAVOWJHSA-‐N
PREDNISOLONE	  ACETATE 106.6879947 63.69255994 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]([H])(O[H])C2([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])C24C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O InChI=1S/C23H30O6/c1-‐13(24)29-‐12-‐19(27)23(28)9-‐7-‐17-‐16-‐5-‐4-‐14-‐10-‐15(25)6-‐8-‐21(14,2)20(16)18(26)11-‐22(17,23)3/h6,8,10,16-‐18,20,26,28H,4-‐5,7,9,11-‐12H2,1-‐3H3/t16?,17?,18-‐,20?,21?,22-‐,23-‐/m0/s1 LRJOMUJRLNCICJ-‐AUGMLKDDSA-‐N
PREDNISONE 92.09995352 69.7780353 [C@@]1(C([H])([H])[H])(C([H])([H])C2=O)C([H])(C([H])([H])C([H])([H])[C@]1(O[H])C(C([H])([H])O[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C21H26O5/c1-‐19-‐7-‐5-‐13(23)9-‐12(19)3-‐4-‐14-‐15-‐6-‐8-‐21(26,17(25)11-‐22)20(15,2)10-‐16(24)18(14)19/h5,7,9,14-‐15,18,22,26H,3-‐4,6,8,10-‐11H2,1-‐2H3/t14?,15?,18?,19-‐,20-‐,21-‐/m0/s1 XOFYZVNMUHMLCC-‐BDQMTFAOSA-‐N
PRIMIDONE 90.16751964 78.09173086 C1(C([H])([H])C([H])([H])[H])(c2c([H])c([H])c([H])c([H])c2[H])C(=O)N([H])C([H])([H])N([H])C1=O InChI=1S/C12H14N2O2/c1-‐2-‐12(9-‐6-‐4-‐3-‐5-‐7-‐9)10(15)13-‐8-‐14-‐11(12)16/h3-‐7H,2,8H2,1H3,(H,13,15)(H,14,16) DQMZLTXERSFNPB-‐UHFFFAOYSA-‐N
PROBENECID 89.43674164 81.98643508 S(=O)(=O)(N(C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])c(c([H])c1[H])c([H])c([H])c1C([O-‐])=O InChI=1S/C13H19NO4S/c1-‐3-‐9-‐14(10-‐4-‐2)19(17,18)12-‐7-‐5-‐11(6-‐8-‐12)13(15)16/h5-‐8H,3-‐4,9-‐10H2,1-‐2H3,(H,15,16)/p-‐1 DBABZHXKTCFAPX-‐UHFFFAOYSA-‐M
PROCAINAMIDE	  HYDROCHLORIDE 104.3611242 81.67748018 C(N([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(=O)c1c([H])c([H])c(c([H])c1[H])N([H])[H] InChI=1S/C13H21N3O/c1-‐3-‐16(4-‐2)10-‐9-‐15-‐13(17)11-‐5-‐7-‐12(14)8-‐6-‐11/h5-‐8H,3-‐4,9-‐10,14H2,1-‐2H3,(H,15,17)/p+1 REQCZEXYDRLIBE-‐UHFFFAOYSA-‐O
PROCYCLIDINE	  HYDROCHLORIDE 103.3551578 81.71492926 [C@@](O[H])(C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])[NH+]3C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C19H29NO/c21-‐19(17-‐9-‐3-‐1-‐4-‐10-‐17,18-‐11-‐5-‐2-‐6-‐12-‐18)13-‐16-‐20-‐14-‐7-‐8-‐15-‐20/h1,3-‐4,9-‐10,18,21H,2,5-‐8,11-‐16H2/p+1/t19-‐/m1/s1 WYDUSKDSKCASEF-‐LJQANCHMSA-‐O
PROGESTERONE 91.99905112 52.42974941 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C(C([H])([H])[H])=O)C([H])(C23[H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]34C([H])([H])[H] InChI=1S/C21H30O2/c1-‐13(22)17-‐6-‐7-‐18-‐16-‐5-‐4-‐14-‐12-‐15(23)8-‐10-‐20(14,2)19(16)9-‐11-‐21(17,18)3/h12,16-‐19H,4-‐11H2,1-‐3H3/t16?,17-‐,18?,19?,20+,21-‐/m1/s1 RJKFOVLPORLFTN-‐OYEBDCLDSA-‐N
PYRILAMINE	  MALEATE 101.3585133 68.74818562 N(C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(C([H])([H])c(c([H])c1[H])c([H])c([H])c1OC([H])([H])[H])c2c([H])c([H])c([H])c([H])n2 InChI=1S/C17H23N3O/c1-‐19(2)12-‐13-‐20(17-‐6-‐4-‐5-‐11-‐18-‐17)14-‐15-‐7-‐9-‐16(21-‐3)10-‐8-‐15/h4-‐11H,12-‐14H2,1-‐3H3/p+1 YECBIJXISLIIDS-‐UHFFFAOYSA-‐O
RACEPHEDRINE	  HYDROCHLORIDE 103.0616235 70.72362455 C([H])(O[H])(C([H])(C([H])([H])[H])[N+]([H])([H])C([H])([H])[H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C10H15NO/c1-‐8(11-‐2)10(12)9-‐6-‐4-‐3-‐5-‐7-‐9/h3-‐8,10-‐12H,1-‐2H3/p+1 KWGRBVOPPLSCSI-‐UHFFFAOYSA-‐O
OXYPHENBUTAZONE 83.15327389 42.03762996 N1(c2c([H])c([H])c(c([H])c2[H])O[H])C(=O)[C-‐](C(=O)N1c3c([H])c([H])c([H])c([H])c3[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C19H19N2O3/c1-‐2-‐3-‐9-‐17-‐18(23)20(14-‐7-‐5-‐4-‐6-‐8-‐14)21(19(17)24)15-‐10-‐12-‐16(22)13-‐11-‐15/h4-‐8,10-‐13,22H,2-‐3,9H2,1H3/q-‐1 FGCWBPCTOOOWAO-‐UHFFFAOYSA-‐N
PYRAZINAMIDE 116.5733725 79.24329004 c1(c([H])nc([H])c([H])n1)C(N([H])[H])=O InChI=1S/C5H5N3O/c6-‐5(9)4-‐3-‐7-‐1-‐2-‐8-‐4/h1-‐3H,(H2,6,9) IPEHBUMCGVEMRF-‐UHFFFAOYSA-‐N
PROPYLTHIOURACIL 90.71483873 79.90801119 N1([H])C(=O)C([H])=C(N([H])C1=S)C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C7H10N2OS/c1-‐2-‐3-‐5-‐4-‐6(10)9-‐7(11)8-‐5/h4H,2-‐3H2,1H3,(H2,8,9,10,11) KNAHARQHSZJURB-‐UHFFFAOYSA-‐N
TAMOXIFEN	  CITRATE 108.5592756 80.90977406 C(/c1c([H])c([H])c([H])c([H])c1[H])(\c2c([H])c([H])c(c([H])c2[H])OC([H])([H])C([H])([H])N(C([H])([H])[H])C([H])([H])[H])=C(/C([H])([H])C([H])([H])[H])\c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C26H29NO/c1-‐4-‐25(21-‐11-‐7-‐5-‐8-‐12-‐21)26(22-‐13-‐9-‐6-‐10-‐14-‐22)23-‐15-‐17-‐24(18-‐16-‐23)28-‐20-‐19-‐27(2)3/h5-‐18H,4,19-‐20H2,1-‐3H3/b26-‐25-‐ NKANXQFJJICGDU-‐QPLCGJKRSA-‐N
TERBUTALINE	  HEMISULFATE 94.09048272 89.29836778 c1(C([H])(O[H])C([H])([H])[N+]([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])c([H])c(O[H])c([H])c(O[H])c1[H] InChI=1S/C12H19NO3/c1-‐12(2,3)13-‐7-‐11(16)8-‐4-‐9(14)6-‐10(15)5-‐8/h4-‐6,11,13-‐16H,7H2,1-‐3H3/p+1 XWTYSIMOBUGWOL-‐UHFFFAOYSA-‐O
TETRAHYDROZOLINE	  HYDROCHLORIDE 100.6063318 84.38317615 C1(=[NH+]C([H])([H])C([H])([H])N1[H])C2([H])C([H])([H])C([H])([H])C([H])([H])c(c([H])c([H])c([H])c3[H])c23 InChI=1S/C13H16N2/c1-‐2-‐6-‐11-‐10(4-‐1)5-‐3-‐7-‐12(11)13-‐14-‐8-‐9-‐15-‐13/h1-‐2,4,6,12H,3,5,7-‐9H2,(H,14,15)/p+1 BYJAVTDNIXVSPW-‐UHFFFAOYSA-‐O
SULFAMETHIZOLE 100.62162 89.00813741 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2nnc(C([H])([H])[H])s2 InChI=1S/C9H9N4O2S2/c1-‐6-‐11-‐12-‐9(16-‐6)13-‐17(14,15)8-‐4-‐2-‐7(10)3-‐5-‐8/h2-‐5H,10H2,1H3/q-‐1 IQWXRHQBRWRAEM-‐UHFFFAOYSA-‐N
SALICYLAMIDE 94.83960662 85.60027122 c1(c([H])c([H])c([H])c([H])c1O[H])C(N([H])[H])=O InChI=1S/C7H7NO2/c8-‐7(10)5-‐3-‐1-‐2-‐4-‐6(5)9/h1-‐4,9H,(H2,8,10) SKZKKFZAGNVIMN-‐UHFFFAOYSA-‐N
SULFABENZAMIDE 94.35038285 84.76702921 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]C(c2c([H])c([H])c([H])c([H])c2[H])=O InChI=1S/C13H12N2O3S/c14-‐11-‐6-‐8-‐12(9-‐7-‐11)19(17,18)15-‐13(16)10-‐4-‐2-‐1-‐3-‐5-‐10/h1-‐9H,14H2,(H,15,16)/p-‐1 PBCZLFBEBARBBI-‐UHFFFAOYSA-‐M
THIORIDAZINE	  HYDROCHLORIDE 95.51534694 81.91153693 [NH+]1(C([H])([H])C([H])([H])C2([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[NH+]2C([H])([H])[H])c3c(c([H])c([H])c([H])c3[H])Sc(c([H])c([H])c(SC([H])([H])[H])c4[H])c14 InChI=1S/C21H26N2S2/c1-‐22-‐13-‐6-‐5-‐7-‐16(22)12-‐14-‐23-‐18-‐8-‐3-‐4-‐9-‐20(18)25-‐21-‐11-‐10-‐17(24-‐2)15-‐19(21)23/h3-‐4,8-‐11,15-‐16H,5-‐7,12-‐14H2,1-‐2H3/p+2 KLBQZWRITKRQQV-‐UHFFFAOYSA-‐P
THIOTHIXENE 115.7569803 72.97056929 S(=O)(=O)(N(C([H])([H])[H])C([H])([H])[H])c(c([H])c([H])c1c2\C(=C([H])\C([H])([H])C([H])([H])[NH+](C([H])([H])C3([H])[H])C([H])([H])C([H])([H])N3C([H])([H])[H])\c4c(c([H])c([H])c([H])c4[H])S1)c2[H] InChI=1S/C23H29N3O2S2/c1-‐24(2)30(27,28)18-‐10-‐11-‐23-‐21(17-‐18)19(20-‐7-‐4-‐5-‐9-‐22(20)29-‐23)8-‐6-‐12-‐26-‐15-‐13-‐25(3)14-‐16-‐26/h4-‐5,7-‐11,17H,6,12-‐16H2,1-‐3H3/p+1/b19-‐8+ GFBKORZTTCHDGY-‐UFWORHAWSA-‐O
TOLAZOLINE	  HYDROCHLORIDE 98.49043898 74.19702663 C1(C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])=[NH+]C([H])([H])C([H])([H])N1[H] InChI=1S/C10H12N2/c1-‐2-‐4-‐9(5-‐3-‐1)8-‐10-‐11-‐6-‐7-‐12-‐10/h1-‐5H,6-‐8H2,(H,11,12)/p+1 JIVZKJJQOZQXQB-‐UHFFFAOYSA-‐O
TOLMETIN	  SODIUM 90.31122912 127.0938509 c1(C(=O)c2c([H])c([H])c(c([H])c2[H])C([H])([H])[H])c([H])c([H])c(C([H])([H])C(=O)[O-‐])n1C([H])([H])[H] InChI=1S/C15H15NO3/c1-‐10-‐3-‐5-‐11(6-‐4-‐10)15(19)13-‐8-‐7-‐12(16(13)2)9-‐14(17)18/h3-‐8H,9H2,1-‐2H3,(H,17,18)/p-‐1 UPSPUYADGBWSHF-‐UHFFFAOYSA-‐M
TRIAMCINOLONE 81.81096618 70.80788497 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])[C@@]([H])(O[H])[C@]1(O[H])C(C([H])([H])O[H])=O)C([H])([C@]23F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C21H27FO6/c1-‐18-‐6-‐5-‐12(24)7-‐11(18)3-‐4-‐13-‐14-‐8-‐15(25)21(28,17(27)10-‐23)19(14,2)9-‐16(26)20(13,18)22/h5-‐7,13-‐16,23,25-‐26,28H,3-‐4,8-‐10H2,1-‐2H3/t13?,14?,15-‐,16+,18+,19+,20+,21+/m1/s1 GFNANZIMVAIWHM-‐MGVPRKGPSA-‐N
SULFINPYRAZONE 43.92670074 55.19161899 N1(c2c([H])c([H])c([H])c([H])c2[H])C(=O)[C-‐](C(=O)N1c3c([H])c([H])c([H])c([H])c3[H])C([H])([H])C([H])([H])S(c4c([H])c([H])c([H])c([H])c4[H])=O InChI=1S/C23H19N2O3S/c26-‐22-‐21(16-‐17-‐29(28)20-‐14-‐8-‐3-‐9-‐15-‐20)23(27)25(19-‐12-‐6-‐2-‐7-‐13-‐19)24(22)18-‐10-‐4-‐1-‐5-‐11-‐18/h1-‐15H,16-‐17H2/q-‐1 BYXQDMQAQPVJPJ-‐UHFFFAOYSA-‐N
SULFISOXAZOLE 90.1583467 78.99050876 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2onc(C([H])([H])[H])c2C([H])([H])[H] InChI=1S/C11H12N3O3S/c1-‐7-‐8(2)13-‐17-‐11(7)14-‐18(15,16)10-‐5-‐3-‐9(12)4-‐6-‐10/h3-‐6H,12H2,1-‐2H3/q-‐1 HUWBYKYDMRKSDC-‐UHFFFAOYSA-‐N
PYRVINIUM	  PAMOATE 32.65926586 42.60872841 [n+]1(C([H])([H])[H])c(c([H])c([H])c(c([H])c2N(C([H])([H])[H])C([H])([H])[H])c1c([H])c2[H])\C([H])=C([H])\c(c([H])c(n3c4c([H])c([H])c([H])c([H])c4[H])C([H])([H])[H])c3C([H])([H])[H] InChI=1S/C26H28N3/c1-‐19-‐17-‐21(20(2)29(19)24-‐9-‐7-‐6-‐8-‐10-‐24)11-‐13-‐23-‐14-‐12-‐22-‐18-‐25(27(3)4)15-‐16-‐26(22)28(23)5/h6-‐18H,1-‐5H3/q+1 QMHSXPLYMTVAMK-‐UHFFFAOYSA-‐N
VINCAMINE 88.87719196 72.86758432 n12c([C@@]([H])([NH+](C([H])([H])C([H])([H])C3([H])[H])C([H])([H])C4([H])[H])[C@@]3(C([H])([H])[C@@]1(O[H])C(OC([H])([H])[H])=O)C([H])([H])C([H])([H])[H])c4c(c([H])c([H])c([H])c5[H])c25 InChI=1S/C21H26N2O3/c1-‐3-‐20-‐10-‐6-‐11-‐22-‐12-‐9-‐15-‐14-‐7-‐4-‐5-‐8-‐16(14)23(17(15)18(20)22)21(25,13-‐20)19(24)26-‐2/h4-‐5,7-‐8,18,25H,3,6,9-‐13H2,1-‐2H3/p+1/t18-‐,20+,21-‐/m1/s1 RXPRRQLKFXBCSJ-‐HLAWJBBLSA-‐O

ACONITINE 85.30585846 65.77098383
[C@@]12([C@@]3([H])[C@]([H])([C@]4([H])OC([H])([H])[H])[C@]5(OC(C([H])([H])[H])=O)C([H])([C@]([H])([C@@]6(O[H])[C@]([H])([C@]5([H])O[H])OC([H])([H])[H])OC(c7c([H])c([H])c([H])c([H])c7[H])=O)C1([H])C6([H])[H])C4([H])[C@](C([H])([H])[NH+]3C([H])([H])C([H])([H])[H])([C@]([H])(O[H])C([H])(
[H])C2([H])OC([H])([H])[H])C([H])([H])OC([H])([H])[H]

InChI=1S/C34H47NO11/c1-‐7-‐35-‐15-‐31(16-‐41-‐3)20(37)13-‐21(42-‐4)33-‐19-‐14-‐32(40)28(45-‐30(39)18-‐11-‐9-‐8-‐10-‐12-‐18)22(19)34(46-‐17(2)36,27(38)29(32)44-‐6)23(26(33)35)24(43-‐5)25(31)33/h8-‐12,19-‐29,37-‐38,40H,7,13-‐16H2,1-‐6H3/p+1/t19?,20-‐,21?,22?,23+,24+,25?,26-‐,27+,28-‐,29+,31+,32-‐,33+,34-‐
/m1/s1 XFSBVAOIAHNAPC-‐NVPFWRPTSA-‐O

ACEBUTOLOL	  HYDROCHLORIDE 93.16095757 74.42172111 c1(c([H])c(c([H])c([H])c1OC([H])([H])C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])N([H])C(C([H])([H])C([H])([H])C([H])([H])[H])=O)C(C([H])([H])[H])=O InChI=1S/C18H28N2O4/c1-‐5-‐6-‐18(23)20-‐14-‐7-‐8-‐17(16(9-‐14)13(4)21)24-‐11-‐15(22)10-‐19-‐12(2)3/h7-‐9,12,15,19,22H,5-‐6,10-‐11H2,1-‐4H3,(H,20,23)/p+1 GOEMGAFJFRBGGG-‐UHFFFAOYSA-‐O
MELATONIN 91.626018 71.02321718 n1([H])c(c([H])c([H])c(c2[H])OC([H])([H])[H])c2c(C([H])([H])C([H])([H])N([H])C(C([H])([H])[H])=O)c1[H] InChI=1S/C13H16N2O2/c1-‐9(16)14-‐6-‐5-‐10-‐8-‐15-‐13-‐4-‐3-‐11(17-‐2)7-‐12(10)13/h3-‐4,7-‐8,15H,5-‐6H2,1-‐2H3,(H,14,16) DRLFMBDRBRZALE-‐UHFFFAOYSA-‐N
ACETYLTRYPTOPHAN 85.98771409 63.35551823 c(C([H])([H])[C@]([H])(N([H])C(C([H])([H])[H])=O)C([O-‐])=O)(c1c(n2[H])c([H])c([H])c([H])c1[H])c2[H] InChI=1S/C13H14N2O3/c1-‐8(16)15-‐12(13(17)18)6-‐9-‐7-‐14-‐11-‐5-‐3-‐2-‐4-‐10(9)11/h2-‐5,7,12,14H,6H2,1H3,(H,15,16)(H,17,18)/p-‐1/t12-‐/m0/s1 DZTHIGRZJZPRDV-‐LBPRGKRZSA-‐M
ACETYLGLUTAMIC	  ACID 77.79933129 59.94765203 C([O-‐])(=O)[C@]([H])(C([H])([H])C([H])([H])C([O-‐])=O)N([H])C(C([H])([H])[H])=O InChI=1S/C7H11NO5/c1-‐4(9)8-‐5(7(12)13)2-‐3-‐6(10)11/h5H,2-‐3H2,1H3,(H,8,9)(H,10,11)(H,12,13)/p-‐2/t5-‐/m0/s1 RFMMMVDNIPUKGG-‐YFKPBYRVSA-‐L
ACETYLGLUCOSAMINE 82.99427616 48.97507186 [C@@]1([H])(N([H])C(C([H])([H])[H])=O)[C@]([H])(O[H])O[C@@]([H])([C@@]([H])(O[H])[C@]1([H])O[H])C([H])([H])O[H] InChI=1S/C8H15NO6/c1-‐3(11)9-‐5-‐7(13)6(12)4(2-‐10)15-‐8(5)14/h4-‐8,10,12-‐14H,2H2,1H3,(H,9,11)/t4-‐,5-‐,6-‐,7-‐,8-‐/m1/s1 OVRNDRQMDRJTHS-‐FMDGEEDCSA-‐N
TETRACAINE	  HYDROCHLORIDE 88.30235403 61.91372869 C(OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(=O)c1c([H])c([H])c(c([H])c1[H])N([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C15H24N2O2/c1-‐4-‐5-‐10-‐16-‐14-‐8-‐6-‐13(7-‐9-‐14)15(18)19-‐12-‐11-‐17(2)3/h6-‐9,16H,4-‐5,10-‐12H2,1-‐3H3/p+1 GKCBAIGFKIBETG-‐UHFFFAOYSA-‐O
SUPROFEN	  METHYL	  ESTER 95.34411863 93.69863457 c1(c([H])c([H])c([H])s1)C(=O)c(c([H])c2[H])c([H])c([H])c2C([H])(C([H])([H])[H])C(OC([H])([H])[H])=O InChI=1S/C15H14O3S/c1-‐10(15(17)18-‐2)11-‐5-‐7-‐12(8-‐6-‐11)14(16)13-‐4-‐3-‐9-‐19-‐13/h3-‐10H,1-‐2H3 XJKZZVPYOOIMPE-‐UHFFFAOYSA-‐N
gamma-‐AMINOBUTYRIC	  ACID 81.27893533 56.63340853 C(C([H])([H])C([H])([H])C([H])([H])[N+]([H])([H])[H])([O-‐])=O InChI=1S/C4H9NO2/c5-‐3-‐1-‐2-‐4(6)7/h1-‐3,5H2,(H,6,7) BTCSSZJGUNDROE-‐UHFFFAOYSA-‐N
NALIDIXIC	  ACID 81.71312142 63.37424277 C(C([O-‐])=O)(=C([H])N(C([H])([H])C([H])([H])[H])c1c2c([H])c([H])c(C([H])([H])[H])n1)C2=O InChI=1S/C12H12N2O3/c1-‐3-‐14-‐6-‐9(12(16)17)10(15)8-‐5-‐4-‐7(2)13-‐11(8)14/h4-‐6H,3H2,1-‐2H3,(H,16,17)/p-‐1 MHWLWQUZZRMNGJ-‐UHFFFAOYSA-‐M
QUINALIZARIN 75.87301271 57.07343521 c1(c(c([H])c([H])c(O[H])c1[O-‐])C(=O)c2c3c(O[H])c([H])c([H])c2O[H])C3=O InChI=1S/C14H8O6/c15-‐6-‐3-‐4-‐7(16)11-‐10(6)12(18)5-‐1-‐2-‐8(17)13(19)9(5)14(11)20/h1-‐4,15-‐17,19H/p-‐1 VBHKTXLEJZIDJF-‐UHFFFAOYSA-‐M
AMINACRINE 80.82028805 54.18985612 c(N([H])[H])(c1c2c([H])c([H])c([H])c1[H])c3c(n2)c([H])c([H])c([H])c3[H] InChI=1S/C13H10N2/c14-‐13-‐9-‐5-‐1-‐3-‐7-‐11(9)15-‐12-‐8-‐4-‐2-‐6-‐10(12)13/h1-‐8H,(H2,14,15) XJGFWWJLMVZSIG-‐UHFFFAOYSA-‐N
BUDESONIDE 72.99576543 43.76028759 [C@]12(C(C([H])([H])O[H])=O)[C@]([H])(OC([H])(C([H])([H])C([H])([H])C([H])([H])[H])O1)C([H])([H])C3([H])C2(C([H])([H])[H])C([H])([H])[C@]([H])(O[H])C4([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C5[H])C45C([H])([H])[H] InChI=1S/C25H34O6/c1-‐4-‐5-‐21-‐30-‐20-‐11-‐17-‐16-‐7-‐6-‐14-‐10-‐15(27)8-‐9-‐23(14,2)22(16)18(28)12-‐24(17,3)25(20,31-‐21)19(29)13-‐26/h8-‐10,16-‐18,20-‐22,26,28H,4-‐7,11-‐13H2,1-‐3H3/t16?,17?,18-‐,20+,21?,22?,23?,24?,25+/m0/s1 VOVIALXJUBGFJZ-‐NECQTEFJSA-‐N
CORALYNE	  CHLORIDE 150.4993392 106.5152654 [n+]1(c([H])c([H])c(c23)c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H])c3c([H])c(c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c4[H])c4c1C([H])([H])[H] InChI=1S/C22H22NO4/c1-‐13-‐16-‐11-‐21(26-‐4)20(25-‐3)10-‐15(16)8-‐18-‐17-‐12-‐22(27-‐5)19(24-‐2)9-‐14(17)6-‐7-‐23(13)18/h6-‐12H,1-‐5H3/q+1 GOEJQGGEIVSVOK-‐UHFFFAOYSA-‐N
FLUNARIZINE	  HYDROCHLORIDE 102.6550234 117.3632188 [NH+](C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])N1C([H])([H])\C([H])=C([H])\c2c([H])c([H])c([H])c([H])c2[H])C([H])(c3c([H])c([H])c(c([H])c3[H])F)c4c([H])c([H])c(c([H])c4[H])F InChI=1S/C26H26F2N2/c27-‐24-‐12-‐8-‐22(9-‐13-‐24)26(23-‐10-‐14-‐25(28)15-‐11-‐23)30-‐19-‐17-‐29(18-‐20-‐30)16-‐4-‐7-‐21-‐5-‐2-‐1-‐3-‐6-‐21/h1-‐15,26H,16-‐20H2/p+1/b7-‐4+ SMANXXCATUTDDT-‐QPJJXVBHSA-‐O
FLUTAMIDE 133.5648188 130.8547912 c1(c([H])c(c([H])c([H])c1[N+](=O)[O-‐])N([H])C(C([H])(C([H])([H])[H])C([H])([H])[H])=O)C(F)(F)F InChI=1S/C11H11F3N2O3/c1-‐6(2)10(17)15-‐7-‐3-‐4-‐9(16(18)19)8(5-‐7)11(12,13)14/h3-‐6H,1-‐2H3,(H,15,17) MKXKFYHWDHIYRV-‐UHFFFAOYSA-‐N
GLAFENINE 130.7296708 188.4856835 c1(c([H])c([H])c([H])c([H])c1N([H])c2c([H])c([H])nc3c2c([H])c([H])c(c3[H])Cl)C(=O)OC([H])([H])C([H])(C([H])([H])O[H])O[H] InChI=1S/C19H17ClN2O4/c20-‐12-‐5-‐6-‐14-‐17(7-‐8-‐21-‐18(14)9-‐12)22-‐16-‐4-‐2-‐1-‐3-‐15(16)19(25)26-‐11-‐13(24)10-‐23/h1-‐9,13,23-‐24H,10-‐11H2,(H,21,22) GWOFUCIGLDBNKM-‐UHFFFAOYSA-‐N
ETHAVERINE	  HYDROCHLORIDE 156.1600893 524.918096 c12c(c([H])c([H])nc1C([H])([H])c(c([H])c([H])c(c3OC([H])([H])C([H])([H])[H])OC([H])([H])C([H])([H])[H])c3[H])c([H])c(c(OC([H])([H])C([H])([H])[H])c2[H])OC([H])([H])C([H])([H])[H] InChI=1S/C24H29NO4/c1-‐5-‐26-‐21-‐10-‐9-‐17(14-‐22(21)27-‐6-‐2)13-‐20-‐19-‐16-‐24(29-‐8-‐4)23(28-‐7-‐3)15-‐18(19)11-‐12-‐25-‐20/h9-‐12,14-‐16H,5-‐8,13H2,1-‐4H3 ZOWYFYXTIWQBEP-‐UHFFFAOYSA-‐N
DROPERIDOL 147.6069155 472.4468186 C1(=O)N([H])c(c2N1C(C([H])([H])C3([H])[H])=C([H])C([H])([H])[NH+]3C([H])([H])C([H])([H])C([H])([H])C(=O)c4c([H])c([H])c(c([H])c4[H])F)c([H])c([H])c([H])c2[H] InChI=1S/C22H22FN3O2/c23-‐17-‐9-‐7-‐16(8-‐10-‐17)21(27)6-‐3-‐13-‐25-‐14-‐11-‐18(12-‐15-‐25)26-‐20-‐5-‐2-‐1-‐4-‐19(20)24-‐22(26)28/h1-‐2,4-‐5,7-‐11H,3,6,12-‐15H2,(H,24,28)/p+1 RMEDXOLNCUSCGS-‐UHFFFAOYSA-‐O
FENSPIRIDE	  HYDROCHLORIDE 93.02315693 107.3539307 C1(=O)N([H])C([H])([H])C(C([H])([H])C2([H])[H])(C([H])([H])C([H])([H])[NH+]2C([H])([H])C([H])([H])c3c([H])c([H])c([H])c([H])c3[H])O1 InChI=1S/C15H20N2O2/c18-‐14-‐16-‐12-‐15(19-‐14)7-‐10-‐17(11-‐8-‐15)9-‐6-‐13-‐4-‐2-‐1-‐3-‐5-‐13/h1-‐5H,6-‐12H2,(H,16,18)/p+1 FVNFBBAOMBJTST-‐UHFFFAOYSA-‐O
SULFAPHENAZOLE 98.58844746 104.5462251 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2c([H])c([H])nn2c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C15H13N4O2S/c16-‐12-‐6-‐8-‐14(9-‐7-‐12)22(20,21)18-‐15-‐10-‐11-‐17-‐19(15)13-‐4-‐2-‐1-‐3-‐5-‐13/h1-‐11H,16H2/q-‐1 MLQNXZIAPYTJLZ-‐UHFFFAOYSA-‐N
SULFAGUANIDINE 107.9625732 119.1864043 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])N([H])C(N([H])[H])=N[H] InChI=1S/C7H10N4O2S/c8-‐5-‐1-‐3-‐6(4-‐2-‐5)14(12,13)11-‐7(9)10/h1-‐4H,8H2,(H4,9,10,11) BRBKOPJOKNSWSG-‐UHFFFAOYSA-‐N
SULFADIMETHOXINE 103.0082236 118.6759124 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2c([H])c(OC([H])([H])[H])nc(OC([H])([H])[H])n2 InChI=1S/C12H13N4O4S/c1-‐19-‐11-‐7-‐10(14-‐12(15-‐11)20-‐2)16-‐21(17,18)9-‐5-‐3-‐8(13)4-‐6-‐9/h3-‐7H,13H2,1-‐2H3/q-‐1 FZCJXUUQHFQHMC-‐UHFFFAOYSA-‐N
SULCONAZOLE	  NITRATE 107.5520972 116.1781483 c1(c([H])c([H])c(c([H])c1Cl)Cl)C([H])(C([H])([H])n(c([H])c([H])n2)c2[H])SC([H])([H])c(c([H])c3[H])c([H])c([H])c3Cl InChI=1S/C18H15Cl3N2S/c19-‐14-‐3-‐1-‐13(2-‐4-‐14)11-‐24-‐18(10-‐23-‐8-‐7-‐22-‐12-‐23)16-‐6-‐5-‐15(20)9-‐17(16)21/h1-‐9,12,18H,10-‐11H2 AFNXATANNDIXLG-‐UHFFFAOYSA-‐N
RITODRINE	  HYDROCHLORIDE 112.7069118 125.5675534 C([H])(O[H])(C([H])(C([H])([H])[H])[N+]([H])([H])C([H])([H])C([H])([H])c(c([H])c([H])c1O[H])c([H])c1[H])c2c([H])c([H])c(c([H])c2[H])O[H] InChI=1S/C17H21NO3/c1-‐12(17(21)14-‐4-‐8-‐16(20)9-‐5-‐14)18-‐11-‐10-‐13-‐2-‐6-‐15(19)7-‐3-‐13/h2-‐9,12,17-‐21H,10-‐11H2,1H3/p+1 IOVGROKTTNBUGK-‐UHFFFAOYSA-‐O
SULPIRIDE 106.187026 121.7753276 S(N([H])[H])(=O)(=O)c(c([H])c([H])c(c1C(=O)N([H])C([H])([H])C([H])(C([H])([H])C([H])([H])[NH+]2C([H])([H])C([H])([H])[H])C2([H])[H])OC([H])([H])[H])c1[H] InChI=1S/C15H23N3O4S/c1-‐3-‐18-‐7-‐6-‐11(10-‐18)9-‐17-‐15(19)13-‐8-‐12(23(16,20)21)4-‐5-‐14(13)22-‐2/h4-‐5,8,11H,3,6-‐7,9-‐10H2,1-‐2H3,(H,17,19)(H2,16,20,21)/p+1 IAGQNKXBDXVWPR-‐UHFFFAOYSA-‐O
SPIPERONE 108.9267144 168.8499762 C12(C([H])([H])C([H])([H])[NH+](C([H])([H])C1([H])[H])C([H])([H])C([H])([H])C([H])([H])C(=O)c3c([H])c([H])c(c([H])c3[H])F)C(=O)N([H])C([H])([H])N2c4c([H])c([H])c([H])c([H])c4[H] InChI=1S/C23H26FN3O2/c24-‐19-‐10-‐8-‐18(9-‐11-‐19)21(28)7-‐4-‐14-‐26-‐15-‐12-‐23(13-‐16-‐26)22(29)25-‐17-‐27(23)20-‐5-‐2-‐1-‐3-‐6-‐20/h1-‐3,5-‐6,8-‐11H,4,7,12-‐17H2,(H,25,29)/p+1 DKGZKTPJOSAWFA-‐UHFFFAOYSA-‐O
SULFAMETER 112.859647 233.4636688 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])N([H])c2nc([H])c(c([H])n2)OC([H])([H])[H] InChI=1S/C11H12N4O3S/c1-‐18-‐9-‐6-‐13-‐11(14-‐7-‐9)15-‐19(16,17)10-‐4-‐2-‐8(12)3-‐5-‐10/h2-‐7H,12H2,1H3,(H,13,14,15) GPTONYMQFTZPKC-‐UHFFFAOYSA-‐N



SULFAMETHOXYPYRIDAZINE 96.0683159 141.1010935 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2c([H])c([H])c(nn2)OC([H])([H])[H] InChI=1S/C11H11N4O3S/c1-‐18-‐11-‐7-‐6-‐10(13-‐14-‐11)15-‐19(16,17)9-‐4-‐2-‐8(12)3-‐5-‐9/h2-‐7H,12H2,1H3/q-‐1 KHTKCZRSGXADNK-‐UHFFFAOYSA-‐N
SACCHARIN 110.8931807 112.3676907 S1(=O)(=O)c(c([H])c([H])c([H])c2[H])c2C(=O)[N-‐]1 InChI=1S/C7H5NO3S/c9-‐7-‐5-‐3-‐1-‐2-‐4-‐6(5)12(10,11)8-‐7/h1-‐4H,(H,8,9)/p-‐1 CVHZOJJKTDOEJC-‐UHFFFAOYSA-‐M
AZOBENZENE 112.0959708 216.3439573 N(c1c([H])c([H])c([H])c([H])c1[H])=Nc2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C12H10N2/c1-‐3-‐7-‐11(8-‐4-‐1)13-‐14-‐12-‐9-‐5-‐2-‐6-‐10-‐12/h1-‐10H/b14-‐13-‐ DMLAVOWQYNRWNQ-‐YPKPFQOOSA-‐N
FLURANDRENOLIDE 99.16120463 129.2321562 [C@@]12(C(C([H])([H])O[H])=O)[C@@]([H])(C([H])([H])C3([H])[C@]1(C([H])([H])[H])C([H])([H])[C@]([H])(O[H])C4([H])C3([H])C([H])([H])[C@@]([H])(C(=C([H])C(=O)C([H])([H])C5([H])[H])[C@@]45C([H])([H])[H])F)OC(C([H])([H])[H])(C([H])([H])[H])O2 InChI=1S/C24H33FO6/c1-‐21(2)30-‐19-‐9-‐14-‐13-‐8-‐16(25)15-‐7-‐12(27)5-‐6-‐22(15,3)20(13)17(28)10-‐23(14,4)24(19,31-‐21)18(29)11-‐26/h7,13-‐14,16-‐17,19-‐20,26,28H,5-‐6,8-‐11H2,1-‐4H3/t13?,14?,16-‐,17-‐,19+,20?,22-‐,23-‐,24+/m0/s1 POPFMWWJOGLOIF-‐KYSSJFEUSA-‐N
ESTRADIOL	  DIACETATE 113.6519611 724.4110488 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C2([H])C3([H])C([H])([H])C([H])([H])c(c([H])c(OC(C([H])([H])[H])=O)c([H])c4[H])c24)C3([H])C([H])([H])C([H])([H])[C@]1([H])OC(C([H])([H])[H])=O InChI=1S/C22H28O4/c1-‐13(23)25-‐16-‐5-‐7-‐17-‐15(12-‐16)4-‐6-‐19-‐18(17)10-‐11-‐22(3)20(19)8-‐9-‐21(22)26-‐14(2)24/h5,7,12,18-‐21H,4,6,8-‐11H2,1-‐3H3/t18?,19?,20?,21-‐,22-‐/m0/s1 VQHQLBARMFAKSV-‐IOHZUATHSA-‐N
ECONAZOLE	  NITRATE 127.445863 146.4612587 c1(c([H])c([H])c(c([H])c1Cl)Cl)C([H])(OC([H])([H])c(c([H])c2[H])c([H])c([H])c2Cl)C([H])([H])n(c([H])c([H])n3)c3[H] InChI=1S/C18H15Cl3N2O/c19-‐14-‐3-‐1-‐13(2-‐4-‐14)11-‐24-‐18(10-‐23-‐8-‐7-‐22-‐12-‐23)16-‐6-‐5-‐15(20)9-‐17(16)21/h1-‐9,12,18H,10-‐11H2 LEZWWPYKPKIXLL-‐UHFFFAOYSA-‐N
FUREGRELATE	  SODIUM 108.3635032 120.973126 c1(C(=O)[O-‐])c([H])c2c(c([H])c([H])c(C([H])([H])c(c([H])c([H])c([H])n3)c3[H])c2[H])o1 InChI=1S/C15H11NO3/c17-‐15(18)14-‐8-‐12-‐7-‐10(3-‐4-‐13(12)19-‐14)6-‐11-‐2-‐1-‐5-‐16-‐9-‐11/h1-‐5,7-‐9H,6H2,(H,17,18)/p-‐1 VHWFITPGPFLBGT-‐UHFFFAOYSA-‐M
TOLAZAMIDE 109.614023 121.0642853 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])C([H])([H])[H])[N-‐]C(=O)[N-‐]N2C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H] InChI=1S/C14H20N3O3S/c1-‐12-‐6-‐8-‐13(9-‐7-‐12)21(19,20)16-‐14(18)15-‐17-‐10-‐4-‐2-‐3-‐5-‐11-‐17/h6-‐9H,2-‐5,10-‐11H2,1H3,(H-‐,15,16,18)/q-‐1/p-‐1 RZRQSFCVDHYRIS-‐UHFFFAOYSA-‐M
HUMULENE	  (alpha) 109.0889956 112.4406181 C([H])(/C1([H])[H])=C(\C([H])([H])[H])/C([H])([H])C([H])([H])\C([H])=C(\C([H])([H])\C([H])=C([H])\C1(C([H])([H])[H])C([H])([H])[H])/C([H])([H])[H] InChI=1S/C15H24/c1-‐13-‐7-‐5-‐8-‐14(2)10-‐12-‐15(3,4)11-‐6-‐9-‐13/h6-‐7,10-‐11H,5,8-‐9,12H2,1-‐4H3/b11-‐6+,13-‐7+,14-‐10-‐ FAMPSKZZVDUYOS-‐VHAXJKOXSA-‐N
ENALAPRIL	  MALEATE 110.9122726 190.0900867 N1(C([H])([H])C([H])([H])C([H])([H])[C@@]1([H])C([O-‐])=O)C(=O)[C@]([H])(C([H])([H])[H])N([H])[C@@]([H])(C([H])([H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])C(OC([H])([H])C([H])([H])[H])=O InChI=1S/C20H28N2O5/c1-‐3-‐27-‐20(26)16(12-‐11-‐15-‐8-‐5-‐4-‐6-‐9-‐15)21-‐14(2)18(23)22-‐13-‐7-‐10-‐17(22)19(24)25/h4-‐6,8-‐9,14,16-‐17,21H,3,7,10-‐13H2,1-‐2H3,(H,24,25)/p-‐1/t14-‐,16-‐,17-‐/m0/s1 GBXSMTUPTTWBMN-‐XIRDDKMYSA-‐M
ACIVICIN 113.3083068 137.655273 [C@@]([H])(C([H])([H])C(=N1)Cl)(O1)[C@]([H])([N+]([H])([H])[H])C([O-‐])=O InChI=1S/C5H7ClN2O3/c6-‐3-‐1-‐2(11-‐8-‐3)4(7)5(9)10/h2,4H,1,7H2,(H,9,10)/t2-‐,4-‐/m0/s1 QAWIHIJWNYOLBE-‐OKKQSCSOSA-‐N
CEFMETAZOLE	  SODIUM 108.5926061 123.3250353 [C@@]1(OC([H])([H])[H])(N([H])C(C([H])([H])SC([H])([H])C#N)=O)C([H])(SC([H])([H])C(=C2C(=O)[O-‐])C([H])([H])Sc3nnnn3C([H])([H])[H])N2C1=O InChI=1S/C15H17N7O5S3/c1-‐21-‐14(18-‐19-‐20-‐21)30-‐6-‐8-‐5-‐29-‐13-‐15(27-‐2,17-‐9(23)7-‐28-‐4-‐3-‐16)12(26)22(13)10(8)11(24)25/h13H,4-‐7H2,1-‐2H3,(H,17,23)(H,24,25)/p-‐1/t13?,15-‐/m0/s1 SNBUBQHDYVFSQF-‐WUJWULDRSA-‐M
6,7-‐DICHLORO-‐3-‐HYDROXY-‐2-‐QUINOXALINECARBOXYLIC	  ACID 108.0484868 118.9858539 c1(C([O-‐])=O)c(O[H])nc(c2n1)c([H])c(c(Cl)c2[H])Cl InChI=1S/C9H4Cl2N2O3/c10-‐3-‐1-‐5-‐6(2-‐4(3)11)13-‐8(14)7(12-‐5)9(15)16/h1-‐2H,(H,13,14)(H,15,16)/p-‐1 LWFDMVFVKWWYFN-‐UHFFFAOYSA-‐M
ACETYLCARNITINE 113.1842094 187.7746412 C([H])([N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])(OC(C([H])([H])[H])=O)C([H])([H])C([O-‐])=O InChI=1S/C8H15NO4/c1-‐6(10)13-‐7(5-‐8(11)12)9(2,3)4/h7H,5H2,1-‐4H3 GGSYOGJSNRQKCY-‐UHFFFAOYSA-‐N
5-‐FLUOROINDOLE-‐2-‐CARBOXYLIC	  ACID 103.9341811 108.8671746 c1(C([O-‐])=O)c([H])c2c(c([H])c([H])c(F)c2[H])n1[H] InChI=1S/C9H6FNO2/c10-‐6-‐1-‐2-‐7-‐5(3-‐6)4-‐8(11-‐7)9(12)13/h1-‐4,11H,(H,12,13)/p-‐1 WTXBRZCVLDTWLP-‐UHFFFAOYSA-‐M
ROSMARINIC	  ACID 102.4831962 103.9445739 C([O-‐])(=O)C([H])(C([H])([H])c(c([H])c([H])c(c1O[H])O[H])c1[H])OC(=O)\C([H])=C([H])\c(c([H])c([H])c(c2O[H])O[H])c2[H] InChI=1S/C18H16O8/c19-‐12-‐4-‐1-‐10(7-‐14(12)21)3-‐6-‐17(23)26-‐16(18(24)25)9-‐11-‐2-‐5-‐13(20)15(22)8-‐11/h1-‐8,16,19-‐22H,9H2,(H,24,25)/p-‐1/b6-‐3+ DOUMFZQKYFQNTF-‐ZZXKWVIFSA-‐M
ANTIMYCIN	  A	  (A1	  shown) 28.61661286 31.92874829 [C@]1([H])([C@@]([H])(C([H])([H])[H])OC(=O)[C@@]([H])([C@@]([H])(OC(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=O)[C@]([H])(C([H])([H])[H])OC1=O)C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])N([H])C(=O)c2c([H])c([H])c([H])c(N([H])C([H])=O)c2O[H] InChI=1S/C27H38N2O9/c1-‐6-‐7-‐8-‐10-‐19-‐24(38-‐21(31)13-‐15(2)3)17(5)37-‐27(35)22(16(4)36-‐26(19)34)29-‐25(33)18-‐11-‐9-‐12-‐20(23(18)32)28-‐14-‐30/h9,11-‐12,14-‐17,19,22,24,32H,6-‐8,10,13H2,1-‐5H3,(H,28,30)(H,29,33)/t16-‐,17+,19-‐,22+,24+/m1/s1 ZVYMCLIDNNTNCL-‐GFRRLMGDSA-‐N
ZIDOVUDINE	  [AZT] 95.75329946 134.0453658 N1(C([H])=C(C([H])([H])[H])C(N([H])C1=O)=O)[C@@]2([H])C([H])([H])[C@@]([H])([C@@]([H])(C([H])([H])O[H])O2)N=[N+]=[N-‐] InChI=1S/C10H13N5O4/c1-‐5-‐3-‐15(10(18)12-‐9(5)17)8-‐2-‐6(13-‐14-‐11)7(4-‐16)19-‐8/h3,6-‐8,16H,2,4H2,1H3,(H,12,17,18)/t6-‐,7+,8+/m0/s1 HBOMLICNUCNMMY-‐XLPZGREQSA-‐N
CYCLOHEXIMIDE 106.4924964 110.4168822 [C@@]1([H])(C([H])([H])[C@@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])(C([H])([H])[H])C1=O)[C@]([H])(O[H])C([H])([H])C([H])(C([H])([H])C2=O)C([H])([H])C(N2[H])=O InChI=1S/C15H23NO4/c1-‐8-‐3-‐9(2)15(20)11(4-‐8)12(17)5-‐10-‐6-‐13(18)16-‐14(19)7-‐10/h8-‐12,17H,3-‐7H2,1-‐2H3,(H,16,18,19)/t8-‐,9-‐,11-‐,12+/m0/s1 YPHMISFOHDHNIV-‐FSZOTQKASA-‐N
N	  (g)-‐NITRO-‐L-‐ARGININE 113.7569666 113.3704427 [N+](=O)([O-‐])[N-‐]C(N([H])C([H])([H])C([H])([H])C([H])([H])[C@]([H])([N+]([H])([H])[H])C([O-‐])=O)=N[H] InChI=1S/C6H13N5O4/c7-‐4(5(12)13)2-‐1-‐3-‐9-‐6(8)10-‐11(14)15/h4H,1-‐3,7H2,(H4,8,9,10,12,13)/p-‐1/t4-‐/m0/s1 SHQYRDQULVJJJT-‐BYPYZUCNSA-‐M
d[-‐Arg-‐2]KYOTORPHAN	  ACETATE 98.22570125 114.7742955 C(=O)([C@@]([H])(N([H])[H])C([H])([H])c(c([H])c([H])c1O[H])c([H])c1[H])N([H])[C@]([H])(C([H])([H])C([H])([H])C([H])([H])N([H])C(N([H])[H])=[N+]([H])[H])C([O-‐])=O InChI=1S/C15H23N5O4/c16-‐11(8-‐9-‐3-‐5-‐10(21)6-‐4-‐9)13(22)20-‐12(14(23)24)2-‐1-‐7-‐19-‐15(17)18/h3-‐6,11-‐12,21H,1-‐2,7-‐8,16H2,(H,20,22)(H,23,24)(H4,17,18,19)/t11-‐,12+/m0/s1 JXNRXNCCROJZFB-‐NWDGAFQWSA-‐N
ETHOSUXIMIDE 102.8554884 137.4729544 N1([H])C(=O)C([H])([H])C(C([H])([H])[H])(C([H])([H])C([H])([H])[H])C1=O InChI=1S/C7H11NO2/c1-‐3-‐7(2)4-‐5(9)8-‐6(7)10/h3-‐4H2,1-‐2H3,(H,8,9,10) HAPOVYFOVVWLRS-‐UHFFFAOYSA-‐N
AMYGDALIN 103.6382565 118.1289567 [C@]1([H])(OC([H])(c2c([H])c([H])c([H])c([H])c2[H])C#N)O[C@]([H])(C([H])([H])O[C@]3([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]3([H])O[H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]1([H])O[H])O[H] InChI=1S/C20H27NO11/c21-‐6-‐10(9-‐4-‐2-‐1-‐3-‐5-‐9)30-‐20-‐18(28)16(26)14(24)12(32-‐20)8-‐29-‐19-‐17(27)15(25)13(23)11(7-‐22)31-‐19/h1-‐5,10-‐20,22-‐28H,7-‐8H2/t10?,11-‐,12-‐,13-‐,14-‐,15+,16+,17-‐,18-‐,19-‐,20-‐/m1/s1 XUCIJNAGGSZNQT-‐SWRVSKMJSA-‐N
AKLOMIDE 100.2112595 115.4853378 [N+](=O)([O-‐])c(c([H])c1[H])c([H])c(c1C(N([H])[H])=O)Cl InChI=1S/C7H5ClN2O3/c8-‐6-‐3-‐4(10(12)13)1-‐2-‐5(6)7(9)11/h1-‐3H,(H2,9,11) GFGSZUNNBQXGMK-‐UHFFFAOYSA-‐N
BUCLADESINE 88.94703505 115.9958297 n1(c([H])nc2c1nc([H])nc2N([H])C(C([H])([H])C([H])([H])C([H])([H])[H])=O)C3([H])O[C@@]([H])([C@@]([H])(O4)[C@]3([H])OC(C([H])([H])C([H])([H])C([H])([H])[H])=O)C([H])([H])OP4([O-‐])=O InChI=1S/C18H24N5O8P/c1-‐3-‐5-‐11(24)22-‐16-‐13-‐17(20-‐8-‐19-‐16)23(9-‐21-‐13)18-‐15(30-‐12(25)6-‐4-‐2)14-‐10(29-‐18)7-‐28-‐32(26,27)31-‐14/h8-‐10,14-‐15,18H,3-‐7H2,1-‐2H3,(H,26,27)(H,19,20,22,24)/p-‐1/t10-‐,14-‐,15+,18?/m1/s1 CJGYSWNGNKCJSB-‐JLZXPFFASA-‐M
RETINYL	  ACETATE 23.52861997 19.43992791 C1(=C(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C1(C([H])([H])[H])C([H])([H])[H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])([H])OC(C([H])([H])[H])=O InChI=1S/C22H32O2/c1-‐17(9-‐7-‐10-‐18(2)14-‐16-‐24-‐20(4)23)12-‐13-‐21-‐19(3)11-‐8-‐15-‐22(21,5)6/h7,9-‐10,12-‐14H,8,11,15-‐16H2,1-‐6H3/b10-‐7+,13-‐12+,17-‐9+,18-‐14+ QGNJRVVDBSJHIZ-‐QHLGVNSISA-‐N 5.3 5.65
PRIDINOL	  METHANESULFONATE 95.39055325 95.92255785 C(O[H])(c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])[NH+]3C([H])([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C20H25NO/c22-‐20(18-‐10-‐4-‐1-‐5-‐11-‐18,19-‐12-‐6-‐2-‐7-‐13-‐19)14-‐17-‐21-‐15-‐8-‐3-‐9-‐16-‐21/h1-‐2,4-‐7,10-‐13,22H,3,8-‐9,14-‐17H2/p+1 RQXCLMGKHJWMOA-‐UHFFFAOYSA-‐O
PYRITHYLDIONE 101.2899521 106.4605698 C1(C([H])([H])C([H])([H])[H])(C([H])([H])C([H])([H])[H])C(=O)C([H])=C([H])N([H])C1=O InChI=1S/C9H13NO2/c1-‐3-‐9(4-‐2)7(11)5-‐6-‐10-‐8(9)12/h5-‐6H,3-‐4H2,1-‐2H3,(H,10,12) NZASCBIBXNPDMH-‐UHFFFAOYSA-‐N
TIAPRIDE	  HYDROCHLORIDE 94.93234751 106.2417875 S(C([H])([H])[H])(=O)(=O)c(c([H])c([H])c(c1C(N([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)OC([H])([H])[H])c1[H] InChI=1S/C15H24N2O4S/c1-‐5-‐17(6-‐2)10-‐9-‐16-‐15(18)13-‐11-‐12(22(4,19)20)7-‐8-‐14(13)21-‐3/h7-‐8,11H,5-‐6,9-‐10H2,1-‐4H3,(H,16,18)/p+1 JTVPZMFULRWINT-‐UHFFFAOYSA-‐O
AZLOCILLIN	  SODIUM 85.11910795 96.907078 N12[C@@]([H])([C@]([H])(N([H])C(=O)[C@@]([H])(c3c([H])c([H])c([H])c([H])c3[H])N([H])C(=O)N4C([H])([H])C([H])([H])N([H])C4=O)C1=O)SC(C([H])([H])[H])(C([H])([H])[H])C2([H])C(=O)[O-‐] InChI=1S/C20H23N5O6S/c1-‐20(2)13(17(28)29)25-‐15(27)12(16(25)32-‐20)22-‐14(26)11(10-‐6-‐4-‐3-‐5-‐7-‐10)23-‐19(31)24-‐9-‐8-‐21-‐18(24)30/h3-‐7,11-‐13,16H,8-‐9H2,1-‐2H3,(H,21,30)(H,22,26)(H,23,31)(H,28,29)/p-‐1/t11-‐,12-‐,13?,16-‐/m1/s1 JTWOMNBEOCYFNV-‐MCQMVECXSA-‐M
BROMHEXINE	  HYDROCHLORIDE 95.98240232 103.1059086 c1(c([H])c(Br)c([H])c(Br)c1N([H])[H])C([H])([H])[NH+](C([H])([H])[H])C2([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H] InChI=1S/C14H20Br2N2/c1-‐18(12-‐5-‐3-‐2-‐4-‐6-‐12)9-‐10-‐7-‐11(15)8-‐13(16)14(10)17/h7-‐8,12H,2-‐6,9,17H2,1H3/p+1 OJGDCBLYJGHCIH-‐UHFFFAOYSA-‐O
BROMOPRIDE 93.14725432 85.76741485 c1(C(N([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)c([H])c(Br)c(c([H])c1OC([H])([H])[H])N([H])[H] InChI=1S/C14H22BrN3O2/c1-‐4-‐18(5-‐2)7-‐6-‐17-‐14(19)10-‐8-‐11(15)12(16)9-‐13(10)20-‐3/h8-‐9H,4-‐7,16H2,1-‐3H3,(H,17,19)/p+1 GIYAQDDTCWHPPL-‐UHFFFAOYSA-‐O
VINPOCETINE 109.4326499 167.6831375 n12c([C@]([H])([C@]3(C([H])([H])C([H])([H])[H])C([H])=C1C(OC([H])([H])C([H])([H])[H])=O)[NH+](C([H])([H])C([H])([H])C3([H])[H])C([H])([H])C4([H])[H])c4c(c([H])c([H])c([H])c5[H])c25 InChI=1S/C22H26N2O2/c1-‐3-‐22-‐11-‐7-‐12-‐23-‐13-‐10-‐16-‐15-‐8-‐5-‐6-‐9-‐17(15)24(19(16)20(22)23)18(14-‐22)21(25)26-‐4-‐2/h5-‐6,8-‐9,14,20H,3-‐4,7,10-‐13H2,1-‐2H3/p+1/t20-‐,22+/m1/s1 DDNCQMVWWZOMLN-‐IRLDBZIGSA-‐O
TRIMIPRAMINE	  MALEATE 103.332786 93.51595305 [NH+]1(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])c2c(c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])c(c([H])c([H])c([H])c3[H])c13 InChI=1S/C20H26N2/c1-‐16(14-‐21(2)3)15-‐22-‐19-‐10-‐6-‐4-‐8-‐17(19)12-‐13-‐18-‐9-‐5-‐7-‐11-‐20(18)22/h4-‐11,16H,12-‐15H2,1-‐3H3/p+2 ZSCDBOWYZJWBIY-‐UHFFFAOYSA-‐P
CINNARAZINE 102.6932072 185.0580949 N(C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])[NH+]1\C([H])=C([H])\C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])C([H])(c3c([H])c([H])c([H])c([H])c3[H])c4c([H])c([H])c([H])c([H])c4[H] InChI=1S/C26H28N2/c1-‐4-‐11-‐23(12-‐5-‐1)13-‐10-‐18-‐27-‐19-‐21-‐28(22-‐20-‐27)26(24-‐14-‐6-‐2-‐7-‐15-‐24)25-‐16-‐8-‐3-‐9-‐17-‐25/h1-‐12,14-‐18,26H,13,19-‐22H2/p+1/b18-‐10+ SSKFWBSXNIWCBH-‐VCHYOVAHSA-‐O
CITIOLONE 92.73677835 110.5992008 C1([H])(C([H])([H])C([H])([H])SC1=O)N([H])C(C([H])([H])[H])=O InChI=1S/C6H9NO2S/c1-‐4(8)7-‐5-‐2-‐3-‐10-‐6(5)9/h5H,2-‐3H2,1H3,(H,7,8) NRFJZTXWLKPZAV-‐UHFFFAOYSA-‐N
CYCLOBENZAPRINE	  HYDROCHLORIDE 102.1395419 85.23869107 C(=C([H])\C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(/c1c(c([H])c([H])c([H])c1[H])C([H])=C2[H])\c3c2c([H])c([H])c([H])c3[H] InChI=1S/C20H21N/c1-‐21(2)15-‐7-‐12-‐20-‐18-‐10-‐5-‐3-‐8-‐16(18)13-‐14-‐17-‐9-‐4-‐6-‐11-‐19(17)20/h3-‐6,8-‐14H,7,15H2,1-‐2H3/p+1 JURKNVYFZMSNLP-‐UHFFFAOYSA-‐O
ENOXACIN 89.57706794 111.1096927 C(C([O-‐])=O)(=C([H])N(C([H])([H])C([H])([H])[H])c1c2c([H])c(c(N(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])[N+]3([H])[H])n1)F)C2=O InChI=1S/C15H17FN4O3/c1-‐2-‐19-‐8-‐10(15(22)23)12(21)9-‐7-‐11(16)14(18-‐13(9)19)20-‐5-‐3-‐17-‐4-‐6-‐20/h7-‐8,17H,2-‐6H2,1H3,(H,22,23) IDYZIJYBMGIQMJ-‐UHFFFAOYSA-‐N
ETHISTERONE 96.10649971 95.88609414 C12(C([H])([H])[H])C(C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])C3([H])[H])C([H])(C34C([H])([H])[H])C([H])([H])C([H])([H])C4(O[H])C#C[H])=C([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C21H28O2/c1-‐4-‐21(23)12-‐9-‐18-‐16-‐6-‐5-‐14-‐13-‐15(22)7-‐10-‐19(14,2)17(16)8-‐11-‐20(18,21)3/h1,13,16-‐18,23H,5-‐12H2,2-‐3H3 CHNXZKVNWQUJIB-‐UHFFFAOYSA-‐N
FIPEXIDE	  HYDROCHLORIDE 94.99916918 103.0876767 N(C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])[NH+]1C([H])([H])c(c([H])c([H])c(c23)OC([H])([H])O2)c3[H])C(=O)C([H])([H])Oc(c([H])c([H])c4Cl)c([H])c4[H] InChI=1S/C20H21ClN2O4/c21-‐16-‐2-‐4-‐17(5-‐3-‐16)25-‐13-‐20(24)23-‐9-‐7-‐22(8-‐10-‐23)12-‐15-‐1-‐6-‐18-‐19(11-‐15)27-‐14-‐26-‐18/h1-‐6,11H,7-‐10,12-‐14H2/p+1 BFUJHVVEMMWLHC-‐UHFFFAOYSA-‐O
PARAROSANILINE	  PAMOATE 144.5044808 66.86098166 c(C([O-‐])=O)(c([H])c(c([H])c([H])c([H])c1[H])c1c2C([H])([H])c(c3c(c([H])c([H])c([H])c3[H])c([H])c4C([O-‐])=O)c4O[H])c2O[H] InChI=1S/C23H16O6/c24-‐20-‐16(14-‐7-‐3-‐1-‐5-‐12(14)9-‐18(20)22(26)27)11-‐17-‐15-‐8-‐4-‐2-‐6-‐13(15)10-‐19(21(17)25)23(28)29/h1-‐10,24-‐25H,11H2,(H,26,27)(H,28,29)/p-‐2 WLJNZVDCPSBLRP-‐UHFFFAOYSA-‐L
PERHEXILINE	  MALEATE 92.28811856 68.8117901 C([H])(C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H])(C2([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H])C([H])([H])C3([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]3([H])[H] InChI=1S/C19H35N/c1-‐3-‐9-‐16(10-‐4-‐1)19(17-‐11-‐5-‐2-‐6-‐12-‐17)15-‐18-‐13-‐7-‐8-‐14-‐20-‐18/h16-‐20H,1-‐15H2/p+1 CYXKNKQEMFBLER-‐UHFFFAOYSA-‐O
METHAPYRILENE	  HYDROCHLORIDE 82.9617226 83.03263667 N(C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(C([H])([H])c1c([H])c([H])c([H])s1)c2c([H])c([H])c([H])c([H])n2 InChI=1S/C14H19N3S/c1-‐16(2)9-‐10-‐17(12-‐13-‐6-‐5-‐11-‐18-‐13)14-‐7-‐3-‐4-‐8-‐15-‐14/h3-‐8,11H,9-‐10,12H2,1-‐2H3/p+1 HNJJXZKZRAWDPF-‐UHFFFAOYSA-‐O
THONZYLAMINE	  HYDROCHLORIDE 91.98264807 88.59335231 c1(nc([H])c([H])c([H])n1)N(C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])C([H])([H])c(c([H])c([H])c2OC([H])([H])[H])c([H])c2[H] InChI=1S/C16H22N4O/c1-‐19(2)11-‐12-‐20(16-‐17-‐9-‐4-‐10-‐18-‐16)13-‐14-‐5-‐7-‐15(21-‐3)8-‐6-‐14/h4-‐10H,11-‐13H2,1-‐3H3/p+1 GULNIHOSWFYMRN-‐UHFFFAOYSA-‐O
SULFACHLORPYRIDAZINE 95.19008824 134.9204948 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])N([H])[H])[N-‐]c2c([H])c([H])c(nn2)Cl InChI=1S/C10H8ClN4O2S/c11-‐9-‐5-‐6-‐10(14-‐13-‐9)15-‐18(16,17)8-‐3-‐1-‐7(12)2-‐4-‐8/h1-‐6H,12H2/q-‐1 LUOZYWWASQSXMJ-‐UHFFFAOYSA-‐N
CEPHALEXIN 89.19522983 94.02644498 N12[C@]([H])(SC([H])([H])C(C([H])([H])[H])=C1C([O-‐])=O)[C@@]([H])(C2=O)N([H])C(=O)C([H])(N([H])[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C16H17N3O4S/c1-‐8-‐7-‐24-‐15-‐11(14(21)19(15)12(8)16(22)23)18-‐13(20)10(17)9-‐5-‐3-‐2-‐4-‐6-‐9/h2-‐6,10-‐11,15H,7,17H2,1H3,(H,18,20)(H,22,23)/p-‐1/t10?,11-‐,15-‐/m1/s1 ZAIPMKNFIOOWCQ-‐HUFXEGEASA-‐M
AMIPRILOSE 95.10417466 91.07288454 [C@@]([H])(OC(O1)(C([H])([H])[H])C([H])([H])[H])([C@@]([H])(OC([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])[C@]([H])(O2)C([H])(C([H])([H])O[H])O[H])C12[H] InChI=1S/C14H27NO6/c1-‐14(2)20-‐12-‐11(18-‐7-‐5-‐6-‐15(3)4)10(9(17)8-‐16)19-‐13(12)21-‐14/h9-‐13,16-‐17H,5-‐8H2,1-‐4H3/p+1/t9?,10-‐,11+,12-‐,13?/m1/s1 YXBQLONCIPUQKO-‐VFIJVLHUSA-‐O
METARAMINOL	  BITARTRATE 92.0971995 98.67556789 c1(c([H])c([H])c([H])c(O[H])c1[H])[C@@]([H])(O[H])[C@]([H])(C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C9H13NO2/c1-‐6(10)9(12)7-‐3-‐2-‐4-‐8(11)5-‐7/h2-‐6,9,11-‐12H,10H2,1H3/p+1/t6-‐,9-‐/m0/s1 WXFIGDLSSYIKKV-‐RCOVLWMOSA-‐O
METHAZOLAMIDE 93.0899786 101.2644912 C1(=NN(C(=[NH+]C(C([H])([H])[H])=O)S1)C([H])([H])[H])S([N-‐][H])(=O)=O InChI=1S/C5H7N4O3S2/c1-‐3(10)7-‐4-‐9(2)8-‐5(13-‐4)14(6,11)12/h1-‐2H3,(H-‐,6,11,12)/q-‐1/p+1/b7-‐4-‐ QSQFNJKOCUNQPP-‐DAXSKMNVSA-‐O
MIDODRINE	  HYDROCHLORIDE 88.99476482 101.7385195 c1(C([H])(O[H])C([H])([H])N([H])C(C([H])([H])N([H])[H])=O)c([H])c(OC([H])([H])[H])c([H])c([H])c1OC([H])([H])[H] InChI=1S/C12H18N2O4/c1-‐17-‐8-‐3-‐4-‐11(18-‐2)9(5-‐8)10(15)7-‐14-‐12(16)6-‐13/h3-‐5,10,15H,6-‐7,13H2,1-‐2H3,(H,14,16) PTKSEFOSCHHMPD-‐UHFFFAOYSA-‐N
NADOLOL 86.4650873 76.35977789 c12c(c([H])c([H])c([H])c1OC([H])([H])C([H])(O[H])C([H])([H])[N+]([H])([H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])C([H])([H])[C@]([H])([C@@]([H])(O[H])C2([H])[H])O[H] InChI=1S/C17H27NO4/c1-‐17(2,3)18-‐9-‐12(19)10-‐22-‐16-‐6-‐4-‐5-‐11-‐7-‐14(20)15(21)8-‐13(11)16/h4-‐6,12,14-‐15,18-‐21H,7-‐10H2,1-‐3H3/p+1/t12?,14-‐,15+/m1/s1 VWPOSFSPZNDTMJ-‐UCWKZMIHSA-‐O
NALTREXONE	  HYDROCHLORIDE 86.99011471 71.98413279 C(C([H])([H])C1([H])[H])([C@]2([H])C(=O)C([H])([H])C3([H])[H])(c(c4c([H])c([H])c5O[H])c5O2)[C@]3(O[H])[C@@]([H])(C4([H])[H])[NH+]1C([H])([H])C6([H])C([H])([H])C6([H])[H] InChI=1S/C20H23NO4/c22-‐13-‐4-‐3-‐12-‐9-‐15-‐20(24)6-‐5-‐14(23)18-‐19(20,16(12)17(13)25-‐18)7-‐8-‐21(15)10-‐11-‐1-‐2-‐11/h3-‐4,11,15,18,22,24H,1-‐2,5-‐10H2/p+1/t15-‐,18+,19?,20-‐/m1/s1 DQCKKXVULJGBQN-‐PODIIYFMSA-‐O
NOMIFENSINE	  MALEATE 79.06697382 59.4588487 c1(C([H])([H])[NH+](C([H])([H])[H])C([H])([H])C2([H])c3c([H])c([H])c([H])c([H])c3[H])c2c([H])c([H])c([H])c1N([H])[H] InChI=1S/C16H18N2/c1-‐18-‐10-‐14(12-‐6-‐3-‐2-‐4-‐7-‐12)13-‐8-‐5-‐9-‐16(17)15(13)11-‐18/h2-‐9,14H,10-‐11,17H2,1H3/p+1 XXPANQJNYNUNES-‐UHFFFAOYSA-‐O
PRILOCAINE	  HYDROCHLORIDE 74.59946788 87.24419507 C(C([H])(C([H])([H])[H])[N+]([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])(=O)N([H])c1c([H])c([H])c([H])c([H])c1C([H])([H])[H] InChI=1S/C13H20N2O/c1-‐4-‐9-‐14-‐11(3)13(16)15-‐12-‐8-‐6-‐5-‐7-‐10(12)2/h5-‐8,11,14H,4,9H2,1-‐3H3,(H,15,16)/p+1 MVFGUOIZUNYYSO-‐UHFFFAOYSA-‐O

ROXITHROMYCIN 77.15778325 91.3281305
[C@@]1([H])(O[C@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])[C@@]1([H])O[H])O[C@@]([H])([C@](C([H])([H])[H])(O[H])C([H])([H])[C@@]([H])(C([H])([H])[H])\C(=N/OC([H])([H])OC([H])([H])C([H])([H])OC([H])([H])[H])\[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@]
([C@@]([H])(C([H])([H])C([H])([H])[H])OC(=O)[C@]([H])(C([H])([H])[H])[C@@]2([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@]3(C([H])([H])[H])OC([H])([H])[H])O[H])C3([H])[H])(C([H])([H])[H])O[H])[C@@]2([H])C([H])([H])[H]

InChI=1S/C41H76N2O15/c1-‐15-‐29-‐41(10,49)34(45)24(4)31(42-‐53-‐21-‐52-‐17-‐16-‐50-‐13)22(2)19-‐39(8,48)36(58-‐38-‐32(44)28(43(11)12)18-‐23(3)54-‐38)25(5)33(26(6)37(47)56-‐29)57-‐30-‐20-‐40(9,51-‐14)35(46)27(7)55-‐30/h22-‐30,32-‐36,38,44-‐46,48-‐49H,15-‐21H2,1-‐14H3/p+1/b42-‐31+/t22-‐,23-‐,24+,25+,26-‐
,27+,28+,29-‐,30+,32-‐,33+,34-‐,35+,36-‐,38+,39-‐,40-‐,41-‐/m1/s1 RXZBMPWDPOLZGW-‐XMRMVWPWSA-‐O

HEXAMETHONIUM	  BROMIDE 77.58735113 76.06806822 [N+](C([H])([H])[H])(C([H])([H])[H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+](C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C12H30N2/c1-‐13(2,3)11-‐9-‐7-‐8-‐10-‐12-‐14(4,5)6/h7-‐12H2,1-‐6H3/q+2 VZJFGSRCJCXDSG-‐UHFFFAOYSA-‐N
DIPYRONE 89.51024627 72.95042109 C1(N(C([H])([H])[H])C([H])([H])S(=O)(=O)[O-‐])=C(C([H])([H])[H])N(N(c2c([H])c([H])c([H])c([H])c2[H])C1=O)C([H])([H])[H] InChI=1S/C13H17N3O4S/c1-‐10-‐12(14(2)9-‐21(18,19)20)13(17)16(15(10)3)11-‐7-‐5-‐4-‐6-‐8-‐11/h4-‐8H,9H2,1-‐3H3,(H,18,19,20)/p-‐1 LVWZTYCIRDMTEY-‐UHFFFAOYSA-‐M
D-‐PHENYLALANINE 84.70863197 73.07804407 C([O-‐])(=O)[C@]([H])([N+]([H])([H])[H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C9H11NO2/c10-‐8(9(11)12)6-‐7-‐4-‐2-‐1-‐3-‐5-‐7/h1-‐5,8H,6,10H2,(H,11,12)/t8-‐/m1/s1 COLNVLDHVKWLRT-‐MRVPVSSYSA-‐N
BENZALKONIUM	  CHLORIDE 400.6892182 78.41997746 [N+](C([H])([H])[H])(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C22H40N/c1-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐17-‐20-‐23(2,3)21-‐22-‐18-‐15-‐14-‐16-‐19-‐22/h14-‐16,18-‐19H,4-‐13,17,20-‐21H2,1-‐3H3/q+1 VVZBFOKBSDGVGZ-‐UHFFFAOYSA-‐N
PENTOXIFYLLINE 79.59200123 77.21667506 c12c(n(c([H])n1)C([H])([H])[H])C(N(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C(C([H])([H])[H])=O)C(=O)N2C([H])([H])[H])=O InChI=1S/C13H18N4O3/c1-‐9(18)6-‐4-‐5-‐7-‐17-‐12(19)10-‐11(14-‐8-‐15(10)2)16(3)13(17)20/h8H,4-‐7H2,1-‐3H3 BYPFEZZEUUWMEJ-‐UHFFFAOYSA-‐N
NABUMETONE 110.7397113 203.0386108 c1(c([H])c([H])c(c2[H])OC([H])([H])[H])c2c([H])c([H])c(C([H])([H])C([H])([H])C(C([H])([H])[H])=O)c1[H] InChI=1S/C15H16O2/c1-‐11(16)3-‐4-‐12-‐5-‐6-‐14-‐10-‐15(17-‐2)8-‐7-‐13(14)9-‐12/h5-‐10H,3-‐4H2,1-‐2H3 BLXXJMDCKKHMKV-‐UHFFFAOYSA-‐N
NAPROXOL 102.7555528 241.9415962 c1([C@]([H])(C([H])([H])[H])C([H])([H])O[H])c([H])c([H])c2c(c([H])c([H])c(OC([H])([H])[H])c2[H])c1[H] InChI=1S/C14H16O2/c1-‐10(9-‐15)11-‐3-‐4-‐13-‐8-‐14(16-‐2)6-‐5-‐12(13)7-‐11/h3-‐8,10,15H,9H2,1-‐2H3/t10-‐/m1/s1 LTRANDSQVZFZDG-‐SNVBAGLBSA-‐N
AMCINONIDE 56.57910007 35.75766937 [C@@]12(C(=O)C([H])([H])OC(C([H])([H])[H])=O)[C@@]([H])(C([H])([H])C([H])(C([H])([C@@]34F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C5[H])[C@@]35C([H])([H])[H])[C@]1(C([H])([H])[H])C([H])([H])[C@]4([H])O[H])OC6(C([H])([H])C([H])([H])C([H])([H])C6([H])[H])O2 InChI=1S/C28H35FO7/c1-‐16(30)34-‐15-‐22(33)28-‐23(35-‐26(36-‐28)9-‐4-‐5-‐10-‐26)13-‐20-‐19-‐7-‐6-‐17-‐12-‐18(31)8-‐11-‐24(17,2)27(19,29)21(32)14-‐25(20,28)3/h8,11-‐12,19-‐21,23,32H,4-‐7,9-‐10,13-‐15H2,1-‐3H3/t19?,20?,21-‐,23+,24-‐,25-‐,27-‐,28+/m0/s1 ILKJAFIWWBXGDU-‐ZYDCGBIBSA-‐N
BUPIVACAINE	  HYDROCHLORIDE 94.20324447 97.15499796 C(=O)(C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[NH+]1C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])N([H])c2c(C([H])([H])[H])c([H])c([H])c([H])c2C([H])([H])[H] InChI=1S/C18H28N2O/c1-‐4-‐5-‐12-‐20-‐13-‐7-‐6-‐11-‐16(20)18(21)19-‐17-‐14(2)9-‐8-‐10-‐15(17)3/h8-‐10,16H,4-‐7,11-‐13H2,1-‐3H3,(H,19,21)/p+1 LEBVLXFERQHONN-‐UHFFFAOYSA-‐O
CYSTAMINE	  DIHYDROCHLORIDE 89.19510892 111.2791325 S(C([H])([H])C([H])([H])[N+]([H])([H])[H])SC([H])([H])C([H])([H])[N+]([H])([H])[H] InChI=1S/C4H12N2S2/c5-‐1-‐3-‐7-‐8-‐4-‐2-‐6/h1-‐6H2/p+2 APQPRKLAWCIJEK-‐UHFFFAOYSA-‐P
RAMIFENAZONE 89.7903135 105.5346859 C1([N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=C(C([H])([H])[H])N(N(c2c([H])c([H])c([H])c([H])c2[H])C1=O)C([H])([H])[H] InChI=1S/C14H19N3O/c1-‐10(2)15-‐13-‐11(3)16(4)17(14(13)18)12-‐8-‐6-‐5-‐7-‐9-‐12/h5-‐10,15H,1-‐4H3/p+1 XOZLRRYPUKAKMU-‐UHFFFAOYSA-‐O
ANISOMYCIN 81.11475576 81.33407139 [C@@]1([H])([C@@]([H])(O[H])C([H])([H])[N+]([H])([H])[C@]1([H])C([H])([H])c(c([H])c2[H])c([H])c([H])c2OC([H])([H])[H])OC(C([H])([H])[H])=O InChI=1S/C14H19NO4/c1-‐9(16)19-‐14-‐12(15-‐8-‐13(14)17)7-‐10-‐3-‐5-‐11(18-‐2)6-‐4-‐10/h3-‐6,12-‐15,17H,7-‐8H2,1-‐2H3/p+1/t12-‐,13+,14+/m1/s1 YKJYKKNCCRKFSL-‐RDBSUJKOSA-‐O
CLOBETASOL	  PROPIONATE 21.34479226 20.2495592 [C@]1(C([H])([H])[H])(C([H])([H])[C@]2([H])O[H])C([H])(C([H])([H])[C@@]([H])(C([H])([H])[H])[C@@]1(OC(C([H])([H])C([H])([H])[H])=O)C(C([H])([H])Cl)=O)C([H])([C@]23F)C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])=C4[H])[C@@]34C([H])([H])[H] InChI=1S/C25H32ClFO5/c1-‐5-‐21(31)32-‐25(20(30)13-‐26)14(2)10-‐18-‐17-‐7-‐6-‐15-‐11-‐16(28)8-‐9-‐22(15,3)24(17,27)19(29)12-‐23(18,25)4/h8-‐9,11,14,17-‐19,29H,5-‐7,10,12-‐13H2,1-‐4H3/t14-‐,17?,18?,19+,22+,23-‐,24+,25-‐/m1/s1 CBGUOGMQLZIXBE-‐POENATIPSA-‐N
CLOPERASTINE	  HYDROCHLORIDE 89.01474389 53.43653579 [NH+]1(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H])C([H])([H])C([H])([H])OC([H])(c2c([H])c([H])c([H])c([H])c2[H])c3c([H])c([H])c(c([H])c3[H])Cl InChI=1S/C20H24ClNO/c21-‐19-‐11-‐9-‐18(10-‐12-‐19)20(17-‐7-‐3-‐1-‐4-‐8-‐17)23-‐16-‐15-‐22-‐13-‐5-‐2-‐6-‐14-‐22/h1,3-‐4,7-‐12,20H,2,5-‐6,13-‐16H2/p+1 FLNXBVJLPJNOSI-‐UHFFFAOYSA-‐O
CYPROTERONE 112.1706071 30.60093836 [C@@]12(C([H])([H])[H])C(=C([H])C(=O)[C@]([H])(C3([H])[H])C13[H])C(=C([H])C([H])(C([H])([C@@]45C([H])([H])[H])C([H])([H])C([H])([H])[C@]4(O[H])C(C([H])([H])[H])=O)C2([H])C([H])([H])C5([H])[H])Cl InChI=1S/C22H27ClO3/c1-‐11(24)22(26)7-‐5-‐14-‐12-‐9-‐18(23)17-‐10-‐19(25)13-‐8-‐16(13)21(17,3)15(12)4-‐6-‐20(14,22)2/h9-‐10,12-‐16,26H,4-‐8H2,1-‐3H3/t12?,13-‐,14?,15?,16?,20+,21+,22+/m1/s1 DUSHUSLJJMDGTE-‐AVWUXPBGSA-‐N
KETOROLAC	  TROMETHAMINE 87.08483811 196.1187328 n1(C([H])([H])C([H])([H])C2([H])C([O-‐])=O)c2c([H])c([H])c1C(c3c([H])c([H])c([H])c([H])c3[H])=O InChI=1S/C15H13NO3/c17-‐14(10-‐4-‐2-‐1-‐3-‐5-‐10)13-‐7-‐6-‐12-‐11(15(18)19)8-‐9-‐16(12)13/h1-‐7,11H,8-‐9H2,(H,18,19)/p-‐1 OZWKMVRBQXNZKK-‐UHFFFAOYSA-‐M
LANSOPRAZOLE 100.4739352 95.46768524 c1(S(=O)C([H])([H])c2[nH+]c([H])c([H])c(OC([H])([H])C(F)(F)F)c2C([H])([H])[H])n([H])c(c3n1)c([H])c([H])c([H])c3[H] InChI=1S/C16H14F3N3O2S/c1-‐10-‐13(20-‐7-‐6-‐14(10)24-‐9-‐16(17,18)19)8-‐25(23)15-‐21-‐11-‐4-‐2-‐3-‐5-‐12(11)22-‐15/h2-‐7H,8-‐9H2,1H3,(H,21,22)/p+1 MJIHNNLFOKEZEW-‐UHFFFAOYSA-‐O
MORANTEL	  CITRATE 103.6303232 115.3362665 C1(=NC([H])([H])C([H])([H])C([H])([H])N1C([H])([H])[H])\C([H])=C([H])\c2sc([H])c([H])c2C([H])([H])[H] InChI=1S/C12H16N2S/c1-‐10-‐6-‐9-‐15-‐11(10)4-‐5-‐12-‐13-‐7-‐3-‐8-‐14(12)2/h4-‐6,9H,3,7-‐8H2,1-‐2H3/b5-‐4+ NVEPPWDVLBMNMB-‐SNAWJCMRSA-‐N
THIOCTIC	  ACID 103.3327209 129.0717504 S1C([H])(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([O-‐])=O)C([H])([H])C([H])([H])S1 InChI=1S/C8H14O2S2/c9-‐8(10)4-‐2-‐1-‐3-‐7-‐5-‐6-‐11-‐12-‐7/h7H,1-‐6H2,(H,9,10)/p-‐1 AGBQKNBQESQNJD-‐UHFFFAOYSA-‐M
PERPHENAZINE 113.2558034 130.0196789 [NH+]1(C([H])([H])C([H])([H])C([H])([H])N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[NH+]2C([H])([H])C([H])([H])O[H])c3c(c([H])c([H])c([H])c3[H])Sc(c([H])c([H])c(Cl)c4[H])c14 InChI=1S/C21H26ClN3OS/c22-‐17-‐6-‐7-‐21-‐19(16-‐17)25(18-‐4-‐1-‐2-‐5-‐20(18)27-‐21)9-‐3-‐8-‐23-‐10-‐12-‐24(13-‐11-‐23)14-‐15-‐26/h1-‐2,4-‐7,16,26H,3,8-‐15H2/p+2 RGCVKNLCSQQDEP-‐UHFFFAOYSA-‐P
CACODYLIC	  ACID 93.23829158 110.9757954 [As](C([H])([H])[H])(C([H])([H])[H])([O-‐])=O InChI=1S/C2H7AsO2/c1-‐3(2,4)5/h1-‐2H3,(H,4,5)/p-‐1 OGGXGZAMXPVRFZ-‐UHFFFAOYSA-‐M
HYDROXYCHLOROQUINE	  SULFATE 90.83943674 90.44366422 c1(c([H])c([H])c(c2[H])Cl)c2[nH+]c([H])c([H])c1N([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])O[H] InChI=1S/C18H26ClN3O/c1-‐3-‐22(11-‐12-‐23)10-‐4-‐5-‐14(2)21-‐17-‐8-‐9-‐20-‐18-‐13-‐15(19)6-‐7-‐16(17)18/h6-‐9,13-‐14,23H,3-‐5,10-‐12H2,1-‐2H3,(H,20,21)/p+2 XXSMGPRMXLTPCZ-‐UHFFFAOYSA-‐P
BROMPHENIRAMINE	  MALEATE 90.70115688 88.51936938 C([H])(c1c([H])c([H])c([H])c([H])n1)(c2c([H])c([H])c(c([H])c2[H])Br)C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C16H19BrN2/c1-‐19(2)12-‐10-‐15(16-‐5-‐3-‐4-‐11-‐18-‐16)13-‐6-‐8-‐14(17)9-‐7-‐13/h3-‐9,11,15H,10,12H2,1-‐2H3/p+1 ZDIGNSYAACHWNL-‐UHFFFAOYSA-‐O

TOMATINE 100.2785398 96.71895085

[C@]1(C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[N+]1([H])[H])C([H])([H])[H])([C@@]([H])(C([H])([H])[H])[C@@](C23[H])(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C2([H])C([H])([H])C([H])([H])C([H])([C@@]45C([H])([H])[H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[C@@]([H])(O[C@]6([H])C([H]
)([H])O[H])[C@]([H])(O[H])[C@]([H])([C@@]6([H])O[C@@]([H])(O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]7([H])O[C@@]8([H])OC([H])([H])[C@]([H])([C@]([H])(O[H])[C@@]8([H])O[C@@]9([H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(O[H])[C@@]9([H])O[H])O[H])O[H])O[H])[C@]7([H])O[H
])O[H])O3

InChI=1S/C47H79NO21/c1-‐19-‐7-‐12-‐47(48-‐14-‐19)20(2)45(3)11-‐9-‐24-‐23(40(45)69-‐47)6-‐5-‐21-‐13-‐22(8-‐10-‐46(21,24)4)62-‐41-‐35(59)33(57)37(28(17-‐51)65-‐41)66-‐43-‐36(60)38(31(55)27(16-‐50)64-‐43)67-‐44-‐39(29(53)25(52)18-‐61-‐44)68-‐42-‐34(58)32(56)30(54)26(15-‐49)63-‐42/h19-‐44,48-‐60H,5-‐18H2,1-‐
4H3/p+1/t19-‐,20-‐,21?,22-‐,23?,24?,25+,26+,27+,28+,29-‐,30+,31+,32-‐,33+,34+,35+,36+,37-‐,38-‐,39+,40?,41-‐,42+,43+,44+,45+,46-‐,47-‐/m0/s1 FSQXVCNWJMITHZ-‐ITBDYVSPSA-‐O

ETHYLNOREPINEPHRINE	  HYDROCHLORIDE 104.2465703 130.7780217 c1(c([H])c([H])c(c(O[H])c1[H])O[H])C([H])(O[H])C([H])(C([H])([H])C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C10H15NO3/c1-‐2-‐7(11)10(14)6-‐3-‐4-‐8(12)9(13)5-‐6/h3-‐5,7,10,12-‐14H,2,11H2,1H3/p+1 LENNRXOJHWNHSD-‐UHFFFAOYSA-‐O
TENIPOSIDE 32.5755212 25.44420735 C1([H])(C([H])([H])OC2=O)[C@@]2([H])[C@]([H])(c(c([H])c3OC([H])([H])[H])c([H])c(c3O[H])OC([H])([H])[H])c4c(c([H])c(c5c4[H])OC([H])([H])O5)C1([H])O[C@]6([H])O[C@]([H])(C([H])([H])O[C@]([H])(O7)c8c([H])c([H])c([H])s8)C7([H])[C@]([H])(O[H])[C@@]6([H])O[H] InChI=1S/C32H32O13S/c1-‐37-‐19-‐6-‐13(7-‐20(38-‐2)25(19)33)23-‐14-‐8-‐17-‐18(42-‐12-‐41-‐17)9-‐15(14)28(16-‐10-‐39-‐30(36)24(16)23)44-‐32-‐27(35)26(34)29-‐21(43-‐32)11-‐40-‐31(45-‐29)22-‐4-‐3-‐5-‐46-‐22/h3-‐9,16,21,23-‐24,26-‐29,31-‐35H,10-‐12H2,1-‐2H3/t16?,21-‐,23-‐,24+,26-‐,27-‐,28?,29?,31-‐,32+/m1/s1 NRUKOCRGYNPUPR-‐OQMCATNJSA-‐N
ALAPROCLATE 98.53801726 84.51911113 C(C([H])(C([H])([H])[H])N([H])[H])(=O)OC(C([H])([H])[H])(C([H])([H])[H])C([H])([H])c(c([H])c1[H])c([H])c([H])c1Cl InChI=1S/C13H18ClNO2/c1-‐9(15)12(16)17-‐13(2,3)8-‐10-‐4-‐6-‐11(14)7-‐5-‐10/h4-‐7,9H,8,15H2,1-‐3H3 FZSPJBYOKQPKCD-‐UHFFFAOYSA-‐N

DIRITHROMYCIN 95.43273273 109.0704591
[C@@]([H])(O[C@]1([H])C([H])([H])OC([H])([H])C([H])([H])OC([H])([H])[H])([C@@]([H])(C([H])([H])[H])[C@@]([H])([N+]1([H])[H])[C@]([H])(C([H])([H])[H])C([H])([H])[C@@](C([H])([H])[H])(O[H])[C@]([H])(O[C@]2([H])O[C@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])([NH+](C([H])([H])[H])C([H])([H])[H])[
C@@]2([H])O[H])[C@]([H])([C@]3([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@]4(C([H])([H])[H])OC([H])([H])[H])O[H])C4([H])[H])C([H])([H])[H])[C@](C([H])([H])[H])(O[H])[C@@]([H])(C([H])([H])C([H])([H])[H])OC(=O)[C@]3([H])C([H])([H])[H]

InChI=1S/C42H78N2O14/c1-‐15-‐29-‐42(10,49)37-‐24(4)32(43-‐30(56-‐37)21-‐52-‐17-‐16-‐50-‐13)22(2)19-‐40(8,48)36(58-‐39-‐33(45)28(44(11)12)18-‐23(3)53-‐39)25(5)34(26(6)38(47)55-‐29)57-‐31-‐20-‐41(9,51-‐14)35(46)27(7)54-‐31/h22-‐37,39,43,45-‐46,48-‐49H,15-‐21H2,1-‐14H3/p+2/t22-‐,23-‐,24+,25+,26-‐
,27+,28+,29-‐,30-‐,31+,32+,33-‐,34+,35+,36-‐,37-‐,39+,40-‐,41-‐,42-‐/m1/s1 WLOHNSSYAXHWNR-‐DWIOZXRMSA-‐P

MEPIVACAINE	  HYDROCHLORIDE 96.16321108 96.3113416 C(=O)(C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[NH+]1C([H])([H])[H])N([H])c2c(C([H])([H])[H])c([H])c([H])c([H])c2C([H])([H])[H] InChI=1S/C15H22N2O/c1-‐11-‐7-‐6-‐8-‐12(2)14(11)16-‐15(18)13-‐9-‐4-‐5-‐10-‐17(13)3/h6-‐8,13H,4-‐5,9-‐10H2,1-‐3H3,(H,16,18)/p+1 INWLQCZOYSRPNW-‐UHFFFAOYSA-‐O
NILUTAMIDE 97.82858149 116.5780528 N1(c(c([H])c([H])c(c2C(F)(F)F)[N+](=O)[O-‐])c2[H])C(=O)C(N([H])C1=O)(C([H])([H])[H])C([H])([H])[H] InChI=1S/C12H10F3N3O4/c1-‐11(2)9(19)17(10(20)16-‐11)6-‐3-‐4-‐8(18(21)22)7(5-‐6)12(13,14)15/h3-‐5H,1-‐2H3,(H,16,20) XWXYUMMDTVBTOU-‐UHFFFAOYSA-‐N
NORCANTHARIDIN 93.16614557 106.3973008 C(=O)(O1)C2([H])C([H])(C1=O)C([H])(C([H])([H])C3([H])[H])OC23[H] InChI=1S/C8H8O4/c9-‐7-‐5-‐3-‐1-‐2-‐4(11-‐3)6(5)8(10)12-‐7/h3-‐6H,1-‐2H2 JAABVEXCGCXWRR-‐UHFFFAOYSA-‐N
FLUOXETINE 77.22187728 55.3229135 C(F)(F)(F)c1c([H])c([H])c(c([H])c1[H])OC([H])(C([H])([H])C([H])([H])[N+]([H])([H])C([H])([H])[H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C17H18F3NO/c1-‐21-‐12-‐11-‐16(13-‐5-‐3-‐2-‐4-‐6-‐13)22-‐15-‐9-‐7-‐14(8-‐10-‐15)17(18,19)20/h2-‐10,16,21H,11-‐12H2,1H3/p+1 RTHCYVBBDHJXIQ-‐UHFFFAOYSA-‐O
3-‐METHYLXANTHINE 95.52892741 101.5344276 c1(n([H])c([H])n2)c2C(=O)N([H])C(=O)N1C([H])([H])[H] InChI=1S/C6H6N4O2/c1-‐10-‐4-‐3(7-‐2-‐8-‐4)5(11)9-‐6(10)12/h2H,1H3,(H,7,8)(H,9,11,12) GMSNIKWWOQHZGF-‐UHFFFAOYSA-‐N
AMINOLEVULINIC	  ACID	  HYDROCHLORIDE 89.23118192 84.33900471 C([O-‐])(C([H])([H])C([H])([H])C(C([H])([H])N([H])[H])=O)=O InChI=1S/C5H9NO3/c6-‐3-‐4(7)1-‐2-‐5(8)9/h1-‐3,6H2,(H,8,9)/p-‐1 ZGXJTSGNIOSYLO-‐UHFFFAOYSA-‐M
TELENZEPINE	  HYDROCHLORIDE 93.23829158 99.2688785 N1(c2c(c([H])c([H])c([H])c2[H])N([H])C(=O)c3c1c(C([H])([H])[H])sc3[H])C(=O)C([H])([H])N(C([H])([H])C4([H])[H])C([H])([H])C([H])([H])[NH+]4C([H])([H])[H] InChI=1S/C19H22N4O2S/c1-‐13-‐18-‐14(12-‐26-‐13)19(25)20-‐15-‐5-‐3-‐4-‐6-‐16(15)23(18)17(24)11-‐22-‐9-‐7-‐21(2)8-‐10-‐22/h3-‐6,12H,7-‐11H2,1-‐2H3,(H,20,25)/p+1 VSWPGAIWKHPTKX-‐UHFFFAOYSA-‐O
AVOBENZONE 102.9990456 123.9718951 C([H])([H])(C(=O)c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])C(=O)c(c([H])c2[H])c([H])c([H])c2C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C20H22O3/c1-‐20(2,3)16-‐9-‐5-‐14(6-‐10-‐16)18(21)13-‐19(22)15-‐7-‐11-‐17(23-‐4)12-‐8-‐15/h5-‐12H,13H2,1-‐4H3 XNEFYCZVKIDDMS-‐UHFFFAOYSA-‐N
DIPLOSALSALATE 93.36755318 91.68545055 C(=O)(Oc1c([H])c([H])c([H])c([H])c1C([O-‐])=O)c2c([H])c([H])c([H])c([H])c2OC(C([H])([H])[H])=O InChI=1S/C16H12O6/c1-‐10(17)21-‐14-‐9-‐5-‐3-‐7-‐12(14)16(20)22-‐13-‐8-‐4-‐2-‐6-‐11(13)15(18)19/h2-‐9H,1H3,(H,18,19)/p-‐1 DDSFKIFGAPZBSR-‐UHFFFAOYSA-‐M
FENBUTYRAMIDE 100.4198257 101.6386997 C(N([H])[H])(=O)C([H])(C([H])([H])C([H])([H])[H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C10H13NO/c1-‐2-‐9(10(11)12)8-‐6-‐4-‐3-‐5-‐7-‐8/h3-‐7,9H,2H2,1H3,(H2,11,12) UNFGQCCHVMMMRF-‐UHFFFAOYSA-‐N
2-‐MERCAPTOBENZOTHIAZOLE 97.95483701 158.6471194 c1([S-‐])sc(c2n1)c([H])c([H])c([H])c2[H] InChI=1S/C7H5NS2/c9-‐7-‐8-‐5-‐3-‐1-‐2-‐4-‐6(5)10-‐7/h1-‐4H,(H,8,9)/p-‐1 YXIWHUQXZSMYRE-‐UHFFFAOYSA-‐M
beta-‐PELTATIN 101.6703565 78.8694573 c1(c([H])c(OC([H])([H])O2)c2c3[O-‐])c3C([H])([H])[C@@]([H])(C([H])([H])OC4=O)[C@@]4([H])[C@]1([H])c(c([H])c5OC([H])([H])[H])c([H])c(c5OC([H])([H])[H])OC([H])([H])[H] InChI=1S/C22H22O8/c1-‐25-‐14-‐5-‐10(6-‐15(26-‐2)20(14)27-‐3)17-‐12-‐7-‐16-‐21(30-‐9-‐29-‐16)19(23)13(12)4-‐11-‐8-‐28-‐22(24)18(11)17/h5-‐7,11,17-‐18,23H,4,8-‐9H2,1-‐3H3/p-‐1/t11-‐,17+,18-‐/m0/s1 HLBPOYVRLSXWJJ-‐PDSMFRHLSA-‐M
CHRYSANTHEMIC	  ACID 97.37165676 83.78920619 C1(C([H])([H])[H])(C([H])([H])[H])C([H])(C1([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])C([O-‐])=O InChI=1S/C10H16O2/c1-‐6(2)5-‐7-‐8(9(11)12)10(7,3)4/h5,7-‐8H,1-‐4H3,(H,11,12)/p-‐1 XLOPRKKSAJMMEW-‐UHFFFAOYSA-‐M
PROPRANOLOL	  HYDROCHLORIDE	  (+/-‐) 95.97683389 59.88244955 c12c(c([H])c([H])c([H])c1[H])c([H])c([H])c([H])c2OC([H])([H])C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C16H21NO2/c1-‐12(2)17-‐10-‐14(18)11-‐19-‐16-‐9-‐5-‐7-‐13-‐6-‐3-‐4-‐8-‐15(13)16/h3-‐9,12,14,17-‐18H,10-‐11H2,1-‐2H3/p+1 AQHHHDLHHXJYJD-‐UHFFFAOYSA-‐O
PANTOPRAZOLE 79.12172222 81.37198853 c1(S(=O)C([H])([H])c2[nH+]c([H])c([H])c(OC([H])([H])[H])c2OC([H])([H])[H])n([H])c(c3n1)c([H])c([H])c(OC([H])(F)F)c3[H] InChI=1S/C16H15F2N3O4S/c1-‐23-‐13-‐5-‐6-‐19-‐12(14(13)24-‐2)8-‐26(22)16-‐20-‐10-‐4-‐3-‐9(25-‐15(17)18)7-‐11(10)21-‐16/h3-‐7,15H,8H2,1-‐2H3,(H,20,21)/p+1 IQPSEEYGBUAQFF-‐UHFFFAOYSA-‐O
PRONETALOL	  HYDROCHLORIDE 87.91451723 83.88399904 c1(C([H])(O[H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])c([H])c([H])c(c2c1[H])c([H])c([H])c([H])c2[H] InChI=1S/C15H19NO/c1-‐11(2)16-‐10-‐15(17)14-‐8-‐7-‐12-‐5-‐3-‐4-‐6-‐13(12)9-‐14/h3-‐9,11,15-‐17H,10H2,1-‐2H3/p+1 HRSANNODOVBCST-‐UHFFFAOYSA-‐O
TUBAIC	  ACID 80.79611088 158.201593 c(C([H])([H])C([H])(O1)C(C([H])([H])[H])=C([H])[H])(c1c([H])c([H])c2C([O-‐])=O)c2O[H] InChI=1S/C12H12O4/c1-‐6(2)10-‐5-‐8-‐9(16-‐10)4-‐3-‐7(11(8)13)12(14)15/h3-‐4,10,13H,1,5H2,2H3,(H,14,15)/p-‐1 CMXGHLJKXLIMAQ-‐UHFFFAOYSA-‐M
1R,2S-‐PHENYLPROPYLAMINE 86.99766168 97.41093865 [C@@]([H])(O[H])([C@@]([H])(C([H])([H])[H])[N+]([H])([H])[H])c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C9H13NO/c1-‐7(10)9(11)8-‐5-‐3-‐2-‐4-‐6-‐8/h2-‐7,9,11H,10H2,1H3/p+1/t7-‐,9-‐/m1/s1 DLNKOYKMWOXYQA-‐VXNVDRBHSA-‐O
LOPERAMIDE	  HYDROCHLORIDE 94.09803154 51.97672591 C(=O)(N(C([H])([H])[H])C([H])([H])[H])C(c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])[NH+](C([H])([H])C3([H])[H])C([H])([H])C([H])([H])C3(O[H])c4c([H])c([H])c(c([H])c4[H])Cl InChI=1S/C29H33ClN2O2/c1-‐31(2)27(33)29(24-‐9-‐5-‐3-‐6-‐10-‐24,25-‐11-‐7-‐4-‐8-‐12-‐25)19-‐22-‐32-‐20-‐17-‐28(34,18-‐21-‐32)23-‐13-‐15-‐26(30)16-‐14-‐23/h3-‐16,34H,17-‐22H2,1-‐2H3/p+1 RDOIQAHITMMDAJ-‐UHFFFAOYSA-‐O
LOXAPINE	  SUCCINATE 117.8400811 140.7123123 C1(N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])[NH+]2C([H])([H])[H])=Nc3c(Oc(c([H])c([H])c(Cl)c4[H])c14)c([H])c([H])c([H])c3[H] InChI=1S/C18H18ClN3O/c1-‐21-‐8-‐10-‐22(11-‐9-‐21)18-‐14-‐12-‐13(19)6-‐7-‐16(14)23-‐17-‐5-‐3-‐2-‐4-‐15(17)20-‐18/h2-‐7,12H,8-‐11H2,1H3/p+1 XJGVXQDUIWGIRW-‐UHFFFAOYSA-‐O
PINACIDIL 90.65606563 96.42509302 C(/N([H])c(c([H])c1[H])c([H])c([H])[nH+]1)(\N([H])C([H])(C([H])([H])[H])C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])=N/C#N InChI=1S/C13H19N5/c1-‐10(13(2,3)4)17-‐12(16-‐9-‐14)18-‐11-‐5-‐7-‐15-‐8-‐6-‐11/h5-‐8,10H,1-‐4H3,(H2,15,16,17,18)/p+1 IVVNZDGDKPTYHK-‐UHFFFAOYSA-‐O
DIAZOXIDE 91.60899418 91.80868125 S1(=O)(=O)c2c(c([H])c([H])c(Cl)c2[H])N=C(C([H])([H])[H])N1[H] InChI=1S/C8H7ClN2O2S/c1-‐5-‐10-‐7-‐3-‐2-‐6(9)4-‐8(7)14(12,13)11-‐5/h2-‐4H,1H3,(H,10,11) GDLBFKVLRPITMI-‐UHFFFAOYSA-‐N
METOLAZONE 66.79076662 62.42289792 N1(c2c([H])c([H])c([H])c([H])c2C([H])([H])[H])C([H])(C([H])([H])[H])N([H])c(c(c3[H])C1=O)c([H])c(c3S(N([H])[H])(=O)=O)Cl InChI=1S/C16H16ClN3O3S/c1-‐9-‐5-‐3-‐4-‐6-‐14(9)20-‐10(2)19-‐13-‐8-‐12(17)15(24(18,22)23)7-‐11(13)16(20)21/h3-‐8,10,19H,1-‐2H3,(H2,18,22,23) AQCHWTWZEMGIFD-‐UHFFFAOYSA-‐N
PHENOXYBENZAMINE	  HYDROCHLORIDE 88.73217202 101.5344276 N(C([H])([H])C([H])([H])Cl)(C([H])(C([H])([H])[H])C([H])([H])Oc1c([H])c([H])c([H])c([H])c1[H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C18H22ClNO/c1-‐16(15-‐21-‐18-‐10-‐6-‐3-‐7-‐11-‐18)20(13-‐12-‐19)14-‐17-‐8-‐4-‐2-‐5-‐9-‐17/h2-‐11,16H,12-‐15H2,1H3 QZVCTJOXCFMACW-‐UHFFFAOYSA-‐N
VERAPAMIL	  HYDROCHLORIDE 89.1800785 42.07087314 C(C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])C([H])([H])c(c([H])c([H])c(c1OC([H])([H])[H])OC([H])([H])[H])c1[H])(C([H])(C([H])([H])[H])C([H])([H])[H])(C#N)c2c([H])c([H])c(c(OC([H])([H])[H])c2[H])OC([H])([H])[H] InChI=1S/C27H38N2O4/c1-‐20(2)27(19-‐28,22-‐10-‐12-‐24(31-‐5)26(18-‐22)33-‐7)14-‐8-‐15-‐29(3)16-‐13-‐21-‐9-‐11-‐23(30-‐4)25(17-‐21)32-‐6/h9-‐12,17-‐18,20H,8,13-‐16H2,1-‐7H3/p+1 SGTNSNPWRIOYBX-‐UHFFFAOYSA-‐O
PARAXANTHINE 88.58487391 94.77569744 c1(N([H])C2=O)c(n(c([H])[nH+]1)C([H])([H])[H])C(N2C([H])([H])[H])=O InChI=1S/C7H8N4O2/c1-‐10-‐3-‐8-‐5-‐4(10)6(12)11(2)7(13)9-‐5/h3H,1-‐2H3,(H,9,13)/p+1 QUNWUDVFRNGTCO-‐UHFFFAOYSA-‐O
8-‐CYCLOPENTYLTHEOPHYLLINE 94.03790986 111.5066354 c1(C(=O)N(C([H])([H])[H])C(N2C([H])([H])[H])=O)c2n([H])c(C3([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H])n1 InChI=1S/C12H16N4O2/c1-‐15-‐10-‐8(11(17)16(2)12(15)18)13-‐9(14-‐10)7-‐5-‐3-‐4-‐6-‐7/h7H,3-‐6H2,1-‐2H3,(H,13,14) SCVHFRLUNIOSGI-‐UHFFFAOYSA-‐N
CHLORMEZANONE 91.99677899 97.46781436 S(=O)(=O)(C([H])([H])C([H])([H])C(N1C([H])([H])[H])=O)C1([H])c2c([H])c([H])c(c([H])c2[H])Cl InChI=1S/C11H12ClNO3S/c1-‐13-‐10(14)6-‐7-‐17(15,16)11(13)8-‐2-‐4-‐9(12)5-‐3-‐8/h2-‐5,11H,6-‐7H2,1H3 WEQAYVWKMWHEJO-‐UHFFFAOYSA-‐N
1,3-‐DIPROPYL-‐8-‐CYCLOPENTYLXANTHINE	  [DPCPX] 117.3080043 264.1041644 c1(C(=O)N(C([H])([H])C([H])([H])C([H])([H])[H])C(N2C([H])([H])C([H])([H])C([H])([H])[H])=O)c2n([H])c(C3([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H])n1 InChI=1S/C16H24N4O2/c1-‐3-‐9-‐19-‐14-‐12(15(21)20(10-‐4-‐2)16(19)22)17-‐13(18-‐14)11-‐7-‐5-‐6-‐8-‐11/h11H,3-‐10H2,1-‐2H3,(H,17,18) FFBDFADSZUINTG-‐UHFFFAOYSA-‐N
CLOMIPRAMINE	  HYDROCHLORIDE 78.80908951 43.57807945 N1(C([H])([H])C([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])c2c(c([H])c([H])c([H])c2[H])C([H])([H])C([H])([H])c(c([H])c([H])c(Cl)c3[H])c13 InChI=1S/C19H23ClN2/c1-‐21(2)12-‐5-‐13-‐22-‐18-‐7-‐4-‐3-‐6-‐15(18)8-‐9-‐16-‐10-‐11-‐17(20)14-‐19(16)22/h3-‐4,6-‐7,10-‐11,14H,5,8-‐9,12-‐13H2,1-‐2H3/p+1 GDLIGKIOYRNHDA-‐UHFFFAOYSA-‐O
AMOXAPINE 101.4779672 115.8291893 C1([NH+](C([H])([H])C2([H])[H])C([H])([H])C([H])([H])N2[H])=Nc3c(Oc(c([H])c([H])c(Cl)c4[H])c14)c([H])c([H])c([H])c3[H] InChI=1S/C17H16ClN3O/c18-‐12-‐5-‐6-‐15-‐13(11-‐12)17(21-‐9-‐7-‐19-‐8-‐10-‐21)20-‐14-‐3-‐1-‐2-‐4-‐16(14)22-‐15/h1-‐6,11,19H,7-‐10H2/p+1 QWGDMFLQWFTERH-‐UHFFFAOYSA-‐O
ROSOLIC	  ACID 20.35278461 4.068419795 C(/C([H])=C1[H])(\C([H])=C([H])C1=O)=C(/c2c([H])c([H])c(c([H])c2[H])O[H])\c3c([H])c([H])c(c([H])c3[H])O[H] InChI=1S/C19H14O3/c20-‐16-‐7-‐1-‐13(2-‐8-‐16)19(14-‐3-‐9-‐17(21)10-‐4-‐14)15-‐5-‐11-‐18(22)12-‐6-‐15/h1-‐12,20-‐21H FYEHYMARPSSOBO-‐UHFFFAOYSA-‐N 5.39 5.58
METHYLTHIOURACIL 80.4955025 83.19201124 N1([H])C(=O)C([H])=C(N([H])C1=S)C([H])([H])[H] InChI=1S/C5H6N2OS/c1-‐3-‐2-‐4(8)7-‐5(9)6-‐3/h2H,1H3,(H2,6,7,8,9) HWGBHCRJGXAGEU-‐UHFFFAOYSA-‐N
FLUNISOLIDE 77.48941874 55.0669728 [C@@]12(C(C([H])([H])O[H])=O)[C@@]([H])(C([H])([H])C3([H])C1(C([H])([H])[H])C([H])([H])C([H])(O[H])C4([H])C3([H])C([H])([H])[C@@]([H])(C(=C([H])C(=O)C([H])=C5[H])C45C([H])([H])[H])F)OC(C([H])([H])[H])(C([H])([H])[H])O2 InChI=1S/C24H31FO6/c1-‐21(2)30-‐19-‐9-‐14-‐13-‐8-‐16(25)15-‐7-‐12(27)5-‐6-‐22(15,3)20(13)17(28)10-‐23(14,4)24(19,31-‐21)18(29)11-‐26/h5-‐7,13-‐14,16-‐17,19-‐20,26,28H,8-‐11H2,1-‐4H3/t13?,14?,16-‐,17?,19+,20?,22?,23?,24+/m0/s1 XSFJVAJPIHIPKU-‐CCRGDLLISA-‐N

ERYTHROMYCIN	  ESTOLATE 7.432636591 6.902725994
[C@]1([H])(OC(C([H])([H])C([H])([H])[H])=O)[C@@]([H])(N(C([H])([H])[H])C([H])([H])[H])C([H])([H])[C@]([H])(O[C@@]1([H])O[C@@]([H])([C@](C([H])([H])[H])(O[H])C([H])([H])[C@@]([H])(C([H])([H])[H])C(=O)[C@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@]([C@@]([H])(C([H])([H])C([H])([H])[H])OC(=O
)[C@]([H])(C([H])([H])[H])[C@@]2([H])O[C@]([H])(O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@]3(C([H])([H])[H])OC([H])([H])[H])O[H])C3([H])[H])(C([H])([H])[H])O[H])[C@@]2([H])C([H])([H])[H])C([H])([H])[H]

InChI=1S/C40H71NO14/c1-‐15-‐27-‐40(11,48)33(44)22(5)30(43)20(3)18-‐38(9,47)35(55-‐37-‐32(53-‐28(42)16-‐2)26(41(12)13)17-‐21(4)50-‐37)23(6)31(24(7)36(46)52-‐27)54-‐29-‐19-‐39(10,49-‐14)34(45)25(8)51-‐29/h20-‐27,29,31-‐35,37,44-‐45,47-‐48H,15-‐19H2,1-‐14H3/t20-‐,21-‐,22+,23+,24-‐,25+,26+,27-‐
,29+,31+,32-‐,33-‐,34+,35-‐,37+,38-‐,39-‐,40-‐/m1/s1 TYQXKHPOXXXCTP-‐CSLYCKPJSA-‐N 5.51 5.36

RETINYL	  PALMITATE 85.92448978 77.03995531
C1(=C(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C1(C([H])([H])[H])C([H])([H])[H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])=C([H])\C(\C([H])([H])[H])=C([H])\C([H])([H])OC(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H]
)([H])C([H])([H])C([H])([H])C([H])([H])[H])=O InChI=1S/C36H60O2/c1-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐15-‐16-‐17-‐18-‐19-‐25-‐35(37)38-‐30-‐28-‐32(3)23-‐20-‐22-‐31(2)26-‐27-‐34-‐33(4)24-‐21-‐29-‐36(34,5)6/h20,22-‐23,26-‐28H,7-‐19,21,24-‐25,29-‐30H2,1-‐6H3/b23-‐20+,27-‐26+,31-‐22+,32-‐28+ VYGQUTWHTHXGQB-‐FFHKNEKCSA-‐N

2-‐	  (2,6-‐DIMETHOXYPHENOXYETHYL)AMINOMETHYL-‐1,4-‐BENZODIOXANE	  HYDROCHLORIDE	  (WB	  4101)96.01891906 247.0888479 O(C([H])(C([H])([H])[N+]([H])([H])C([H])([H])C([H])([H])Oc1c(c([H])c([H])c([H])c1OC([H])([H])[H])OC([H])([H])[H])C2([H])[H])c3c(O2)c([H])c([H])c([H])c3[H] InChI=1S/C19H23NO5/c1-‐21-‐17-‐8-‐5-‐9-‐18(22-‐2)19(17)23-‐11-‐10-‐20-‐12-‐14-‐13-‐24-‐15-‐6-‐3-‐4-‐7-‐16(15)25-‐14/h3-‐9,14,20H,10-‐13H2,1-‐2H3/p+1 GYSZUJHYXCZAKI-‐UHFFFAOYSA-‐O
ANDROSTERONE	  SODIUM	  SULFATE 40.7791238 27.84246644 S(=O)(=O)([O-‐])O[C@]([H])(C([H])([H])C1([H])[H])C([H])([H])[C@]([C@]12C([H])([H])[H])([H])C([H])([H])C([H])([H])C([H])(C2([H])C([H])([H])C3([H])[H])C([H])([C@]34C([H])([H])[H])C([H])([H])C([H])([H])C4=O InChI=1S/C19H30O5S/c1-‐18-‐9-‐7-‐13(24-‐25(21,22)23)11-‐12(18)3-‐4-‐14-‐15-‐5-‐6-‐17(20)19(15,2)10-‐8-‐16(14)18/h12-‐16H,3-‐11H2,1-‐2H3,(H,21,22,23)/p-‐1/t12-‐,13+,14?,15?,16?,18-‐,19-‐/m0/s1 ZMITXKRGXGRMKS-‐KMMCVRKDSA-‐M

PERUVOSIDE 112.6545866 62.43237721
[C@@]1(O[H])(C([H])([H])C([H])([H])[C@]2([H])C(C([H])([H])OC3=O)=C3[H])[C@]2(C([H])([H])[H])C([H])([H])C([H])([H])C4([H])C1([H])C([H])([H])C([H])([H])[C@]([C@@]45C([H])=O)([H])C([H])([H])[C@]([H])(C([H])([H])C5([H])[H])O[C@@]6([H])O[C@@]([H])(C([H])([H])[H])[C@@]([H])([C@@]([H])(OC([
H])([H])[H])[C@]6([H])O[H])O[H] InChI=1S/C30H44O9/c1-‐16-‐24(33)26(36-‐3)25(34)27(38-‐16)39-‐19-‐6-‐10-‐29(15-‐31)18(13-‐19)4-‐5-‐22-‐21(29)7-‐9-‐28(2)20(8-‐11-‐30(22,28)35)17-‐12-‐23(32)37-‐14-‐17/h12,15-‐16,18-‐22,24-‐27,33-‐35H,4-‐11,13-‐14H2,1-‐3H3/t16-‐,18+,19-‐,20+,21?,22?,24-‐,25-‐,26+,27+,28+,29+,30-‐/m0/s1 PMTSPAGBAFCORP-‐WUHAFPOOSA-‐N

NICARDIPINE	  HYDROCHLORIDE 67.41302595 56.95335051 C(C(OC([H])([H])[H])=O)(=C(C([H])([H])[H])N([H])C(=C1C(OC([H])([H])C([H])([H])N(C([H])([H])[H])C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])=O)C([H])([H])[H])C1([H])c(c([H])c([H])c([H])c3[N+](=O)[O-‐])c3[H] InChI=1S/C26H29N3O6/c1-‐17-‐22(25(30)34-‐4)24(20-‐11-‐8-‐12-‐21(15-‐20)29(32)33)23(18(2)27-‐17)26(31)35-‐14-‐13-‐28(3)16-‐19-‐9-‐6-‐5-‐7-‐10-‐19/h5-‐12,15,24,27H,13-‐14,16H2,1-‐4H3 ZBBHBTPTTSWHBA-‐UHFFFAOYSA-‐N
XYLAZINE 83.59477486 64.30927562 C1(=[NH+]C([H])([H])C([H])([H])C([H])([H])S1)N([H])c2c(C([H])([H])[H])c([H])c([H])c([H])c2C([H])([H])[H] InChI=1S/C12H16N2S/c1-‐9-‐5-‐3-‐6-‐10(2)11(9)14-‐12-‐13-‐7-‐4-‐8-‐15-‐12/h3,5-‐6H,4,7-‐8H2,1-‐2H3,(H,13,14)/p+1 BPICBUSOMSTKRF-‐UHFFFAOYSA-‐O



SNAP	  (S-‐NITROSO-‐N-‐ACETYLPENICILLAMINE) 84.97757339 73.57053702 C([H])(N([H])C(C([H])([H])[H])=O)(C([O-‐])=O)C(C([H])([H])[H])(C([H])([H])[H])SN=O InChI=1S/C7H12N2O4S/c1-‐4(10)8-‐5(6(11)12)7(2,3)14-‐9-‐13/h5H,1-‐3H3,(H,8,10)(H,11,12)/p-‐1 ZIIQCSMRQKCOCT-‐UHFFFAOYSA-‐M
MEFENAMIC	  ACID 72.6255752 63.22863714 c1(c([H])c([H])c([H])c([H])c1N([H])c2c([H])c([H])c([H])c(C([H])([H])[H])c2C([H])([H])[H])C([O-‐])=O InChI=1S/C15H15NO2/c1-‐10-‐6-‐5-‐9-‐13(11(10)2)16-‐14-‐8-‐4-‐3-‐7-‐12(14)15(17)18/h3-‐9,16H,1-‐2H3,(H,17,18)/p-‐1 HYYBABOKPJLUIN-‐UHFFFAOYSA-‐M
PATULIN 79.09466747 81.50469852 C1(=C([H])C(O2)=O)C2=C([H])C([H])([H])OC1([H])O[H] InChI=1S/C7H6O4/c8-‐6-‐3-‐4-‐5(11-‐6)1-‐2-‐10-‐7(4)9/h1,3,7,9H,2H2 ZRWPUFFVAOMMNM-‐UHFFFAOYSA-‐N
DILTIAZEM	  HYDROCHLORIDE 80.80813521 26.71443153 C1([H])(OC(C([H])([H])[H])=O)C([H])(c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H])Sc(c3N(C([H])([H])C([H])([H])N(C([H])([H])[H])C([H])([H])[H])C1=O)c([H])c([H])c([H])c3[H] InChI=1S/C22H26N2O4S/c1-‐15(25)28-‐20-‐21(16-‐9-‐11-‐17(27-‐4)12-‐10-‐16)29-‐19-‐8-‐6-‐5-‐7-‐18(19)24(22(20)26)14-‐13-‐23(2)3/h5-‐12,20-‐21H,13-‐14H2,1-‐4H3 HSUGRBWQSSZJOP-‐UHFFFAOYSA-‐N
CETIRIZINE	  HYDROCHLORIDE 78.27701268 76.5375532 [NH+](C([H])([H])C1([H])[H])(C([H])([H])C([H])([H])N1C([H])([H])C([H])([H])OC([H])([H])C([O-‐])=O)C([H])(c2c([H])c([H])c([H])c([H])c2[H])c3c([H])c([H])c(c([H])c3[H])Cl InChI=1S/C21H25ClN2O3/c22-‐19-‐8-‐6-‐18(7-‐9-‐19)21(17-‐4-‐2-‐1-‐3-‐5-‐17)24-‐12-‐10-‐23(11-‐13-‐24)14-‐15-‐27-‐16-‐20(25)26/h1-‐9,21H,10-‐16H2,(H,25,26) ZKLPARSLTMPFCP-‐UHFFFAOYSA-‐N
RANOLAZINE 83.09877104 70.7457101 c1(c(C([H])([H])[H])c([H])c([H])c([H])c1C([H])([H])[H])N([H])C(=O)C([H])([H])N(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])N2C([H])([H])C([H])(O[H])C([H])([H])Oc3c([H])c([H])c([H])c([H])c3OC([H])([H])[H] InChI=1S/C24H33N3O4/c1-‐18-‐7-‐6-‐8-‐19(2)24(18)25-‐23(29)16-‐27-‐13-‐11-‐26(12-‐14-‐27)15-‐20(28)17-‐31-‐22-‐10-‐5-‐4-‐9-‐21(22)30-‐3/h4-‐10,20,28H,11-‐17H2,1-‐3H3,(H,25,29) XKLMZUWKNUAPSZ-‐UHFFFAOYSA-‐N
ROPINIROLE	  HYDROCHLORIDE 77.96738605 63.0674893 N1([H])c(c([H])c([H])c([H])c2C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[H])c2C([H])([H])C1=O InChI=1S/C16H24N2O/c1-‐3-‐9-‐18(10-‐4-‐2)11-‐8-‐13-‐6-‐5-‐7-‐15-‐14(13)12-‐16(19)17-‐15/h5-‐7H,3-‐4,8-‐12H2,1-‐2H3,(H,17,19)/p+1 UHSKFQJFRQCDBE-‐UHFFFAOYSA-‐O
MOMETASONE	  FUROATE 25.64048596 34.01348094 C([H])(=C1[H])C(C([H])=C(C2([H])[H])[C@]1([C@]3(Cl)C([H])(C([H])(C4([H])[H])[C@@](C([H])([H])[C@]3([H])O[H])(C([H])([H])[H])[C@@](OC(=O)c5oc([H])c([H])c5[H])(C(C([H])([H])Cl)=O)[C@]4([H])C([H])([H])[H])C2([H])[H])C([H])([H])[H])=O InChI=1S/C27H30Cl2O6/c1-‐15-‐11-‐19-‐18-‐7-‐6-‐16-‐12-‐17(30)8-‐9-‐24(16,2)26(18,29)21(31)13-‐25(19,3)27(15,22(32)14-‐28)35-‐23(33)20-‐5-‐4-‐10-‐34-‐20/h4-‐5,8-‐10,12,15,18-‐19,21,31H,6-‐7,11,13-‐14H2,1-‐3H3/t15-‐,18?,19?,21+,24+,25+,26+,27+/m1/s1 WOFMFGQZHJDGCX-‐NKEDMXMMSA-‐N 5.94 5.53
ZOLPIDEM 78.04855032 177.4445414 c([H])(c([H])c(n1c2[H])nc(c3c([H])c([H])c(C([H])([H])[H])c([H])c3[H])c1C([H])([H])C(=O)N(C([H])([H])[H])C([H])([H])[H])c2C([H])([H])[H] InChI=1S/C19H21N3O/c1-‐13-‐5-‐8-‐15(9-‐6-‐13)19-‐16(11-‐18(23)21(3)4)22-‐12-‐14(2)7-‐10-‐17(22)20-‐19/h5-‐10,12H,11H2,1-‐4H3 ZAFYATHCZYHLPB-‐UHFFFAOYSA-‐N
VALACYCLOVIR	  HYDROCHLORIDE 80.90733598 68.56547456 c12c(C(N([H])C(N([H])[H])=N1)=O)nc([H])n2C([H])([H])OC([H])([H])C([H])([H])OC(=O)[C@]([H])(C([H])(C([H])([H])[H])C([H])([H])[H])[N+]([H])([H])[H] InChI=1S/C13H20N6O4/c1-‐7(2)8(14)12(21)23-‐4-‐3-‐22-‐6-‐19-‐5-‐16-‐9-‐10(19)17-‐13(15)18-‐11(9)20/h5,7-‐8H,3-‐4,6,14H2,1-‐2H3,(H3,15,17,18,20)/p+1/t8-‐/m0/s1 HDOVUKNUBWVHOX-‐QMMMGPOBSA-‐O
GLYBURIDE 59.9380378 72.33891264 S(=O)(=O)(c1c([H])c([H])c(c([H])c1[H])C([H])([H])C([H])([H])N([H])C(=O)c2c([H])c(Cl)c([H])c([H])c2OC([H])([H])[H])[N-‐]C(=O)N([H])C3([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C23H28ClN3O5S/c1-‐32-‐21-‐12-‐9-‐17(24)15-‐20(21)22(28)25-‐14-‐13-‐16-‐7-‐10-‐19(11-‐8-‐16)33(30,31)27-‐23(29)26-‐18-‐5-‐3-‐2-‐4-‐6-‐18/h7-‐12,15,18H,2-‐6,13-‐14H2,1H3,(H3,25,26,27,28,29)/p-‐1 LGAKZQBLEAFCQV-‐UHFFFAOYSA-‐M
POMIFERIN 87.87217919 114.1979948 c1(c([O-‐])c(C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])[H])c(c23)OC(C([H])=C2[H])(C([H])([H])[H])C([H])([H])[H])c3OC([H])=C(c4c([H])c([H])c(c(O[H])c4[H])[O-‐])C1=O InChI=1S/C25H24O6/c1-‐13(2)5-‐7-‐15-‐21(28)20-‐22(29)17(14-‐6-‐8-‐18(26)19(27)11-‐14)12-‐30-‐24(20)16-‐9-‐10-‐25(3,4)31-‐23(15)16/h5-‐6,8-‐12,26-‐28H,7H2,1-‐4H3/p-‐2 GHCZYXUOYFOXIP-‐UHFFFAOYSA-‐L
PAEONOL 108.3085337 121.6640884 c1(C(C([H])([H])[H])=O)c([H])c([H])c(c([H])c1O[H])OC([H])([H])[H] InChI=1S/C9H10O3/c1-‐6(10)8-‐4-‐3-‐7(12-‐2)5-‐9(8)11/h3-‐5,11H,1-‐2H3 UILPJVPSNHJFIK-‐UHFFFAOYSA-‐N
CRASSIN	  ACETATE 65.52795159 60.87144478 C1(=O)C(=C([H])[H])C2([H])C([H])([H])C([H])([C@](C([H])([H])[H])(C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C([H])([H])\C([H])=C(/C([H])([H])[H])\C([H])([H])C2([H])OC(C([H])([H])[H])=O)O[H])O1 InChI=1S/C22H32O5/c1-‐14-‐8-‐6-‐9-‐15(2)12-‐19(26-‐17(4)23)18-‐13-‐20(27-‐21(24)16(18)3)22(5,25)11-‐7-‐10-‐14/h9-‐10,18-‐20,25H,3,6-‐8,11-‐13H2,1-‐2,4-‐5H3/b14-‐10+,15-‐9+/t18?,19?,20?,22-‐/m0/s1 WMGWWFHPPNGBBT-‐OHUVSVFSSA-‐N
DIBENZOTHIOPHENE 93.83235405 114.6593297 s1c(c([H])c([H])c([H])c2[H])c2c3c1c([H])c([H])c([H])c3[H] InChI=1S/C12H8S/c1-‐3-‐7-‐11-‐9(5-‐1)10-‐6-‐2-‐4-‐8-‐12(10)13-‐11/h1-‐8H IYYZUPMFVPLQIF-‐UHFFFAOYSA-‐N
GENTIAN	  VIOLET 92.50044267 109.5846457 C(/C([H])=C1[H])(\C([H])=C([H])/C/1=[N+](\C([H])([H])[H])/C([H])([H])[H])=C(/c(c([H])c([H])c2N(C([H])([H])[H])C([H])([H])[H])c([H])c2[H])\c(c([H])c3[H])c([H])c([H])c3N(C([H])([H])[H])C([H])([H])[H] InChI=1S/C25H30N3/c1-‐26(2)22-‐13-‐7-‐19(8-‐14-‐22)25(20-‐9-‐15-‐23(16-‐10-‐20)27(3)4)21-‐11-‐17-‐24(18-‐12-‐21)28(5)6/h7-‐18H,1-‐6H3/q+1 LGLFFNDHMLKUMI-‐UHFFFAOYSA-‐N
CEDRELONE 60.6579899 44.7341378 [C@]12([C@]([H])(O1)C([H])([H])[C@@]3([H])c(c([H])c([H])o4)c4[H])[C@@]3(C([H])([H])[H])C([H])([H])C([H])([H])C5([H])[C@@]2(C([H])([H])[H])C(=O)C(=C6[C@]5(C([H])([H])[H])C([H])=C([H])C(C6(C([H])([H])[H])C([H])([H])[H])=O)[O-‐] InChI=1S/C26H30O5/c1-‐22(2)17(27)7-‐9-‐23(3)16-‐6-‐10-‐24(4)15(14-‐8-‐11-‐30-‐13-‐14)12-‐18-‐26(24,31-‐18)25(16,5)21(29)19(28)20(22)23/h7-‐9,11,13,15-‐16,18,28H,6,10,12H2,1-‐5H3/p-‐1/t15-‐,16?,18+,23+,24-‐,25-‐,26+/m0/s1 OQMUOVSEPOBWMK-‐FDGFJIMDSA-‐M
N,N-‐HEXAMETHYLENEAMILORIDE 162.9323279 122.4831933 c(c1N([H])[H])(C(=O)N([H])C(N([H])[H])=N[H])nc(c(N2C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H])n1)Cl InChI=1S/C12H18ClN7O/c13-‐8-‐10(20-‐5-‐3-‐1-‐2-‐4-‐6-‐20)18-‐9(14)7(17-‐8)11(21)19-‐12(15)16/h1-‐6H2,(H2,14,18)(H4,15,16,19,21) RQQJJXVETXFINY-‐UHFFFAOYSA-‐N
DICYCLOMINE	  HYDROCHLORIDE 105.325875 106.9013712 C1(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H])(C2([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C2([H])[H])C(OC([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])=O InChI=1S/C19H35NO2/c1-‐3-‐20(4-‐2)15-‐16-‐22-‐18(21)19(13-‐9-‐6-‐10-‐14-‐19)17-‐11-‐7-‐5-‐8-‐12-‐17/h17H,3-‐16H2,1-‐2H3/p+1 CURUTKGFNZGFSE-‐UHFFFAOYSA-‐O
CEDROL 107.722287 119.8187488 C([C@]([H])(C([H])([H])[H])C([H])([H])C1([H])[H])(C([H])([H])C2([H])[H])(C([H])([H])C([H])([C@]2(C([H])([H])[H])O[H])C3(C([H])([H])[H])C([H])([H])[H])[C@@]13[H] InChI=1S/C15H26O/c1-‐10-‐5-‐6-‐11-‐13(2,3)12-‐9-‐15(10,11)8-‐7-‐14(12,4)16/h10-‐12,16H,5-‐9H2,1-‐4H3/t10-‐,11+,12?,14-‐,15?/m1/s1 SVURIXNDRWRAFU-‐WGNAFFPOSA-‐N
SULOCTIDIL 108.6942224 143.8458243 C([H])(O[H])(C([H])(C([H])([H])[H])[N+]([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])c1c([H])c([H])c(c([H])c1[H])SC([H])(C([H])([H])[H])C([H])([H])[H] InChI=1S/C20H35NOS/c1-‐5-‐6-‐7-‐8-‐9-‐10-‐15-‐21-‐17(4)20(22)18-‐11-‐13-‐19(14-‐12-‐18)23-‐16(2)3/h11-‐14,16-‐17,20-‐22H,5-‐10,15H2,1-‐4H3/p+1 BFCDFTHTSVTWOG-‐UHFFFAOYSA-‐O
MEFLOQUINE 112.7259541 161.621341 c12c(c([H])c([H])c([H])c1C(F)(F)F)c(C([H])(O[H])C3([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[N+]3([H])[H])c([H])c(C(F)(F)F)n2 InChI=1S/C17H16F6N2O/c18-‐16(19,20)11-‐5-‐3-‐4-‐9-‐10(15(26)12-‐6-‐1-‐2-‐7-‐24-‐12)8-‐13(17(21,22)23)25-‐14(9)11/h3-‐5,8,12,15,24,26H,1-‐2,6-‐7H2/p+1 XEEQGYMUWCZPDN-‐UHFFFAOYSA-‐O
LOBARIC	  ACID 7.571807724 18.30623774 c12c(c([H])c(OC([H])([H])[H])c([H])c1C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])=O)Oc(c(c([H])c(c3C([O-‐])=O)O[H])OC2=O)c3C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H] InChI=1S/C25H28O8/c1-‐4-‐6-‐8-‐9-‐15-‐21(24(28)29)18(27)13-‐20-‐23(15)32-‐19-‐12-‐14(31-‐3)11-‐16(17(26)10-‐7-‐5-‐2)22(19)25(30)33-‐20/h11-‐13,27H,4-‐10H2,1-‐3H3,(H,28,29)/p-‐1 JHEWMLHQNRHTQX-‐UHFFFAOYSA-‐M 5.79 6.14
MUNDOSERONE 110.7409433 118.0675591 C1(=O)c(c([H])c([H])c(c2[H])OC([H])([H])[H])c2O[C@]([H])(C([H])([H])Oc(c([H])c(OC([H])([H])[H])c(OC([H])([H])[H])c3[H])c34)[C@@]14[H] InChI=1S/C19H18O6/c1-‐21-‐10-‐4-‐5-‐11-‐14(6-‐10)25-‐17-‐9-‐24-‐13-‐8-‐16(23-‐3)15(22-‐2)7-‐12(13)18(17)19(11)20/h4-‐8,17-‐18H,9H2,1-‐3H3/t17-‐,18+/m1/s1 PYRZRPSTTNKOCS-‐MSOLQXFVSA-‐N

POLYMYXIN	  B	  SULFATE 103.0220283 108.8408608

N1([H])C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])[H])N([H])C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])[H])N([H])C(=O)C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])N([H])C(=O)C([H])(N([H])C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])[H])N([H])C(=O)C([H])(C([H])([H])C([H])([H])N([H
])C(=O)C1([H])C([H])(C([H])([H])[H])O[H])N([H])C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])[H])N([H])C(=O)C([H])(C([H])(C([H])([H])[H])O[H])N([H])C(=O)C([H])(C([H])([H])C([H])([H])[N+]([H])([H])[H])N([H])C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])[H])=O)
C([H])([H])c2c([H])c([H])c([H])c([H])c2[H]

InChI=1S/C56H98N16O13/c1-‐7-‐32(4)13-‐11-‐12-‐16-‐44(75)63-‐36(17-‐23-‐57)51(80)72-‐46(34(6)74)56(85)68-‐39(20-‐26-‐60)48(77)67-‐41-‐22-‐28-‐62-‐55(84)45(33(5)73)71-‐52(81)40(21-‐27-‐61)65-‐47(76)37(18-‐24-‐58)66-‐53(82)42(29-‐31(2)3)69-‐54(83)43(30-‐35-‐14-‐9-‐8-‐10-‐15-‐35)70-‐49(78)38(19-‐25-‐59)64-‐
50(41)79/h8-‐10,14-‐15,31-‐34,36-‐43,45-‐46,73-‐74H,7,11-‐13,16-‐30,57-‐61H2,1-‐6H3,(H,62,84)(H,63,75)(H,64,79)(H,65,76)(H,66,82)(H,67,77)(H,68,85)(H,69,83)(H,70,78)(H,71,81)(H,72,80)/p+5 WQVJHHACXVLGBL-‐UHFFFAOYSA-‐S

RETUSIN	  7-‐METHYL	  ETHER 107.2646032 126.8423375 C(c1c([H])c([H])c(c([H])c1[H])OC([H])([H])[H])(=C([H])Oc2c3c([H])c([H])c(OC([H])([H])[H])c2O[H])C3=O InChI=1S/C17H14O5/c1-‐20-‐11-‐5-‐3-‐10(4-‐6-‐11)13-‐9-‐22-‐17-‐12(15(13)18)7-‐8-‐14(21-‐2)16(17)19/h3-‐9,19H,1-‐2H3 RRCYPDDIDYVEIW-‐UHFFFAOYSA-‐N
CEDRYL	  ACETATE 116.47999 133.9694911 [C@]([C@]([H])(C([H])([H])[H])C([H])([H])C1([H])[H])(C([H])([H])C2([H])[H])(C([H])([H])C([H])([C@]2(C([H])([H])[H])OC(C([H])([H])[H])=O)C3(C([H])([H])[H])C([H])([H])[H])[C@@]13[H] InChI=1S/C17H28O2/c1-‐11-‐6-‐7-‐13-‐15(3,4)14-‐10-‐17(11,13)9-‐8-‐16(14,5)19-‐12(2)18/h11,13-‐14H,6-‐10H2,1-‐5H3/t11-‐,13+,14?,16-‐,17+/m1/s1 HQKQRXZEXPXXIG-‐VNHGCOAGSA-‐N
BEPRIDIL	  HYDROCHLORIDE 131.3007182 124.130818 N(c1c([H])c([H])c([H])c([H])c1[H])(C([H])([H])c2c([H])c([H])c([H])c([H])c2[H])C([H])([H])C([H])(C([H])([H])OC([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])N3C([H])([H])C([H])([H])C([H])([H])C3([H])[H] InChI=1S/C24H34N2O/c1-‐21(2)19-‐27-‐20-‐24(25-‐15-‐9-‐10-‐16-‐25)18-‐26(23-‐13-‐7-‐4-‐8-‐14-‐23)17-‐22-‐11-‐5-‐3-‐6-‐12-‐22/h3-‐8,11-‐14,21,24H,9-‐10,15-‐20H2,1-‐2H3 UIEATEWHFDRYRU-‐UHFFFAOYSA-‐N
PIMOZIDE 121.6739302 167.9011448 C1(=O)N([H])c(c2[NH+]1C([H])(C([H])([H])C3([H])[H])C([H])([H])C([H])([H])N3C([H])([H])C([H])([H])C([H])([H])C([H])(c4c([H])c([H])c(c([H])c4[H])F)c5c([H])c([H])c(c([H])c5[H])F)c([H])c([H])c([H])c2[H] InChI=1S/C28H29F2N3O/c29-‐22-‐11-‐7-‐20(8-‐12-‐22)25(21-‐9-‐13-‐23(30)14-‐10-‐21)4-‐3-‐17-‐32-‐18-‐15-‐24(16-‐19-‐32)33-‐27-‐6-‐2-‐1-‐5-‐26(27)31-‐28(33)34/h1-‐2,5-‐14,24-‐25H,3-‐4,15-‐19H2,(H,31,34)/p+1 YVUQSNJEYSNKRX-‐UHFFFAOYSA-‐O

TOBRAMYCIN 105.1818846 197.0970543
[C@@]1([H])(O[C@@]([H])([C@]([H])(N([H])[H])C([H])([H])[C@@]([H])([C@@]2([H])O[C@]3([H])[C@]([H])([N+]([H])([H])[H])C([H])([H])[C@@]([H])([C@@]([H])(C([H])([H])N([H])[H])O3)O[H])N([H])[H])[C@@]2([H])O[H])O[C@]([H])(C([H])([H])O[H])[C@]([H])([C@]([H])(N([H])[H])[C@@]1([H])O[H])O[
H] InChI=1S/C18H37N5O9/c19-‐3-‐9-‐8(25)2-‐7(22)17(29-‐9)31-‐15-‐5(20)1-‐6(21)16(14(15)28)32-‐18-‐13(27)11(23)12(26)10(4-‐24)30-‐18/h5-‐18,24-‐28H,1-‐4,19-‐23H2/p+1/t5-‐,6+,7+,8-‐,9+,10+,11-‐,12+,13+,14-‐,15+,16-‐,17+,18+/m0/s1 NLVFBUXFDBBNBW-‐PBSUHMDJSA-‐O

N-‐	  (3-‐TRIFLUOROMETHYLPHENYL)PIPERAZINE	  HYDROCHLORIDE	  (TFMPP) 80.23040192 106.1199263 C(F)(F)(F)c(c([H])c([H])c([H])c1N(C([H])([H])C([H])([H])[N+]2([H])[H])C([H])([H])C2([H])[H])c1[H] InChI=1S/C11H13F3N2/c12-‐11(13,14)9-‐2-‐1-‐3-‐10(8-‐9)16-‐6-‐4-‐15-‐5-‐7-‐16/h1-‐3,8,15H,4-‐7H2/p+1 KKIMDKMETPPURN-‐UHFFFAOYSA-‐O
EMODIN 119.5192164 135.0145559 C1(=O)c2c(c([H])c(C([H])([H])[H])c([H])c2O[H])C(c(c([H])c(O[H])c([H])c3[O-‐])c13)=O InChI=1S/C15H10O5/c1-‐6-‐2-‐8-‐12(10(17)3-‐6)15(20)13-‐9(14(8)19)4-‐7(16)5-‐11(13)18/h2-‐5,16-‐18H,1H3/p-‐1 RHMXXJGYXNZAPX-‐UHFFFAOYSA-‐M
NYLIDRIN	  HYDROCHLORIDE 116.8502511 112.1172802 [N+]([H])([H])(C([H])(C([H])([H])[H])C([H])([H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])C([H])(C([H])([H])[H])C([H])(O[H])c2c([H])c([H])c(c([H])c2[H])O[H] InChI=1S/C19H25NO2/c1-‐14(8-‐9-‐16-‐6-‐4-‐3-‐5-‐7-‐16)20-‐15(2)19(22)17-‐10-‐12-‐18(21)13-‐11-‐17/h3-‐7,10-‐15,19-‐22H,8-‐9H2,1-‐2H3/p+1 PTGXAUBQBSGPKF-‐UHFFFAOYSA-‐O
PHYTOL 104.8116235 117.5120742 C(/C([H])([H])[H])(\C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])=C([H])/C([H])([H])O[H] InChI=1S/C19H38O/c1-‐16(2)8-‐6-‐9-‐17(3)10-‐7-‐11-‐18(4)12-‐13-‐19(5)14-‐15-‐20/h14,16-‐18,20H,6-‐13,15H2,1-‐5H3/b19-‐14+/t17-‐,18-‐/m1/s1 VNYGDSNUPVEJKI-‐IWBCJCCCSA-‐N
MECLOCYCLINE	  SULFOSALICYLATE 107.8199948 122.1160083 [C@]1(O[H])(C2=O)[C@@]([H])([C@]([H])([C@]([H])(C(c(c(Cl)c([H])c([H])c3O[H])c3C4=O)=C([H])[H])C4=C1O[H])O[H])[C@@]([H])(C([O-‐])=C2C(N([H])[H])=O)[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C22H21ClN2O8/c1-‐6-‐9-‐7(23)4-‐5-‐8(26)11(9)16(27)12-‐10(6)17(28)14-‐15(25(2)3)18(29)13(21(24)32)20(31)22(14,33)19(12)30/h4-‐5,10,14-‐15,17,26,28-‐30,33H,1H2,2-‐3H3,(H2,24,32)/t10-‐,14-‐,15+,17+,22+/m1/s1 GGQJXCQBBONZFX-‐IWVLMIASSA-‐N
ASTEMIZOLE 97.68409778 127.5108023 c1(N([H])C([H])(C([H])([H])C2([H])[H])C([H])([H])C([H])([H])N2C([H])([H])C([H])([H])c(c([H])c3[H])c([H])c([H])c3OC([H])([H])[H])nc(c4n1C([H])([H])c(c([H])c5[H])c([H])c([H])c5F)c([H])c([H])c([H])c4[H] InChI=1S/C28H31FN4O/c1-‐34-‐25-‐12-‐8-‐21(9-‐13-‐25)14-‐17-‐32-‐18-‐15-‐24(16-‐19-‐32)30-‐28-‐31-‐26-‐4-‐2-‐3-‐5-‐27(26)33(28)20-‐22-‐6-‐10-‐23(29)11-‐7-‐22/h2-‐13,24H,14-‐20H2,1H3,(H,30,31) GXDALQBWZGODGZ-‐UHFFFAOYSA-‐N
DROFENINE	  HYDROCHLORIDE 112.2734128 99.44469258 C(OC([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])[H])C([H])([H])C([H])([H])[H])(=O)C([H])(C1([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])[H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C20H31NO2/c1-‐3-‐21(4-‐2)15-‐16-‐23-‐20(22)19(17-‐11-‐7-‐5-‐8-‐12-‐17)18-‐13-‐9-‐6-‐10-‐14-‐18/h5,7-‐8,11-‐12,18-‐19H,3-‐4,6,9-‐10,13-‐16H2,1-‐2H3/p+1 AGJBLWCLQCKRJP-‐UHFFFAOYSA-‐O

MONENSIN	  SODIUM	  (monensin	  A	  is	  shown) 86.99795164 78.11030656
C1(C([H])([H])C([H])([H])[C@@](C([H])([H])[H])([C@@]([H])(C([H])([H])C([H])([H])[C@@]2(C([H])([H])C([H])([H])[H])C3([H])[C@@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])(C4([H])[C@@]([H])(C([H])([H])[H])C([H])([H])[C@]([H])([C@@](C([H])([H])C([H])([H])[H])(O[H])O4)C([H])([H])[H])O3)O2)O1)(C([H]
)([H])[C@]([H])(O[H])[C@]([H])([C@@]5([H])[C@]([H])(C([H])([H])[H])[C@@]([H])(OC([H])([H])[H])[C@]([H])(C([H])([H])[H])C(=O)[O-‐])C([H])([H])[H])O5

InChI=1S/C37H64O10/c1-‐11-‐35(32-‐21(4)18-‐27(43-‐32)29-‐20(3)17-‐22(5)37(41,12-‐2)46-‐29)14-‐13-‐28(44-‐35)34(9)15-‐16-‐36(47-‐34)19-‐26(38)23(6)31(45-‐36)24(7)30(42-‐10)25(8)33(39)40/h20-‐32,38,41H,11-‐19H2,1-‐10H3,(H,39,40)/p-‐1/t20-‐,21-‐,22+,23+,24+,25-‐,26-‐,27+,28+,29?,30+,31-‐,32?,34-‐,35-‐
,36?,37-‐/m0/s1 ITGPEIOMPWTSAR-‐GJUJVRLTSA-‐M

BENZYL	  ISOTHIOCYANATE 101.9369577 170.6691543 C(=[NH+]C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])=S InChI=1S/C8H7NS/c10-‐7-‐9-‐6-‐8-‐4-‐2-‐1-‐3-‐5-‐8/h1-‐5H,6H2/p+1 MDKCFLQDBWCQCV-‐UHFFFAOYSA-‐O
FENDILINE	  HYDROCHLORIDE 114.6389697 90.27448429 C([H])(C([H])([H])C([H])([H])[N+]([H])([H])C([H])(C([H])([H])[H])c1c([H])c([H])c([H])c([H])c1[H])(c2c([H])c([H])c([H])c([H])c2[H])c3c([H])c([H])c([H])c([H])c3[H] InChI=1S/C23H25N/c1-‐19(20-‐11-‐5-‐2-‐6-‐12-‐20)24-‐18-‐17-‐23(21-‐13-‐7-‐3-‐8-‐14-‐21)22-‐15-‐9-‐4-‐10-‐16-‐22/h2-‐16,19,23-‐24H,17-‐18H2,1H3/p+1 NMKSAYKQLCHXDK-‐UHFFFAOYSA-‐O

SALINOMYCIN,	  SODIUM 16.99289517 21.7238821
C1([C@]([H])(C([H])([H])[H])C([H])([H])[C@@]([H])([C@@]([H])([C@@]([H])(C([H])([H])C([H])([H])[H])C(=O)[C@@]([H])(C([H])([H])[H])[C@@]([H])(O[H])[C@]([H])(C([H])([H])[H])[C@@]2([H])[C@@]([H])(C([H])([H])[H])C([H])([H])C([H])([H])[C@]([H])([C@@]([H])(C([H])([H])C([H])([H])[H])C(=O)[O-‐
])O2)O1)C([H])([H])[H])(C([H])=C([H])[C@]([H])([C@@]34C([H])([H])C([H])([H])[C@@](C([H])([H])[H])([C@@]5([H])C([H])([H])C([H])([H])[C@@]([C@]([H])(C([H])([H])[H])O5)(C([H])([H])C([H])([H])[H])O[H])O3)O[H])O4

InChI=1S/C42H70O11/c1-‐11-‐29(38(46)47)31-‐15-‐14-‐23(4)36(50-‐31)27(8)34(44)26(7)35(45)30(12-‐2)37-‐24(5)22-‐25(6)41(51-‐37)19-‐16-‐32(43)42(53-‐41)21-‐20-‐39(10,52-‐42)33-‐17-‐18-‐40(48,13-‐3)28(9)49-‐33/h16,19,23-‐34,36-‐37,43-‐44,48H,11-‐15,17-‐18,20-‐22H2,1-‐10H3,(H,46,47)/p-‐1/t23-‐,24-‐,25+,26-‐,27-‐
,28-‐,29+,30-‐,31+,32+,33+,34+,36+,37-‐,39-‐,40+,41?,42-‐/m0/s1 KQXDHUJYNAXLNZ-‐IBKCOUPJSA-‐M

TETRANDRINE 220.2302298 75.73772701 c12c(c(c([H])c(OC([H])([H])[H])c1OC([H])([H])[H])C([H])([H])C([H])([H])N3C([H])([H])[H])[C@]3([H])C([H])([H])c(c([H])c4[H])c([H])c(c4OC([H])([H])[H])Oc(c([H])c([H])c(c5[H])C([H])([H])[C@@]6([H])c(c7C([H])([H])C([H])([H])[NH+]6C([H])([H])[H])c([H])c(c(OC([H])([H])[H])c7[H])O2)c5[H] InChI=1S/C38H42N2O6/c1-‐39-‐15-‐13-‐25-‐20-‐32(42-‐4)34-‐22-‐28(25)29(39)17-‐23-‐7-‐10-‐27(11-‐8-‐23)45-‐33-‐19-‐24(9-‐12-‐31(33)41-‐3)18-‐30-‐36-‐26(14-‐16-‐40(30)2)21-‐35(43-‐5)37(44-‐6)38(36)46-‐34/h7-‐12,19-‐22,29-‐30H,13-‐18H2,1-‐6H3/p+1/t29-‐,30-‐/m0/s1 WVTKBKWTSCPRNU-‐KYJUHHDHSA-‐O
OXYMETAZOLINE	  HYDROCHLORIDE 104.7293433 95.6033733 c1(C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])c([H])c(C([H])([H])[H])c(c(C([H])([H])[H])c1O[H])C([H])([H])C2=[NH+]C([H])([H])C([H])([H])N2[H] InChI=1S/C16H24N2O/c1-‐10-‐8-‐13(16(3,4)5)15(19)11(2)12(10)9-‐14-‐17-‐6-‐7-‐18-‐14/h8,19H,6-‐7,9H2,1-‐5H3,(H,17,18)/p+1 WYWIFABBXFUGLM-‐UHFFFAOYSA-‐O
SIBUTRAMINE	  HYDROCHLORIDE 113.9344451 96.94030305 C1(C([H])([H])C([H])([H])C1([H])[H])(c2c([H])c([H])c(c([H])c2[H])Cl)C([H])(C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C17H26ClN/c1-‐13(2)12-‐16(19(3)4)17(10-‐5-‐11-‐17)14-‐6-‐8-‐15(18)9-‐7-‐14/h6-‐9,13,16H,5,10-‐12H2,1-‐4H3/p+1 UNAANXDKBXWMLN-‐UHFFFAOYSA-‐O
ANGOLENSIN	  (R) 126.8215877 114.1226748 c1(c([H])c([H])c(c([H])c1O[H])[O-‐])C(=O)[C@]([H])(C([H])([H])[H])c2c([H])c([H])c(c([H])c2[H])OC([H])([H])[H] InChI=1S/C16H16O4/c1-‐10(11-‐3-‐6-‐13(20-‐2)7-‐4-‐11)16(19)14-‐8-‐5-‐12(17)9-‐15(14)18/h3-‐10,17-‐18H,1-‐2H3/p-‐1/t10-‐/m1/s1 CCOJFDRSZSSKOG-‐SNVBAGLBSA-‐M
QUINIDINE	  GLUCONATE 122.0081936 103.2483519 [NH+]12C([H])([H])C([H])([H])[C@@]([H])(C([H])([H])[C@]1([H])[C@@]([H])(O[H])c3c([H])c([H])nc(c([H])c([H])c(OC([H])([H])[H])c4[H])c34)[C@@]([H])(C([H])=C([H])[H])C2([H])[H] InChI=1S/C20H24N2O2/c1-‐3-‐13-‐12-‐22-‐9-‐7-‐14(13)10-‐19(22)20(23)16-‐6-‐8-‐21-‐18-‐5-‐4-‐15(24-‐2)11-‐17(16)18/h3-‐6,8,11,13-‐14,19-‐20,23H,1,7,9-‐10,12H2,2H3/p+1/t13-‐,14-‐,19+,20-‐/m0/s1 LOUPRKONTZGTKE-‐LHHVKLHASA-‐O
METHACYCLINE	  HYDROCHLORIDE 110.7255158 110.7803505 [C@]1(O[H])(C2=O)[C@@]([H])([C@]([H])([C@]([H])(C(c(c([H])c([H])c([H])c3O[H])c3C4=O)=C([H])[H])C4=C1O[H])O[H])[C@@]([H])(C([O-‐])=C2C(N([H])[H])=O)[NH+](C([H])([H])[H])C([H])([H])[H] InChI=1S/C22H22N2O8/c1-‐7-‐8-‐5-‐4-‐6-‐9(25)11(8)16(26)12-‐10(7)17(27)14-‐15(24(2)3)18(28)13(21(23)31)20(30)22(14,32)19(12)29/h4-‐6,10,14-‐15,17,25,27-‐29,32H,1H2,2-‐3H3,(H2,23,31)/t10-‐,14-‐,15+,17+,22+/m1/s1 MHIGBKBJSQVXNH-‐IWVLMIASSA-‐N

FILIPIN 93.93006184 96.46013814
C1(=O)OC([H])(C([H])([H])[H])C([H])(O[H])\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])=C([H])\C([H])=C(/C([H])([H])[H])\C([H])(C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C([H])([H])C([H])(O[H])C1([H])C([H])(C([H])([H])C([H])([
H])C([H])([H])C([H])([H])C([H])([H])[H])O[H])O[H] InChI=1S/C35H58O11/c1-‐4-‐5-‐11-‐16-‐31(42)34-‐33(44)22-‐29(40)20-‐27(38)18-‐25(36)17-‐26(37)19-‐28(39)21-‐32(43)23(2)14-‐12-‐9-‐7-‐6-‐8-‐10-‐13-‐15-‐30(41)24(3)46-‐35(34)45/h6-‐10,12-‐15,24-‐34,36-‐44H,4-‐5,11,16-‐22H2,1-‐3H3/b7-‐6+,10-‐8+,12-‐9+,15-‐13+,23-‐14+ IMQSIXYSKPIGPD-‐ZPXVTHDFSA-‐N

alpha-‐CYANO-‐4-‐HYDROXYCINNAMIC	  ACID 105.2795924 112.8328201 C(/C#N)(=C([H])/c(c([H])c1[H])c([H])c([H])c1O[H])\C([O-‐])=O InChI=1S/C10H7NO3/c11-‐6-‐8(10(13)14)5-‐7-‐1-‐3-‐9(12)4-‐2-‐7/h1-‐5,12H,(H,13,14)/p-‐1/b8-‐5+ AFVLVVWMAFSXCK-‐VMPITWQZSA-‐M
PHENETHYL	  CAFFEATE	  (CAPE) 143.5090488 254.0201337 C(OC([H])([H])C([H])([H])c1c([H])c([H])c([H])c([H])c1[H])(=O)\C([H])=C([H])\c(c([H])c([H])c(c2O[H])O[H])c2[H] InChI=1S/C17H16O4/c18-‐15-‐8-‐6-‐14(12-‐16(15)19)7-‐9-‐17(20)21-‐11-‐10-‐13-‐4-‐2-‐1-‐3-‐5-‐13/h1-‐9,12,18-‐19H,10-‐11H2/b9-‐7+ SWUARLUWKZWEBQ-‐VQHVLOKHSA-‐N
N-‐FORMYLMETHIONYLALANINE 108.7713601 100.9228473 C(C([H])(C([H])([H])C([H])([H])SC([H])([H])[H])N([H])C([H])=O)(=O)N([H])C([H])(C([H])([H])[H])C([O-‐])=O InChI=1S/C9H16N2O4S/c1-‐6(9(14)15)11-‐8(13)7(10-‐5-‐12)3-‐4-‐16-‐2/h5-‐7H,3-‐4H2,1-‐2H3,(H,10,12)(H,11,13)(H,14,15)/p-‐1 GBWVAAKKEIOROG-‐UHFFFAOYSA-‐M
ORPHENADRINE	  CITRATE 96.43960915 87.5535498 c1(c([H])c([H])c([H])c([H])c1C([H])([H])[H])C([H])(OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C18H23NO/c1-‐15-‐9-‐7-‐8-‐12-‐17(15)18(20-‐14-‐13-‐19(2)3)16-‐10-‐5-‐4-‐6-‐11-‐16/h4-‐12,18H,13-‐14H2,1-‐3H3/p+1 QVYRGXJJSLMXQH-‐UHFFFAOYSA-‐O
RITANSERIN 101.7055445 96.72375809 N1(C([H])=C([H])S2)C2=NC(C([H])([H])[H])=C(C([H])([H])C([H])([H])[NH+](C([H])([H])C([H])([H])\C(\C3([H])[H])=C(\c4c([H])c([H])c(c([H])c4[H])F)/c5c([H])c([H])c(c([H])c5[H])F)C3([H])[H])C1=O InChI=1S/C27H25F2N3OS/c1-‐18-‐24(26(33)32-‐16-‐17-‐34-‐27(32)30-‐18)12-‐15-‐31-‐13-‐10-‐21(11-‐14-‐31)25(19-‐2-‐6-‐22(28)7-‐3-‐19)20-‐4-‐8-‐23(29)9-‐5-‐20/h2-‐9,16-‐17H,10-‐15H2,1H3/p+1 JUQLTPCYUFPYKE-‐UHFFFAOYSA-‐O

SMILAGENIN	  ACETATE 92.74728339 103.6061218
[C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])(C1([H])[C@]3([H])C([H])([H])[H])O[C@@]34C([H])([H])C([H])([H])C([H])(C([H])([H])O4)C([H])([H])[H])C([H])(C25[H])C([H])([H])C([H])([H])[C@]([H])(C([H])([H])[C@]([H])(C([H])([H])C6([H])[H])OC(C([H])([H])[H])=O)[C@@]56C([H])([H]
)[H] InChI=1S/C29H46O4/c1-‐17-‐8-‐13-‐29(31-‐16-‐17)18(2)26-‐25(33-‐29)15-‐24-‐22-‐7-‐6-‐20-‐14-‐21(32-‐19(3)30)9-‐11-‐27(20,4)23(22)10-‐12-‐28(24,26)5/h17-‐18,20-‐26H,6-‐16H2,1-‐5H3/t17?,18-‐,20+,21-‐,22?,23?,24?,25?,26?,27-‐,28-‐,29-‐/m0/s1 LVRAKYNQYKVPIK-‐QFYGBLFPSA-‐N

HYDROCORTISONE	  ACETATE 91.09653608 93.93691861 [C@@]1(C([H])([H])[H])(C([H])([H])[C@]([H])(O[H])C2([H])C3([H])C([H])([H])C([H])([H])C(=C([H])C(=O)C([H])([H])C4([H])[H])[C@@]24C([H])([H])[H])C3([H])C([H])([H])C([H])([H])[C@]1(O[H])C(=O)C([H])([H])OC(C([H])([H])[H])=O InChI=1S/C23H32O6/c1-‐13(24)29-‐12-‐19(27)23(28)9-‐7-‐17-‐16-‐5-‐4-‐14-‐10-‐15(25)6-‐8-‐21(14,2)20(16)18(26)11-‐22(17,23)3/h10,16-‐18,20,26,28H,4-‐9,11-‐12H2,1-‐3H3/t16?,17?,18-‐,20?,21-‐,22-‐,23-‐/m0/s1 ALEXXDVDDISNDU-‐KPYZGQEZSA-‐N
ACETAMINOPHEN 96.67616484 99.98134748 C(C([H])([H])[H])(=O)N([H])c(c([H])c1[H])c([H])c([H])c1O[H] InChI=1S/C8H9NO2/c1-‐6(10)9-‐7-‐2-‐4-‐8(11)5-‐3-‐7/h2-‐5,11H,1H3,(H,9,10) RZVAJINKPMORJF-‐UHFFFAOYSA-‐N
DAIDZEIN 103.8139756 139.3454551 C1(c2c([H])c([H])c(c([H])c2[H])[O-‐])=C([H])Oc(c3C1=O)c([H])c(c([H])c3[H])[O-‐] InChI=1S/C15H10O4/c16-‐10-‐3-‐1-‐9(2-‐4-‐10)13-‐8-‐19-‐14-‐7-‐11(17)5-‐6-‐12(14)15(13)18/h1-‐8,16-‐17H/p-‐2 ZQSIJRDFPHDXIC-‐UHFFFAOYSA-‐L
FENBENDAZOLE 102.5129193 105.3761415 c1(N([H])C(OC([H])([H])[H])=O)n([H])c2c(c([H])c([H])c(Sc3c([H])c([H])c([H])c([H])c3[H])c2[H])n1 InChI=1S/C15H13N3O2S/c1-‐20-‐15(19)18-‐14-‐16-‐12-‐8-‐7-‐11(9-‐13(12)17-‐14)21-‐10-‐5-‐3-‐2-‐4-‐6-‐10/h2-‐9H,1H3,(H2,16,17,18,19) HDDSHPAODJUKPD-‐UHFFFAOYSA-‐N
DERRUSTONE 94.69115406 132.5478264 C1(=O)C(c(c([H])c([H])c(c23)OC([H])([H])O2)c3[H])=C([H])Oc(c([H])c(OC([H])([H])[H])c([H])c4OC([H])([H])[H])c14 InChI=1S/C18H14O6/c1-‐20-‐11-‐6-‐15(21-‐2)17-‐16(7-‐11)22-‐8-‐12(18(17)19)10-‐3-‐4-‐13-‐14(5-‐10)24-‐9-‐23-‐13/h3-‐8H,9H2,1-‐2H3 IMPPSJRGMZYGJW-‐UHFFFAOYSA-‐N
CHRYSOPHANOL 93.35410016 128.6123571 c12c(c([H])c(C([H])([H])[H])c([H])c1O[H])C(=O)c(c3C2=O)c([H])c([H])c([H])c3O[H] InChI=1S/C15H10O4/c1-‐7-‐5-‐9-‐13(11(17)6-‐7)15(19)12-‐8(14(9)18)3-‐2-‐4-‐10(12)16/h2-‐6,16-‐17H,1H3 LQGUBLBATBMXHT-‐UHFFFAOYSA-‐N
RESVERATROL	  4'-‐METHYL	  ETHER 134.9879015 300.1818701 C([H])(/c(c([H])c1[O-‐])c([H])c(c1[H])O[H])=C([H])\c(c([H])c2[H])c([H])c([H])c2OC([H])([H])[H] InChI=1S/C15H14O3/c1-‐18-‐15-‐6-‐4-‐11(5-‐7-‐15)2-‐3-‐12-‐8-‐13(16)10-‐14(17)9-‐12/h2-‐10,16-‐17H,1H3/p-‐1/b3-‐2+ IHVRWFJGOIWMGC-‐NSCUHMNNSA-‐M
EPICATECHIN	  PENTAACETATE 76.08039233 74.78681218 O1[C@]([H])(c(c([H])c([H])c(c2OC(C([H])([H])[H])=O)OC(C([H])([H])[H])=O)c2[H])[C@]([H])(OC(C([H])([H])[H])=O)C([H])([H])c3c1c([H])c(OC(C([H])([H])[H])=O)c([H])c3OC(C([H])([H])[H])=O InChI=1S/C25H24O11/c1-‐12(26)31-‐18-‐9-‐21(33-‐14(3)28)19-‐11-‐24(35-‐16(5)30)25(36-‐22(19)10-‐18)17-‐6-‐7-‐20(32-‐13(2)27)23(8-‐17)34-‐15(4)29/h6-‐10,24-‐25H,11H2,1-‐5H3/t24-‐,25-‐/m1/s1 BKYWAYNSDFXIPL-‐JWQCQUIFSA-‐N
METHOXYVONE 102.8317553 231.122858 C1(=O)c2c(c([H])c(OC([H])([H])[H])c([H])c2C([H])([H])[H])OC(c3c([H])c([H])c([H])c([H])c3[H])=C1[H] InChI=1S/C17H14O3/c1-‐11-‐8-‐13(19-‐2)9-‐16-‐17(11)14(18)10-‐15(20-‐16)12-‐6-‐4-‐3-‐5-‐7-‐12/h3-‐10H,1-‐2H3 JETSDIPTVSZMLI-‐UHFFFAOYSA-‐N
DEHYDROVARIABILIN 89.07038518 136.8598956 c12c(C([H])([H])Oc(c([H])c(OC([H])([H])[H])c([H])c3[H])c13)c(c4o2)c([H])c([H])c(OC([H])([H])[H])c4[H] InChI=1S/C17H14O4/c1-‐18-‐10-‐4-‐6-‐13-‐15(7-‐10)20-‐9-‐14-‐12-‐5-‐3-‐11(19-‐2)8-‐16(12)21-‐17(13)14/h3-‐8H,9H2,1-‐2H3 FLEXCYTURSFUNC-‐UHFFFAOYSA-‐N
KYNURENIC	  ACID 86.62254805 107.3815361 n1c(c([H])c([H])c([H])c2[H])c2c(c([H])c1C([O-‐])=O)O[H] InChI=1S/C10H7NO3/c12-‐9-‐5-‐8(10(13)14)11-‐7-‐4-‐2-‐1-‐3-‐6(7)9/h1-‐5H,(H,11,12)(H,13,14)/p-‐1 HCZHHEIFKROPDY-‐UHFFFAOYSA-‐M
8-‐HYDROXY-‐15,16-‐BISNOR-‐11-‐LABDEN-‐13-‐ONE 84.33412888 71.14320787 [C@@]1(C([H])([H])[H])(C([H])([H])C([H])([H])C([H])([H])C2(C([H])([H])[H])C([H])([H])[H])C2([H])C([H])([H])C([H])([H])[C@@](C([H])([H])[H])(O[H])[C@]1([H])\C([H])=C([H])/C(C([H])([H])[H])=O InChI=1S/C18H30O2/c1-‐13(19)7-‐8-‐15-‐17(4)11-‐6-‐10-‐16(2,3)14(17)9-‐12-‐18(15,5)20/h7-‐8,14-‐15,20H,6,9-‐12H2,1-‐5H3/b8-‐7-‐/t14?,15-‐,17+,18-‐/m1/s1 SNUHZNCSBAQVJV-‐DPGSLPGRSA-‐N
QUINIC	  ACID 98.01321873 95.07613339 [C@@]1(O[H])(C([O-‐])=O)C([H])([H])[C@@]([H])(O[H])[C@@]([H])([C@]([H])(O[H])C1([H])[H])O[H] InChI=1S/C7H12O6/c8-‐3-‐1-‐7(13,6(11)12)2-‐4(9)5(3)10/h3-‐5,8-‐10,13H,1-‐2H2,(H,11,12)/p-‐1/t3-‐,4-‐,5-‐,7+/m1/s1 AAWZDTNXLSGCEK-‐WYWMIBKRSA-‐M
CLOVANEDIOL	  DIACETATE 85.29577918 109.4810807 C12(C([H])([H])C(C([H])(OC(C([H])([H])[H])=O)C([H])([H])C1([H])[H])(C([H])([H])[H])C([H])([H])C3([H])[H])C3([H])C(C([H])([H])C2([H])OC(C([H])([H])[H])=O)(C([H])([H])[H])C([H])([H])[H] InChI=1S/C19H30O4/c1-‐12(20)22-‐15-‐7-‐9-‐19-‐11-‐18(15,5)8-‐6-‐14(19)17(3,4)10-‐16(19)23-‐13(2)21/h14-‐16H,6-‐11H2,1-‐5H3 ILEDHMVFQOCEJU-‐UHFFFAOYSA-‐N
CHOLESTERYL	  ACETATE 102.8420403 89.80373438 [C@@]1(C([H])([H])[H])(C([H])([H])C2([H])[H])C([H])(C([H])([H])C([H])([H])[C@]1([H])C([H])(C([H])([H])[H])C([H])([H])C([H])([H])C([H])([H])C([H])(C([H])([H])[H])C([H])([H])[H])C([H])(C23[H])C([H])([H])C([H])=C(C([H])([H])[C@]([H])(C([H])([H])C4([H])[H])OC(C([H])([H])[H])=O)[C@@]34C([H])([H])[H] InChI=1S/C29H48O2/c1-‐19(2)8-‐7-‐9-‐20(3)25-‐12-‐13-‐26-‐24-‐11-‐10-‐22-‐18-‐23(31-‐21(4)30)14-‐16-‐28(22,5)27(24)15-‐17-‐29(25,26)6/h10,19-‐20,23-‐27H,7-‐9,11-‐18H2,1-‐6H3/t20?,23-‐,24?,25+,26?,27?,28-‐,29+/m0/s1 XUGISPSHIFXEHZ-‐UKFXPFHUSA-‐N
PIMETHIXENE	  MALEATE 104.8476211 83.52393055 C(=C(/C([H])([H])C1([H])[H])\C([H])([H])C([H])([H])[NH+]1C([H])([H])[H])(/c2c3c([H])c([H])c([H])c2[H])\c4c(S3)c([H])c([H])c([H])c4[H] InChI=1S/C19H19NS/c1-‐20-‐12-‐10-‐14(11-‐13-‐20)19-‐15-‐6-‐2-‐4-‐8-‐17(15)21-‐18-‐9-‐5-‐3-‐7-‐16(18)19/h2-‐9H,10-‐13H2,1H3/p+1 NZLVRVYNQYGMAB-‐UHFFFAOYSA-‐O
TESTOSTERONE 92.19189177 79.99330621 [C@]12(C([H])([H])[H])C(C([H])([H])C([H])([H])C([H])(C1([H])C([H])([H])C3([H])[H])C4([H])[C@@]3(C([H])([H])[H])[C@]([H])(C([H])([H])C4([H])[H])O[H])=C([H])C(=O)C([H])([H])C2([H])[H] InChI=1S/C19H28O2/c1-‐18-‐9-‐7-‐13(20)11-‐12(18)3-‐4-‐14-‐15-‐5-‐6-‐17(21)19(15,2)10-‐8-‐16(14)18/h11,14-‐17,21H,3-‐10H2,1-‐2H3/t14?,15?,16?,17-‐,18-‐,19-‐/m0/s1 MUMGGOZAMZWBJJ-‐PPORCNLBSA-‐N
3,7-‐EPOXYCARYOPHYLLAN-‐6-‐ONE 93.39524028 72.39540263 C1(C([H])([H])[H])(C([H])([H])C2([H])[H])OC(C2=O)(C([H])([H])[H])C([H])([H])C([H])([H])C([H])(C3(C([H])([H])[H])C([H])([H])[H])C1([H])C3([H])[H] InChI=1S/C15H24O2/c1-‐13(2)9-‐11-‐10(13)5-‐7-‐15(4)12(16)6-‐8-‐14(11,3)17-‐15/h10-‐11H,5-‐9H2,1-‐4H3 PPGUUDJMTMGALC-‐UHFFFAOYSA-‐N
DIMENHYDRINATE 87.72304625 62.27427952 C([H])(OC([H])([H])C([H])([H])[NH+](C([H])([H])[H])C([H])([H])[H])(c1c([H])c([H])c([H])c([H])c1[H])c2c([H])c([H])c([H])c([H])c2[H] InChI=1S/C17H21NO/c1-‐18(2)13-‐14-‐19-‐17(15-‐9-‐5-‐3-‐6-‐10-‐15)16-‐11-‐7-‐4-‐8-‐12-‐16/h3-‐12,17H,13-‐14H2,1-‐2H3/p+1 ZZVUWRFHKOJYTH-‐UHFFFAOYSA-‐O
PHENETHICILLIN	  POTASSIUM 90.71598997 83.13791562 N12[C@]([C@]([H])(N([H])C(=O)C([H])(C([H])([H])[H])Oc3c([H])c([H])c([H])c([H])c3[H])C1=O)([H])SC(C([H])([H])[H])(C([H])([H])[H])[C@]2([H])C(=O)[O-‐] InChI=1S/C17H20N2O5S/c1-‐9(24-‐10-‐7-‐5-‐4-‐6-‐8-‐10)13(20)18-‐11-‐14(21)19-‐12(16(22)23)17(2,3)25-‐15(11)19/h4-‐9,11-‐12,15H,1-‐3H3,(H,18,20)(H,22,23)/p-‐1/t9?,11-‐,12+,15-‐/m1/s1 NONJJLVGHLVQQM-‐JHXYUMNGSA-‐M
JUAREZIC	  ACID 88.73612171 102.2597771 C([O-‐])(=O)\C([H])=C([H])\C([H])=C([H])\c1c([H])c([H])c([H])c([H])c1[H] InChI=1S/C11H10O2/c12-‐11(13)9-‐5-‐4-‐8-‐10-‐6-‐2-‐1-‐3-‐7-‐10/h1-‐9H,(H,12,13)/p-‐1/b8-‐4+,9-‐5+ FEIQOMCWGDNMHM-‐KBXRYBNXSA-‐M
ISOEUGENITOL 101.011305 129.158427 c12c(OC(C([H])([H])[H])=C([H])C1=O)c(c([O-‐])c([H])c2O[H])C([H])([H])[H] InChI=1S/C11H10O4/c1-‐5-‐3-‐8(13)10-‐9(14)4-‐7(12)6(2)11(10)15-‐5/h3-‐4,12,14H,1-‐2H3/p-‐1 XSSGQRFNGHRFBC-‐UHFFFAOYSA-‐M
CHAULMOOGRIC	  ACID,	  ETHYL	  ESTER 92.78842351 108.6808059 C(C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])C1([H])C([H])([H])C([H])([H])C([H])=C1[H])(OC([H])([H])C([H])([H])[H])=O InChI=1S/C20H36O2/c1-‐2-‐22-‐20(21)18-‐12-‐10-‐8-‐6-‐4-‐3-‐5-‐7-‐9-‐11-‐15-‐19-‐16-‐13-‐14-‐17-‐19/h13,16,19H,2-‐12,14-‐15,17-‐18H2,1H3 FDGHZUQYDACRTA-‐UHFFFAOYSA-‐N
ARACHIDONIC	  ACID 5.401666401 23.39975179 C(C([H])([H])C([H])([H])C([H])([H])\C([H])=C([H])/C([H])([H])\C([H])=C([H])/C([H])([H])\C([H])=C([H])/C([H])([H])\C([H])=C([H])/C([H])([H])C([H])([H])C([H])([H])C([H])([H])C([H])([H])[H])([O-‐])=O InChI=1S/C20H32O2/c1-‐2-‐3-‐4-‐5-‐6-‐7-‐8-‐9-‐10-‐11-‐12-‐13-‐14-‐15-‐16-‐17-‐18-‐19-‐20(21)22/h6-‐7,9-‐10,12-‐13,15-‐16H,2-‐5,8,11,14,17-‐19H2,1H3,(H,21,22)/p-‐1/b7-‐6-‐,10-‐9-‐,13-‐12-‐,16-‐15-‐ YZXBAPSDXZZRGB-‐DOFZRALJSA-‐M 5.97 6.22
EUGENITOL 88.27843787 77.61131166 c12c(c([H])c(c(C([H])([H])[H])c1O[H])[O-‐])OC(=C([H])C2=O)C([H])([H])[H] InChI=1S/C11H10O4/c1-‐5-‐3-‐8(13)10-‐9(15-‐5)4-‐7(12)6(2)11(10)14/h3-‐4,12,14H,1-‐2H3/p-‐1 HMAUJNAGOIPKDG-‐UHFFFAOYSA-‐M



Prospective	  valdiation	  Set
Structure–based	  identification	  of	  OATP1B1/3	  inhibitors
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Molecular Pharmacology

Compound	  name Sodium	  Fluorescein	  uptake In	  Silico	  Prediction Sodium	  Fluorescein	  uptake In	  Silico	  Prediction SMILES InChi InChiKey
	  Percent	  of	  Control_OATP1B1 Correlation	  with	  activity_OATP1B1 Percent	  of	  Control_OATP1B3 Correlation	  with	  activity_OATP1B3

1-‐methyl-‐4-‐phenylpyridinium 95.1 0.054 87.9 0.100 C[nH+]1:c:c:c(:c:c:1):c2:c:c:c:c:c:2 InChI=1S/C12H23N/c1-‐13-‐9-‐7-‐12(8-‐10-‐13)11-‐5-‐3-‐2-‐4-‐6-‐11/h11-‐12H,2-‐10H2,1H3/p+1 IVOZNJHNDZFUGZ-‐UHFFFAOYSA-‐O
alprazolam 83.6 0.270 84.3 0.352 Cc1:n:n:c2CN=C(c3:c:c:c:c:c:3)c4:c:c(Cl):c:c:c:4:[n+]:1:2 InChI=1S/C17H27ClN4/c1-‐11-‐20-‐21-‐16-‐10-‐19-‐17(12-‐5-‐3-‐2-‐4-‐6-‐12)14-‐9-‐13(18)7-‐8-‐15(14)22(11)16/h11-‐16H,2-‐10H2,1H3/q+1 BZHQSJFNRGAMRT-‐UHFFFAOYSA-‐N
amprenavir 61 0.432 69.4 0.508 CC(C)CN(C[C@@H](O)[C@H](Cc1:c:c:c:c:c:1)NC(=O)O[C@H]2CCOC2)S(=O)(=O)c3:c:c:c([NH3+]):c:c:3 InChI=1S/C25H47N3O6S/c1-‐18(2)15-‐28(35(31,32)22-‐10-‐8-‐20(26)9-‐11-‐22)16-‐24(29)23(14-‐19-‐6-‐4-‐3-‐5-‐7-‐19)27-‐25(30)34-‐21-‐12-‐13-‐33-‐17-‐21/h18-‐24,29H,3-‐17,26H2,1-‐2H3,(H,27,30)/p+1/t20-‐,21-‐,22-‐,23-‐,24+/m0/s1 RTBNAKZQIQSFNE-‐QCCYXRBGSA-‐O

atazanavir 16.2 0.644 61 0.654 COC(=O)N[C@H](C(=O)N[C@@H](Cc1ccccc1)[C@@H](O)CN(Cc2ccc(cc2)c3ccccn3)NC(=O)[C@@H](NC(=O)OC)C(C)(C)C)C(C)(C)C
InChI=1S/C38H52N6O7/c1-‐37(2,3)31(41-‐35(48)50-‐7)33(46)40-‐29(22-‐25-‐14-‐10-‐9-‐11-‐15-‐25)30(45)24-‐44(43-‐34(47)32(38(4,5)6)42-‐36(49)51-‐8)23-‐26-‐17-‐19-‐27(20-‐18-‐26)28-‐16-‐12-‐13-‐21-‐39-‐28/h9-‐21,29-‐32,45H,22-‐24H2,1-‐
8H3,(H,40,46)(H,41,48)(H,42,49)(H,43,47)/t29-‐,30-‐,31+,32+/m0/s1

AXRYRYVKAWYZBR-‐GASGPIRDSA-‐N

benzbromarone 25.3 0.438 14.5 0.544 CCc1:o:c2:c:c:c:c:c:2:c:1C(=O)c3:c:c(Br):c(O):c(Br):c:3 InChI=1S/C17H26Br2O3/c1-‐2-‐13-‐15(10-‐5-‐3-‐4-‐6-‐14(10)22-‐13)16(20)9-‐7-‐11(18)17(21)12(19)8-‐9/h9-‐15,17,21H,2-‐8H2,1H3 FOMGHYQOWLHTNR-‐UHFFFAOYSA-‐N
bestatin 72.9 0.172 83.5 0.258 CC(C)C[C@H](NC(=O)[C@@H](O)[C@H]([NH3+])Cc1:c:c:c:c:c:1)C(=O)[O-‐] InChI=1S/C16H30N2O4/c1-‐10(2)8-‐13(16(21)22)18-‐15(20)14(19)12(17)9-‐11-‐6-‐4-‐3-‐5-‐7-‐11/h10-‐14,19H,3-‐9,17H2,1-‐2H3,(H,18,20)(H,21,22)/t12-‐,13+,14+/m1/s1 VIVDMMPNUGOVRE-‐RDBSUJKOSA-‐N
bromazepam 102.1 0.166 85.5 0.242 Brc1:c:c:c2NC(=O)CN=C(c3:c:c:c:c:n:3)c:2:c:1 InChI=1S/C14H22BrN3O/c15-‐9-‐4-‐5-‐11-‐10(7-‐9)14(17-‐8-‐13(19)18-‐11)12-‐3-‐1-‐2-‐6-‐16-‐12/h9-‐12,16H,1-‐8H2,(H,18,19) RWDQBOSYLXWYPJ-‐UHFFFAOYSA-‐N
bromosulfalein 17.1 0.608 13.8 0.634 Oc1ccc(cc1S(=O)(=O)[O-‐])C2(OC(=O)c3c(Br)c(Br)c(Br)c(Br)c23)c4ccc(O)c(c4)S(=O)(=O)[O-‐] InChI=1S/C20H10Br4O10S2/c21-‐15-‐13-‐14(16(22)18(24)17(15)23)20(34-‐19(13)27,7-‐1-‐3-‐9(25)11(5-‐7)35(28,29)30)8-‐2-‐4-‐10(26)12(6-‐8)36(31,32)33/h1-‐6,25-‐26H,(H,28,29,30)(H,31,32,33)/p-‐2 OHTXTCNTQJFRIG-‐UHFFFAOYSA-‐L
cerivastatin 25.2 0.642 60.6 0.694 COCc1c(nc(C(C)C)c(\C=C\[C@@H](O)C[C@@H](O)CC(=O)[O-‐])c1c2ccc(F)cc2)C(C)C InChI=1S/C26H34FNO5/c1-‐15(2)25-‐21(11-‐10-‐19(29)12-‐20(30)13-‐23(31)32)24(17-‐6-‐8-‐18(27)9-‐7-‐17)22(14-‐33-‐5)26(28-‐25)16(3)4/h6-‐11,15-‐16,19-‐20,29-‐30H,12-‐14H2,1-‐5H3,(H,31,32)/p-‐1/b11-‐10+/t19-‐,20-‐/m1/s1 SEERZIQQUAZTOL-‐ANMDKAQQSA-‐M
chenodeoxycholate	  (sodium) 43.7 0.554 60.7 0.834 C[C@H](CCC(=O)[O-‐])[C@H]1CC[C@H]2[C@@H]3[C@H](O)C[C@@H]4C[C@H](O)CC[C@]4(C)[C@H]3CC[C@]12C InChI=1S/C24H40O4/c1-‐14(4-‐7-‐21(27)28)17-‐5-‐6-‐18-‐22-‐19(9-‐11-‐24(17,18)3)23(2)10-‐8-‐16(25)12-‐15(23)13-‐20(22)26/h14-‐20,22,25-‐26H,4-‐13H2,1-‐3H3,(H,27,28)/p-‐1/t14-‐,15-‐,16-‐,17-‐,18+,19+,20-‐,22+,23+,24-‐/m1/s1 RUDATBOHQWOJDD-‐IKAPKQLESA-‐M
chlorpromazine 77.8 0.258 86.4 0.320 C[NH+](C)CCC[NH+]1c2:c:c:c:c:c:2Sc3:c:c:c(Cl):c:c1:3 InChI=1S/C17H31ClN2S/c1-‐19(2)10-‐5-‐11-‐20-‐14-‐6-‐3-‐4-‐7-‐16(14)21-‐17-‐9-‐8-‐13(18)12-‐15(17)20/h13-‐17H,3-‐12H2,1-‐2H3/p+2 XSGGPBFJJLETHA-‐UHFFFAOYSA-‐P
corticosteron 92.3 0.336 87.9 0.502 C[C@]12C[C@H](O)[C@H]3[C@@H](CCC4=CC(=O)CC[C@]34C)[C@@H]1CC[C@@H]2C(=O)CO InChI=1S/C21H30O4/c1-‐20-‐8-‐7-‐13(23)9-‐12(20)3-‐4-‐14-‐15-‐5-‐6-‐16(18(25)11-‐22)21(15,2)10-‐17(24)19(14)20/h9,14-‐17,19,22,24H,3-‐8,10-‐11H2,1-‐2H3/t14-‐,15-‐,16+,17-‐,19+,20-‐,21-‐/m0/s1 OMFXVFTZEKFJBZ-‐HJTSIMOOSA-‐N
devapamil	  HCl 52.2 0.490 97.2 0.530 COc1:c:c:c:c(CC[NH+](C)CCCC(C#N)(C(C)C)c2:c:c:c(OC):c(:c:2)OC):c:1 InChI=1S/C26H48N2O3/c1-‐20(2)26(19-‐27,22-‐11-‐12-‐24(30-‐5)25(18-‐22)31-‐6)14-‐8-‐15-‐28(3)16-‐13-‐21-‐9-‐7-‐10-‐23(17-‐21)29-‐4/h20-‐25H,7-‐18H2,1-‐6H3/p+1 BXKIDWKMUCDBMS-‐UHFFFAOYSA-‐O
diazepam 191 0.252 79.3 0.362 CN1c2:c:c:c(Cl):c:c:2C(=NCC1=O)c3:c:c:c:c:c:3 InChI=1S/C16H25ClN2O/c1-‐19-‐14-‐8-‐7-‐12(17)9-‐13(14)16(18-‐10-‐15(19)20)11-‐5-‐3-‐2-‐4-‐6-‐11/h11-‐14H,2-‐10H2,1H3 KWMZBWRPCQOHHQ-‐UHFFFAOYSA-‐N
dihydroquinidine 75.8 0.302 103.5 0.392 CCC1C[NH+]2CCC1CC2C(O)c3:c:c:n:c4:c:c:c(:c:c:3:4)OC InChI=1S/C20H36N2O2/c1-‐3-‐13-‐12-‐22-‐9-‐7-‐14(13)10-‐19(22)20(23)16-‐6-‐8-‐21-‐18-‐5-‐4-‐15(24-‐2)11-‐17(16)18/h13-‐21,23H,3-‐12H2,1-‐2H3/p+1 PCQQCHLNJXVNGQ-‐UHFFFAOYSA-‐O
doxorubicin 63.2 0.406 72.2 0.448 COc1:c:c:c:c2Cc3:c(O):c4CC(O)(CC(OC5CC([NH3+])C(O)C(C)O5)c:4:c(O):c:3C(=O)c:1:2)C(=O)CO InChI=1S/C27H43NO10/c1-‐11-‐23(31)15(28)7-‐19(37-‐11)38-‐17-‐9-‐27(35,18(30)10-‐29)8-‐14-‐21(17)26(34)22-‐13(24(14)32)6-‐12-‐4-‐3-‐5-‐16(36-‐2)20(12)25(22)33/h11-‐17,19-‐24,26,29,31-‐32,34-‐35H,3-‐10,28H2,1-‐2H3/p+1 CBHWZCHZSUQUMH-‐UHFFFAOYSA-‐O
estradiol-‐17betaglucuronide 26.2 0.310 57.3 0.380 C[C@@]12CCC3[C@@H](CCc4:c:c:c:c:c3:4)C1CC[C@@H]2O InChI=1S/C18H30O/c1-‐18-‐11-‐10-‐14-‐13-‐5-‐3-‐2-‐4-‐12(13)6-‐7-‐15(14)16(18)8-‐9-‐17(18)19/h12-‐17,19H,2-‐11H2,1H3/t12?,13?,14?,15-‐,16?,17+,18-‐/m1/s1 BPQNGYJXSMNOKW-‐JNHXMDNBSA-‐N
estrone-‐3-‐sulphate 41.4 0.318 69.1 0.492 C[C@@]12CC[C@@H]3[C@H](CCc4:c:c(:c:c:c3:4)OS(=O)(=O)[O-‐])[C@H]1CCC2=O InChI=1S/C18H28O5S/c1-‐18-‐9-‐8-‐14-‐13-‐5-‐3-‐12(23-‐24(20,21)22)10-‐11(13)2-‐4-‐15(14)16(18)6-‐7-‐17(18)19/h11-‐16H,2-‐10H2,1H3,(H,20,21,22)/p-‐1/t11?,12?,13?,14-‐,15-‐,16+,18+/m0/s1 UBURXZNPPNGRDO-‐VMPLAWJVSA-‐M
ethoxycoumarin	  (7-‐) 87.5 0.084 88.7 0.212 CCOc1ccc2C=CC(=O)Oc2c1 InChI=1S/C11H10O3/c1-‐2-‐13-‐9-‐5-‐3-‐8-‐4-‐6-‐11(12)14-‐10(8)7-‐9/h3-‐7H,2H2,1H3 LIFAQMGORKPVDH-‐UHFFFAOYSA-‐N

fluo-‐3 24.8 0.430 32.6 0.484 Cc1:c:c:c(:c(:c:1)OCCOc2:c:c(:c:c:c:c(Cl):c(=O):c):c:c:c:2[NH+](CC(=O)[O-‐])CC(=O)[O-‐])[NH+](CC(=O)[O-‐])CC(=O)[O-‐]
InChI=1S/C29H47ClN2O11/c1-‐18-‐6-‐8-‐22(31(14-‐26(34)35)15-‐27(36)37)24(12-‐18)42-‐10-‐11-‐43-‐25-‐13-‐20(4-‐3-‐5-‐21(30)19(2)33)7-‐9-‐23(25)32(16-‐28(38)39)17-‐29(40)41/h18,20-‐25H,3-‐17H2,1-‐
2H3,(H,34,35)(H,36,37)(H,38,39)(H,40,41)/p-‐2

ALLZACAXCQNTFK-‐UHFFFAOYSA-‐L

galopamil.HCl 45.2 0.460 86 0.516 COc1:c:c:c(CC[NH+](C)CCCC(C#N)(C(C)C)c2:c:c(OC):c(OC):c(:c:2)OC):c:c:1OC InChI=1S/C28H52N2O5/c1-‐20(2)28(19-‐29,22-‐17-‐25(33-‐6)27(35-‐8)26(18-‐22)34-‐7)13-‐9-‐14-‐30(3)15-‐12-‐21-‐10-‐11-‐23(31-‐4)24(16-‐21)32-‐5/h20-‐27H,9-‐18H2,1-‐8H3/p+1 LQPZVETZIGZCSU-‐UHFFFAOYSA-‐O
GF	  120918 94.5 0.708 46.1 0.752 COc1cccc2C(=O)c3cccc(C(=O)Nc4ccc(CCN5CCc6cc(OC)c(OC)cc6C5)cc4)c3Nc12 InChI=1S/C34H33N3O5/c1-‐40-‐28-‐9-‐5-‐7-‐26-‐32(28)36-‐31-‐25(33(26)38)6-‐4-‐8-‐27(31)34(39)35-‐24-‐12-‐10-‐21(11-‐13-‐24)14-‐16-‐37-‐17-‐15-‐22-‐18-‐29(41-‐2)30(42-‐3)19-‐23(22)20-‐37/h4-‐13,18-‐19H,14-‐17,20H2,1-‐3H3,(H,35,39)(H,36,38) OSFCMRGOZNQUSW-‐UHFFFAOYSA-‐N
glibenclamide 25.2 0.542 27.2 0.582 COc1:c:c:c(Cl):c:c:1C(=O)NCCc2:c:c:c(:c:c:2)S(=O)(=O)[N-‐]C(=O)NC3CCCCC3 InChI=1S/C23H40ClN3O5S/c1-‐32-‐21-‐12-‐9-‐17(24)15-‐20(21)22(28)25-‐14-‐13-‐16-‐7-‐10-‐19(11-‐8-‐16)33(30,31)27-‐23(29)26-‐18-‐5-‐3-‐2-‐4-‐6-‐18/h16-‐21H,2-‐15H2,1H3,(H3,25,26,27,28,29)/p-‐1/t16-‐,17?,19-‐,20?,21? ZEFJWZJHLINKKS-‐CHPFNVEHSA-‐M
glipizide 60.7 0.406 71.7 0.476 Cc1:c:n:c:c([NH2+]CCCc2:c:c:c(:c:c:2)S(=O)(=O)[N-‐]C(=O)NC3CCCCC3):n:1 InChI=1S/C21H41N5O3S/c1-‐16-‐14-‐22-‐15-‐20(24-‐16)23-‐13-‐5-‐6-‐17-‐9-‐11-‐19(12-‐10-‐17)30(28,29)26-‐21(27)25-‐18-‐7-‐3-‐2-‐4-‐8-‐18/h16-‐20,22-‐24H,2-‐15H2,1H3,(H2,25,26,27)/t16?,17-‐,19-‐,20? NXBYHMIVSSFPGJ-‐SQQACZLQSA-‐N

glycochenodeoxycholate 55 0.524 34.2 0.672 C[C@H](CCC(=O)NCC(=O)[O-‐])[C@H]1CC[C@H]2[C@@H]3[C@H](O)C[C@@H]4C[C@H](O)CC[C@]4(C)[C@H]3CC[C@]12C
InChI=1S/C26H43NO5/c1-‐15(4-‐7-‐22(30)27-‐14-‐23(31)32)18-‐5-‐6-‐19-‐24-‐20(9-‐11-‐26(18,19)3)25(2)10-‐8-‐17(28)12-‐16(25)13-‐21(24)29/h15-‐21,24,28-‐29H,4-‐14H2,1-‐3H3,(H,27,30)(H,31,32)/p-‐1/t15-‐,16+,17-‐,18-‐,19+,20-‐,21-‐
,24+,25+,26-‐/m1/s1

GHCZAUBVMUEKKP-‐XPIGOCSWSA-‐M

glycocholic	  acid 65 0.510 74.9 0.570 C[C@H](CCC(=O)NCC(=O)[O-‐])[C@H]1CC[C@H]2[C@@H]3[C@H](O)C[C@@H]4C[C@H](O)CC[C@]4(C)[C@H]3C[C@H](O)[C@]12C
InChI=1S/C26H43NO6/c1-‐14(4-‐7-‐22(31)27-‐13-‐23(32)33)17-‐5-‐6-‐18-‐24-‐19(12-‐21(30)26(17,18)3)25(2)9-‐8-‐16(28)10-‐15(25)11-‐20(24)29/h14-‐21,24,28-‐30H,4-‐13H2,1-‐3H3,(H,27,31)(H,32,33)/p-‐1/t14-‐,15-‐,16-‐,17-‐,18+,19+,20-‐
,21+,24+,25+,26-‐/m1/s1

RFDAIACWWDREDC-‐JODXHIDWSA-‐M

glycodeoxycholate 59.6 0.520 49.6 0.614 C[C@H](CCC(=O)NCC(=O)[O-‐])[C@H]1CC[C@H]2[C@@H]3CC[C@@H]4C[C@H](O)CC[C@]4(C)[C@H]3C[C@H](O)[C@]12C
InChI=1S/C26H43NO5/c1-‐15(4-‐9-‐23(30)27-‐14-‐24(31)32)19-‐7-‐8-‐20-‐18-‐6-‐5-‐16-‐12-‐17(28)10-‐11-‐25(16,2)21(18)13-‐22(29)26(19,20)3/h15-‐22,28-‐29H,4-‐14H2,1-‐3H3,(H,27,30)(H,31,32)/p-‐1/t15-‐,16-‐,17-‐,18+,19-‐,20+,21-‐,22+,25+,26-‐
/m1/s1

WVULKSPCQVQLCU-‐FGMYSNOCSA-‐M

indinavir 50.5 0.508 69.2 0.568 O[C@H](C[NH2+]CCNCc1:c:c:c:n:c:1)C[C@@H](Cc2:c:c:c:c:c:2)C(=O)N[C@@H]3[C@H](O)Cc4:c:c:c:c:c3:4
InChI=1S/C29H54N4O3/c34-‐25(20-‐32-‐14-‐13-‐31-‐19-‐22-‐9-‐6-‐12-‐30-‐18-‐22)16-‐24(15-‐21-‐7-‐2-‐1-‐3-‐8-‐21)29(36)33-‐28-‐26-‐11-‐5-‐4-‐10-‐23(26)17-‐27(28)35/h21-‐28,30-‐32,34-‐35H,1-‐20H2,(H,33,36)/p+1/t22?,23?,24-‐,25+,26?,27-‐
,28+/m1/s1

GBLZYZAJGYNLLI-‐YXDMEMLMSA-‐O

indocyanine	  Green 24.3 0.638 36.2 0.660 CC1(C)\C(=C\C=C\C=C\C=C\C2=[N+](CCCCS(=O)(=O)[O-‐])c3ccc4ccccc4c3C2(C)C)\[NH+](CCCCS(=O)(=O)[O-‐])c5ccc6ccccc6c15
InChI=1S/C43H48N2O6S2/c1-‐42(2)38(44(28-‐14-‐16-‐30-‐52(46,47)48)36-‐26-‐24-‐32-‐18-‐10-‐12-‐20-‐34(32)40(36)42)22-‐8-‐6-‐5-‐7-‐9-‐23-‐39-‐43(3,4)41-‐35-‐21-‐13-‐11-‐19-‐33(35)25-‐27-‐37(41)45(39)29-‐15-‐17-‐31-‐53(49,50)51/h5-‐13,18-‐27H,14-‐
17,28-‐31H2,1-‐4H3,(H-‐,46,47,48,49,50,51)

BDBMLMBYCXNVMC-‐UHFFFAOYSA-‐N

lopinavir 9.6 0.692 12.7 0.710 CC(C)[C@H](N1CCCNC1=O)C(=O)N[C@H](C[C@H](O)[C@H](Cc2ccccc2)NC(=O)COc3c(C)cccc3C)Cc4ccccc4
InChI=1S/C37H48N4O5/c1-‐25(2)34(41-‐20-‐12-‐19-‐38-‐37(41)45)36(44)39-‐30(21-‐28-‐15-‐7-‐5-‐8-‐16-‐28)23-‐32(42)31(22-‐29-‐17-‐9-‐6-‐10-‐18-‐29)40-‐33(43)24-‐46-‐35-‐26(3)13-‐11-‐14-‐27(35)4/h5-‐11,13-‐18,25,30-‐32,34,42H,12,19-‐24H2,1-‐
4H3,(H,38,45)(H,39,44)(H,40,43)/t30-‐,31-‐,32-‐,34-‐/m0/s1

KJHKTHWMRKYKJE-‐SUGCFTRWSA-‐N

luteolin 28.7 0.224 51.7 0.344 Oc1cc(ccc1[O-‐])C2=CC(=O)c3c(O)cc([O-‐])cc3O2 InChI=1S/C15H10O6/c16-‐8-‐4-‐11(19)15-‐12(20)6-‐13(21-‐14(15)5-‐8)7-‐1-‐2-‐9(17)10(18)3-‐7/h1-‐6,16-‐19H/p-‐2 IQPNAANSBPBGFQ-‐UHFFFAOYSA-‐L
methysergide	  maleate 76.8 0.212 87.8 0.296 CC[C@@H](CO)NC(=O)[C@H]1CN(C)[C@@H]2Cc3cn(C)c4cccc(C2=C1)c34 InChI=1S/C21H27N3O2/c1-‐4-‐15(12-‐25)22-‐21(26)14-‐8-‐17-‐16-‐6-‐5-‐7-‐18-‐20(16)13(10-‐23(18)2)9-‐19(17)24(3)11-‐14/h5-‐8,10,14-‐15,19,25H,4,9,11-‐12H2,1-‐3H3,(H,22,26)/t14-‐,15+,19-‐/m1/s1 KPJZHOPZRAFDTN-‐ZRGWGRIASA-‐N
miancerine	  HCl 92 0.230 98.7 0.294 CN1CCN2C(C1)c3:c:c:c:c:c:3Cc4:c:c:c:c:c2:4 InChI=1S/C18H32N2/c1-‐19-‐10-‐11-‐20-‐17-‐9-‐5-‐3-‐7-‐15(17)12-‐14-‐6-‐2-‐4-‐8-‐16(14)18(20)13-‐19/h14-‐18H,2-‐13H2,1H3 NQSBHOMIJJGEAV-‐UHFFFAOYSA-‐N
midazolam 127 0.076 93.2 0.142 CCOC(=O)c1cncn1C(C)c2ccccc2 InChI=1S/C14H16N2O2/c1-‐3-‐18-‐14(17)13-‐9-‐15-‐10-‐16(13)11(2)12-‐7-‐5-‐4-‐6-‐8-‐12/h4-‐11H,3H2,1-‐2H3 NPUKDXXFDDZOKR-‐UHFFFAOYSA-‐N
MK-‐571 41.4 0.606 49.4 0.652 CN(C)C(=O)CCSC(SCCC(=O)[O-‐])c1:c:c:c:c(:c:1)\C=C\c2:c:c:c3:c:c:c(Cl):c:c:3:n:2 InChI=1S/C26H43ClN2O3S2/c1-‐29(2)24(30)12-‐14-‐33-‐26(34-‐15-‐13-‐25(31)32)20-‐5-‐3-‐4-‐18(16-‐20)6-‐10-‐22-‐11-‐8-‐19-‐7-‐9-‐21(27)17-‐23(19)28-‐22/h6,10,18-‐23,26,28H,3-‐5,7-‐9,11-‐17H2,1-‐2H3,(H,31,32)/p-‐1/b10-‐6+ DSHPYPZYFLZSTP-‐UXBLZVDNSA-‐M
naphtol	  (beta-‐) 89.5 0.032 88.2 0.074 Oc1:c:c:c:c2:c:c:c:c:c:1:2 InChI=1S/C10H18O/c11-‐10-‐7-‐3-‐5-‐8-‐4-‐1-‐2-‐6-‐9(8)10/h8-‐11H,1-‐7H2 NDZOISQLWLWLEW-‐UHFFFAOYSA-‐N
nelfinavir 18.1 0.532 55.3 0.588 CC(C)(C)NC(=O)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@H](O)[C@H](CSc3:c:c:c:c:c:3)NC(=O)c:c InChI=1S/C27H49N3O3S/c1-‐5-‐25(32)28-‐22(18-‐34-‐21-‐13-‐7-‐6-‐8-‐14-‐21)24(31)17-‐30-‐16-‐20-‐12-‐10-‐9-‐11-‐19(20)15-‐23(30)26(33)29-‐27(2,3)4/h19-‐24,31H,5-‐18H2,1-‐4H3,(H,28,32)(H,29,33)/t19-‐,20+,22-‐,23-‐,24+/m0/s1 ZVIKSNHCIXNNMJ-‐RZYYESBJSA-‐N
nephopam	  HCl 83.6 0.114 83.3 0.156 C[NH+]1CCOC(c2ccccc2)c3ccccc3C1 InChI=1S/C17H19NO/c1-‐18-‐11-‐12-‐19-‐17(14-‐7-‐3-‐2-‐4-‐8-‐14)16-‐10-‐6-‐5-‐9-‐15(16)13-‐18/h2-‐10,17H,11-‐13H2,1H3/p+1 RGPDEAGGEXEMMM-‐UHFFFAOYSA-‐O
oxprenolol	  HCl 70.9 0.128 79.9 0.168 CC(C)[NH2+]CC(O)COc1:c:c:c:c:c:1OCC=C InChI=1S/C15H29NO3/c1-‐4-‐9-‐18-‐14-‐7-‐5-‐6-‐8-‐15(14)19-‐11-‐13(17)10-‐16-‐12(2)3/h4,12-‐17H,1,5-‐11H2,2-‐3H3/p+1 GOBUQVVQNVNRLC-‐UHFFFAOYSA-‐O
P-‐aminohippuric	  acid 59.6 0.062 80.8 0.102 [NH3+]c1:c:c:c(:c:c:1)C(=O)NCC(=O)[O-‐] InChI=1S/C9H16N2O3/c10-‐7-‐3-‐1-‐6(2-‐4-‐7)9(14)11-‐5-‐8(12)13/h6-‐7H,1-‐5,10H2,(H,11,14)(H,12,13)/t6-‐,7-‐ QOAWYYZOJVAVOI-‐LJGSYFOKSA-‐N
prenalterol 75.8 0.084 82.3 0.110 CC(C)[NH2+]C[C@H](O)COc1:c:c:c(O):c:c:1 InChI=1S/C12H25NO3/c1-‐9(2)13-‐7-‐11(15)8-‐16-‐12-‐5-‐3-‐10(14)4-‐6-‐12/h9-‐15H,3-‐8H2,1-‐2H3/p+1/t10-‐,11-‐,12-‐/m0/s1 IMTJQZQSLKRNDG-‐SRVKXCTJSA-‐O

reserpine 30.1 0.686 22 0.736 CO[C@H]1[C@@H](C[C@@H]2CN3CCc4c([nH]c5cc(OC)ccc45)[C@H]3C[C@@H]2[C@@H]1C(=O)OC)OC(=O)c6cc(OC)c(OC)c(OC)c6
InChI=1S/C33H40N2O9/c1-‐38-‐19-‐7-‐8-‐20-‐21-‐9-‐10-‐35-‐16-‐18-‐13-‐27(44-‐32(36)17-‐11-‐25(39-‐2)30(41-‐4)26(12-‐17)40-‐3)31(42-‐5)28(33(37)43-‐6)22(18)15-‐24(35)29(21)34-‐23(20)14-‐19/h7-‐8,11-‐12,14,18,22,24,27-‐28,31,34H,9-‐
10,13,15-‐16H2,1-‐6H3/t18-‐,22+,24-‐,27-‐,28+,31+/m1/s1

QEVHRUUCFGRFIF-‐MDEJGZGSSA-‐N

rifamycin	  SV 5.9 0.710 3.1 0.748 CO[C@H]1\C=C\O[C@@]2(C)Oc3c(C)c([O-‐])c4c(O)c(NC(=O)\C(=C/C=C/[C@H](C)[C@H](O)[C@@H](C)[C@@H](O)[C@@H](C)[C@H](OC(=O)C)[C@@H]1C)\C)cc(O)c4c3C2=O
InChI=1S/C37H47NO12/c1-‐16-‐11-‐10-‐12-‐17(2)36(46)38-‐23-‐15-‐24(40)26-‐27(32(23)44)31(43)21(6)34-‐28(26)35(45)37(8,50-‐34)48-‐14-‐13-‐25(47-‐9)18(3)33(49-‐22(7)39)20(5)30(42)19(4)29(16)41/h10-‐16,18-‐20,25,29-‐30,33,40-‐
44H,1-‐9H3,(H,38,46)/p-‐1/b11-‐10+,14-‐13+,17-‐12-‐/t16-‐,18+,19+,20+,25-‐,29-‐,30+,33+,37-‐/m0/s1

HJYYPODYNSCCOU-‐ODRIEIDWSA-‐M

ritonavir 5.7 0.628 13.5 0.644 CC(C)[C@H](NC(=O)N(C)Cc1csc(n1)C(C)C)C(=O)N[C@H](C[C@H](O)[C@H](Cc2ccccc2)NC(=O)OCc3cncs3)Cc4ccccc4
InChI=1S/C37H48N6O5S2/c1-‐24(2)33(42-‐36(46)43(5)20-‐29-‐22-‐49-‐35(40-‐29)25(3)4)34(45)39-‐28(16-‐26-‐12-‐8-‐6-‐9-‐13-‐26)18-‐32(44)31(17-‐27-‐14-‐10-‐7-‐11-‐15-‐27)41-‐37(47)48-‐21-‐30-‐19-‐38-‐23-‐50-‐30/h6-‐15,19,22-‐25,28,31-‐33,44H,16-‐
18,20-‐21H2,1-‐5H3,(H,39,45)(H,41,47)(H,42,46)/t28-‐,31-‐,32-‐,33-‐/m0/s1

NCDNCNXCDXHOMX-‐XGKFQTDJSA-‐N

salbutamol	  sulfate 97.3 0.064 91.7 0.124 CC(C)(C)[NH2+]CC(O)c1ccc(O)c(CO)c1 InChI=1S/C13H21NO3/c1-‐13(2,3)14-‐7-‐12(17)9-‐4-‐5-‐11(16)10(6-‐9)8-‐15/h4-‐6,12,14-‐17H,7-‐8H2,1-‐3H3/p+1 NDAUXUAQIAJITI-‐UHFFFAOYSA-‐O

saquinavir 8.4 0.606 14.8 0.632 CC(C)(C)NC(=O)[C@@H]1C[C@@H]2CCCC[C@@H]2CN1C[C@@H](O)[C@H](Cc3ccccc3)NC(=O)[C@H](CC(=O)N)NC(=O)c4ccc5ccccc5n4
InChI=1S/C38H50N6O5/c1-‐38(2,3)43-‐37(49)32-‐20-‐26-‐14-‐7-‐8-‐15-‐27(26)22-‐44(32)23-‐33(45)30(19-‐24-‐11-‐5-‐4-‐6-‐12-‐24)41-‐36(48)31(21-‐34(39)46)42-‐35(47)29-‐18-‐17-‐25-‐13-‐9-‐10-‐16-‐28(25)40-‐29/h4-‐6,9-‐13,16-‐18,26-‐27,30-‐33,45H,7-‐
8,14-‐15,19-‐23H2,1-‐3H3,(H2,39,46)(H,41,48)(H,42,47)(H,43,49)/t26-‐,27+,30-‐,31-‐,32-‐,33+/m0/s1

QWAXKHKRTORLEM-‐UGJKXSETSA-‐N

sotalol 90.2 0.074 90.3 0.104 CC(C)[NH2+]CC(O)c1:c:c:c(:c:c:1)NS(=O)(=O)C InChI=1S/C12H26N2O3S/c1-‐9(2)13-‐8-‐12(15)10-‐4-‐6-‐11(7-‐5-‐10)14-‐18(3,16)17/h9-‐15H,4-‐8H2,1-‐3H3/p+1/t10-‐,11-‐,12? AJOWILHUFCYPTD-‐FQVSMOOPSA-‐O

taurochenodeoxycholate 12 0.466 24.5 0.580 C[C@H](CCC(=O)NCCS(=O)(=O)[O-‐])[C@H]1CC[C@H]2[C@@H]3[C@H](O)C[C@@H]4C[C@H](O)CC[C@]4(C)[C@H]3CC[C@]12C
InChI=1S/C26H45NO6S/c1-‐16(4-‐7-‐23(30)27-‐12-‐13-‐34(31,32)33)19-‐5-‐6-‐20-‐24-‐21(9-‐11-‐26(19,20)3)25(2)10-‐8-‐18(28)14-‐17(25)15-‐22(24)29/h16-‐22,24,28-‐29H,4-‐15H2,1-‐3H3,(H,27,30)(H,31,32,33)/p-‐1/t16-‐,17+,18-‐,19-‐,20+,21-‐,22-‐
,24+,25+,26-‐/m1/s1

BHTRKEVKTKCXOH-‐IJMFSXSASA-‐M

taurocholate 44.8 0.512 62.1 0.540 CC(CCC(=O)NCCS(=O)(=O)[O-‐])C1CCC2C3C(O)CC4CC(O)CCC4(C)C3CC(O)C12C InChI=1S/C26H45NO7S/c1-‐15(4-‐7-‐23(31)27-‐10-‐11-‐35(32,33)34)18-‐5-‐6-‐19-‐24-‐20(14-‐22(30)26(18,19)3)25(2)9-‐8-‐17(28)12-‐16(25)13-‐21(24)29/h15-‐22,24,28-‐30H,4-‐14H2,1-‐3H3,(H,27,31)(H,32,33,34)/p-‐1 WBWWGRHZICKQGZ-‐UHFFFAOYSA-‐M

taurodeoxycholate 39.7 0.486 52.9 0.548 C[C@H](CCC(=O)NCCS(=O)(=O)[O-‐])[C@H]1CC[C@H]2[C@@H]3CC[C@@H]4C[C@H](O)CC[C@]4(C)[C@H]3C[C@H](O)[C@]12C
InChI=1S/C26H45NO6S/c1-‐16(4-‐9-‐24(30)27-‐12-‐13-‐34(31,32)33)20-‐7-‐8-‐21-‐19-‐6-‐5-‐17-‐14-‐18(28)10-‐11-‐25(17,2)22(19)15-‐23(29)26(20,21)3/h16-‐23,28-‐29H,4-‐15H2,1-‐3H3,(H,27,30)(H,31,32,33)/p-‐1/t16-‐,17-‐,18-‐,19+,20-‐,21+,22-‐
,23+,25+,26-‐/m1/s1

AWDRATDZQPNJFN-‐RZGBOAIJSA-‐M

tauroursodeoxycholic	  acid	  (sodium	  salt) 39.5 0.466 44.7 0.580 C[C@H](CCC(=O)NCCS(=O)(=O)[O-‐])[C@H]1CC[C@H]2[C@@H]3[C@@H](O)C[C@@H]4C[C@H](O)CC[C@]4(C)[C@H]3CC[C@]12C
InChI=1S/C26H45NO6S/c1-‐16(4-‐7-‐23(30)27-‐12-‐13-‐34(31,32)33)19-‐5-‐6-‐20-‐24-‐21(9-‐11-‐26(19,20)3)25(2)10-‐8-‐18(28)14-‐17(25)15-‐22(24)29/h16-‐22,24,28-‐29H,4-‐15H2,1-‐3H3,(H,27,30)(H,31,32,33)/p-‐1/t16-‐,17-‐,18-‐,19-‐
,20+,21+,22+,24+,25+,26-‐/m1/s1

BHTRKEVKTKCXOH-‐OYAGCFONSA-‐M

tipranavir 13.4 0.614 4.3 0.638 CCC[C@@]1(CCc2ccccc2)CC(=C([C@H](CC)c3cccc(NS(=O)(=O)c4ccc(cn4)C(F)(F)F)c3)C(=O)O1)O
InChI=1S/C31H33F3N2O5S/c1-‐3-‐16-‐30(17-‐15-‐21-‐9-‐6-‐5-‐7-‐10-‐21)19-‐26(37)28(29(38)41-‐30)25(4-‐2)22-‐11-‐8-‐12-‐24(18-‐22)36-‐42(39,40)27-‐14-‐13-‐23(20-‐35-‐27)31(32,33)34/h5-‐14,18,20,25,36-‐37H,3-‐4,15-‐17,19H2,1-‐2H3/t25-‐,30-‐
/m1/s1

SUJUHGSWHZTSEU-‐FYBSXPHGSA-‐N

ursodeoxycholic	  Acid 42.8 0.550 92.8 0.836 C[C@H](CCC(=O)[O-‐])[C@H]1CC[C@H]2[C@@H]3[C@@H](O)C[C@@H]4C[C@H](O)CC[C@]4(C)[C@H]3CC[C@]12C InChI=1S/C24H40O4/c1-‐14(4-‐7-‐21(27)28)17-‐5-‐6-‐18-‐22-‐19(9-‐11-‐24(17,18)3)23(2)10-‐8-‐16(25)12-‐15(23)13-‐20(22)26/h14-‐20,22,25-‐26H,4-‐13H2,1-‐3H3,(H,27,28)/p-‐1/t14-‐,15+,16-‐,17-‐,18+,19-‐,20+,22+,23+,24-‐/m1/s1 RUDATBOHQWOJDD-‐AHRRWOIHSA-‐M
zosuquidar 80.4 0.558 87.8 0.578 O[C@@H](COc1cccc2ncccc12)CN3CCN(CC3)C4c5ccccc5[C@H]6[C@@H](c7ccccc47)C6(F)F InChI=1S/C32H31F2N3O2/c33-‐32(34)29-‐22-‐7-‐1-‐3-‐9-‐24(22)31(25-‐10-‐4-‐2-‐8-‐23(25)30(29)32)37-‐17-‐15-‐36(16-‐18-‐37)19-‐21(38)20-‐39-‐28-‐13-‐5-‐12-‐27-‐26(28)11-‐6-‐14-‐35-‐27/h1-‐14,21,29-‐31,38H,15-‐20H2/t21-‐,29-‐,30+,31?/m1/s1 IHOVFYSQUDPMCN-‐XAKVHENESA-‐N

Complete dataset on % inhibition of sodium fluorescein (10 µM) uptake in OATP1B1 and OATP1B3-transfected CHO cells by all compounds (10 µM) used for prospective validation of the in silico model. In sillico prediction values representing correlation with activity are shown as well.
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Supplemental Table 1: Compound Descriptors. 

 

Descriptor Numeric ECFP_6 FCFP_6 

D
es

cr
ip

to
r 

P
ro

p
er

ti
es

 

Number of Atoms Circular Fingerprint  Circular Fingerprint  

Number of Bonds 
Maximal bond diameter  

6 from central atom 

Maximal bond diameter  

6 from central atom 

Number of Hydrogen Bonds 
Atoms encoded based on  

Daylight Atomic Invariants 

Atoms encoded based on  

Pharmacophoric Functional Class 

Number of Positive Atoms 
  

Number of Negative Atoms 
  

Number of Ringbonds 
  

Number of Aromatic Bonds 
  

Number of Bridgebonds 
  

Number of Rotatable Bonds 
  

Number of Rings 
  

Number of Aromatic Rings 
  

Number of Ringassemblies 
  

Number of Chains 
  

Number of Chainassemblies 
  

Number of Fragments 
  

Molecular Weight 
  

Number of Hydrogen Bond Acceptors 
  

Number of Hydrogen Bond Donors 
  



Molecular Solubility  

(logarithm of the solubility in mol/L)   

Molecular Surface Area 
  

Octanol-water Partition Coefficient  

(logarithm) 
    

ECFP: Extended-Connectivity Fingerprints; FCFP: Functional Class Fingerprints 

 

  



Supplemental Table 2: Protein Descriptors for OATP1B1 and OATP1B3. 

 

Descriptor Z-scales Z-scales binned Feature Based 
D

es
cr

ip
to

r 
P

ro
p
er

ti
es

 

Physicochemical 

property based 

Physicochemical 

property based 
Fingerprint 

Numerical Space  

reduced by PCA 

Numerical 

Space reduced 

by PCA 

Each amino acid is 

assigned unique 

identifier 

 

Numerical 

values binned 

into discrete 

classes 

 



Supplemental Table 3: Different computational models that were trained to identify the optimal model. 

Model  
Number 

Compound Descriptor Target Descriptor Machine Learning Sensitivity Specificity Matthews 
Percent Predicted  

Correct 

1 ECFP_6   ProtFP Forest 0.70 0.91 0.51 86.90% 

2 FCFP_6 
 

ProtFP Forest 0.69 0.90 0.49 86.20% 

3 ECFP_6 
 

Z-Scales Forest 0.67 0.91 0.48 86.04% 

4 FCFP_6 
 

Z-Scales Forest 0.68 0.90 0.48 86.05% 

5 ECFP_6 + Numeric ProtFP Forest 0.77 0.86 0.47 89.47% 

6 FCFP_6 + Numeric ProtFP Forest 0.79 0.86 0.47 89.67% 

7 ECFP_6 + Numeric Z-Scales Forest 0.78 0.86 0.47 89.32% 

8 FCFP_6 + Numeric Z-Scales Forest 0.78 0.86 0.47 89.21% 

9 ECFP_6 
 

ProtFP SVM 0.31 0.99 0.43 86.81% 

10 FCFP_6 
 

ProtFP SVM 0.31 0.99 0.43 84.31% 

11 ECFP_6 
 

Z-Scales SVM 0.09 0.99 0.20 81.66% 

12 FCFP_6 
 

Z-Scales SVM 0.11 0.99 0.22 80.42% 

13 ECFP_6 + Numeric ProtFP SVM 0.36 0.99 0.48 86.77% 

14 FCFP_6 + Numeric ProtFP SVM 0.34 0.98 0.45 85.82% 

15 ECFP_6 + Numeric Z-Scales SVM 0.12 0.99 0.25 82.44% 

16 FCFP_6 + Numeric Z-Scales SVM 0.10 0.99 0.21 81.81% 

17 FCFP_6 + Numeric Binned Z-Scales Binned Forest 0.75 0.85 0.43 88.50% 

18 ECFP_6 + Numeric Binned Z-Scales Binned Forest 0.76 0.76 0.37 79.21% 

The final models are indicated in bold. Model 8 and 2 represent the final 2 and 4 class model, respectively. SVM: support vector machine 

 
 



Supplemental Table 4: Physicochemical classifiers used as compound descriptors. 

Descriptor 

 Bin value 

      20 %                                    30 %                                                          30 %                                                                    20 % 

       --                -           +     ++ 

LogD  < - 0.50  ≥ -0.50 & <  3.40  ≥ 3.40 & ≤  7.50  > 7.50 

Molecular Solubility  < -9  ≥ -9 & <  -6.4  ≥ -6.4 & ≤  -4  > -4 

         

Number of Atoms  < 20  n/a  ≥ 20 & ≤  40  > 40 

Number of Hydrogens  < 16  ≥ 16 & <  24  ≥ 24 & ≤  40  > 40 

Positive Atoms  < 1  n/a  ≥ 1 & ≤  2  > 2 

Negative Atoms  < 1  n/a  ≥ 1 & ≤  2  > 2 

Hydrogen bond Acceptors  < 3  ≥ 3 & <  5  ≥ 5 & ≤  8  > 8 

Hydrogen bond Donors  < 2  2  ≥ 3 & ≤  4  > 4 

         

Molecular Weight  < 300  ≥ 300  & < 500  ≥ 500 & ≤  650  > 650 

Molecular Surface Area  < 200  ≥ 200 & < 350  ≥ 350 & ≤  550  > 550 

Polar Surface Area  < 100  ≥ 100 & < 250  ≥ 250 & ≤  500  > 500 

Molecular Volume  < 200  ≥ 200  & <400  ≥ 400 & ≤  700  > 700 

         

Number of Bonds  < 20  ≥ 20 & <  30  ≥ 30 & ≤  50  > 50 

Number of Ringbonds  < 7  ≥ 7 & <  18  ≥ 18 & ≤  32  > 32 

Number of Aromatic Bonds  < 7  ≥ 7 & <  12  ≥ 12 & ≤  18  > 18 

Number of Bridgebonds  < 1  n/a  ≥ 1 & ≤  8  > 8 

Number of Rotatable Bonds  < 5  ≥ 5 & <  7  ≥ 7 & ≤  10  > 10 

 
 
 
 
 
 

        



 

Number of Rings  < 4  4  ≥ 4 & ≤  6  > 6 

Number of Chains  < 5  ≥ 5 & <  7  ≥ 7 & ≤  11  > 11 

Number of Ring Assemblies  < 3  ≥ 3 & <  4  ≥ 4 & ≤  6  > 6 

Number of Chain Assemblies  < 3  ≥ 3 & <  4  ≥ 4 & ≤  7  > 7 

Number of Aromatic Rings   < 3  ≥ 3 & <  4  ≥ 4 & ≤  6  > 6 

The chemical descriptors were binned after their distribution in the data set was studied (see Materials sections). Because in four cases the 

distribution would lead to sparsely filled bins, only three bins were used. 



Supplemental Table 5: Protein descriptors used for model interpretation. 

Amino  
Acid 

Lipophilicity (Z1)  Size (Z2)  Polarity (Z3)  Electronegativity (Z4)  Electrophilicity (Z5) 

-- - + ++   -- - + ++   - + ++   -- - + ++   -- - + ++ 

G 1 0 0 0  1 0 0 0  0 0 1  0 1 0 0  0 1 0 0 

A 0 0 1 0  1 0 0 0  0 0 1  0 1 0 0  0 0 0 1 

C 0 0 1 0  0 1 0 0  0 0 1  0 0 1 0  1 0 0 0 

V 0 0 0 1  1 0 0 0  0 1 0  0 1 0 0  0 1 0 0 

L 0 0 0 1  0 1 0 0  0 1 0  0 1 0 0  0 0 1 0 

I 0 0 0 1  0 1 0 0  1 0 0  0 1 0 0  0 0 1 0 

M 0 0 0 1  0 1 0 0  0 0 1  0 0 0 1  0 1 0 0 

F 0 0 0 1  0 0 0 1  0 0 1  0 0 1 0  0 1 0 0 

W 0 0 0 1  0 0 0 1  0 0 1  0 0 0 1  1 0 0 0 

Y 0 0 0 1  0 0 0 1  0 0 1  0 1 0 0  1 0 0 0 

H 1 0 0 0  0 0 0 1  0 0 1  0 0 0 1  0 0 1 0 

T 0 0 1 0  1 0 0 0  0 1 0  1 0 0 0  0 1 0 0 

P 0 1 0 0  0 0 1 0  0 0 1  0 0 1 0  0 0 0 1 

S 1 0 0 0  0 1 0 0  0 0 1  1 0 0 0  0 0 1 0 

D 1 0 0 0  0 0 1 0  0 0 1  1 0 0 0  0 0 1 0 

N 1 0 0 0  0 0 1 0  0 0 1  0 1 0 0  0 0 0 1 

E 1 0 0 0  0 0 1 0  0 1 0  1 0 0 0  0 1 0 0 

Q 0 0 1 0  0 0 1 0  0 1 0  1 0 0 0  0 0 1 0 

K 1 0 0 0  0 0 1 0  1 0 0  0 0 1 0  0 0 1 0 

R 1 0 0 0  0 0 0 1  1 0 0  0 0 0 1  0 1 0 0 

Average 0.40 0.05 0.20 0.35   0.20 0.25 0.30 0.25   0.15 0.25 0.60   0.25 0.35 0.20 0.20   0.15 0.35 0.35 0.15 

 
The score on the scales is given as – (very low), - (low), + (high) or ++ (very high). For the 3rd scale only 3 classes were used. Also note 

that scale 1 has been reversed to make it more intuitive (++ is now large instead of the other way around).    



 
Supplemental Table 6: Important features found in the 2-class model. 

Descriptor  
Binvalue 

 
Low   Medium-Low   Medium-High / Medium   High 

         
LogD 

 
< - 0.50 

 
>= -0.50 & <  3.40 

 
>= 3.40 & =<  7.50 

 
> 7.50 

Molecular Solubility 
 

< -9 
 

>= -9 & <  -6.4 
 

>= -6.4 & =<  -4 
 

> -4 

         
Number of Atoms 

 
< 20 

   
>= 20 & =<  40 

 
> 40 

Number of Hydrogens 
 

< 16 
 

>= 16 & <  24 
 

>= 24 & =<  40 
 

> 40 

Positive Atoms 
 

< 1 
   

>= 1 & =<  2 
  

Negative Atoms 
 

< 1 
   

>= 1 & =<  2 
 

> 2 

Hydrogenbond Acceptors 
 

< 3 
 

>= 3 & <  5 
 

>= 5 & =<  8 
 

> 8 

Hydrogenbond Donors 
 

< 2 
 

2 
 

>= 3 & =<  4 
 

> 4 

         
Molecular Weight 

 
< 300 

 
>= 300  & < 500 

 
>= 500 & =<  650 

 
> 650 

Molecular Surface Area 
 

< 200 
 

>= 200 & < 350 
 

>= 350 & =<  550 
 

> 550 

Polar Surface Area 
 

< 100 
 

>= 100 & < 250 
 

>= 250 & =<  500 
  

Molecular Volume 
 

< 200 
 

>= 200  & <400 
 

>= 400 & =<  700 
 

> 700 

         
Number of Bonds 

 
< 20 

 
>= 20 & <  30 

 
>= 30 & =<  50 

  
Number of Ringbonds 

 
< 7 

 
>= 7 & <  18 

 
>= 18 & =<  32 

 
> 32 

Number of Aromatic Bonds 
 

< 7 
 

>= 7 & <  12 
   

> 18 

Number of Bridgebonds 
 

< 1 
     

> 8 

Number of Rotatable Bonds 
        

         
Number of Rings 

 
< 4 

 
4 

 
>= 4 & =<  6 

 
> 6 

Number of Chains 
   

>= 5 & <  7 
 

>= 7 & =<  11 
 

> 11 

Number of Ring Assemblies 
   

>= 3 & <  4 
 

>= 4 & =<  6 
  

Number of Chain Assemblies 
 

< 3 
 

>= 3 & <  4 
 

>= 4 & =<  7 
 

> 7 



Number of Aromatic Rings   < 3   >= 3 & <  4   >= 4 & =<  6     

Only the bins that were determined to be important are shown. A green cell indicates that a descriptor value is positively correlated with 
activity (e.g. compounds that meet this descriptor are more often active). A red cell indicates that a descriptor is negatively correlated with 
activity (e.g. compounds that meet this descriptor are more often inactive).



Supplemental Table 7: Important residues for selectivity between 1B1 and 1B3 according to the 4-class model. 

 

Descriptor 
Importance 

Accuracy 

Importance 

Gini 

Active_1B1 

correlation 

Active_1B3 

correlation 

Inactive_1B1 

correlation 

Inactive_1B3 

correlation 

1B1 

 

1B3 

28_Electrophilicity_Medium_Low 0.02 5.24 0.24 -0.19 0.90 -0.93 V380 I380 

33_Electronegativity_Low 0.02 5.24 -0.24 0.19 -0.90 0.93 I385 T385 

33_Lipophilicity_High 0.02 5.24 0.24 -0.19 0.90 -0.93 I385 T385 

43_Electronegativity_Medium_high 0.02 5.24 -0.24 0.19 -0.90 0.93 Y395 F395 

47_Electronegativity_Low 0.02 5.24 -0.24 0.19 -0.90 0.93 N403 S403 

59_Electrophilicity_Medium_High 0.02 5.24 -0.24 0.19 -0.90 0.93 A415 S415 

59_Size_Medium_small 0.02 5.24 -0.24 0.19 -0.90 0.93 A415 S415 

60_Polarity_Medium_low 0.02 10.48 0.24 -0.19 0.90 -0.93 V416 M416 

60_Electronegativity_Medium_low 0.02 5.24 0.24 -0.19 0.90 -0.93 V416 M416 

60_Size_Medium_small 0.02 5.24 -0.24 0.19 -0.90 0.93 V416 M416 

61_Electronegativity_Medium_low 0.02 5.24 -0.24 0.19 -0.90 0.93 M417 I417 

63_Electrophilicity_Medium_High 0.02 5.24 0.24 -0.19 0.90 -0.93 L419 F419 

64_Polarity_High 0.02 5.24 0.24 -0.19 0.90 -0.93 S420 L420 

66_Polarity_Medium_low 0.02 5.24 -0.24 0.19 -0.90 0.93 Y422 Q422 

66_Size_Large 0.02 5.24 0.24 -0.19 0.90 -0.93 Y422 Q422 

68_Electronegativity_Medium_high 0.02 5.24 -0.24 0.19 -0.90 0.93 Y535 F535 

69_Size_Medium_small 0.02 5.24 -0.24 0.19 -0.90 0.93 F536 I436 

75_Electronegativity_Medium_high 0.02 5.24 0.24 -0.19 0.90 -0.93 L543 I543 

77_Lipophilicity_Low 0.02 5.24 -0.24 0.19 -0.90 0.93 L545 S545 

78_Polarity_Medium_low 0.02 5.24 -0.24 0.19 -0.90 0.93 F546 L546 

81_Electrophilicity_Medium_Low 0.02 5.24 0.24 -0.19 0.90 -0.93 V556 I556 

82_Electronegativity_Medium_high 0.02 5.24 -0.24 0.19 -0.90 0.93 M557 L557 

84_Lipophilicity_Medium_high 0.02 5.24 -0.24 0.19 -0.90 0.93 I559 T559 

84_Electrophilicity_Medium_Low 0.02 5.24 -0.24 0.19 -0.90 0.93 I559 T559 



Important residues for selectivity between OATP1B1 and OATP1B3 according to the 4 class model (model 18 in Table 1). The importance of the 

residue was evaluated by both accuracy and gini. Next, the correlation with one of the 4 classes is shown and  final columns show which of the 

two residues (1B1 or 1B3 counterpart) is important for activity in bold.  

 

 



 
Supplemental Figure 1: Protein similarity for the four proteins using the Z-scales 

descriptor. 

  



 
Supplemental Figure 2: Receiver operating characteristic (ROC) curves of the 

finally selected computational models. (A) Panel A represents the plot for the 2-

class model with a ROC score of 0.86. (B) Panel B shows the plot for the 4-class 

model with a ROC score of 0.94. 



 
 
Supplemental Figure 3: Schematic overview of the protocol used for proteochemometric modeling within Pipeline Pilot 8.5 (Accelrys 

Software Inc, San Diego, CA) software.



Supplemental information Alignment 1: 
 
CLUSTAL 2.1 multiple sequence alignment 

 

Q9Y6L6 ---------------------MDQNQHLNKTAEAQPSENKKTRYCNGLKMFLAALSLSFI 39 

Q9NPD5 ---------------------MDQHQHLNKTAESASSEKKKTRRCNGFKMFLAALSFSYI 39 

P46721 ---------------------------MGETEKR--IETHRIRCLSKLKMFLLAITCAFV 31 

O94956 MGPRIGPAGEVPQVPDKETKATMGTENTPGGKASPDPQDVRPSVFHNIKLFVLCHSLLQL 60 

                                            :  :      :*:*: . :   : 

Descr.            1. 

 

Q9Y6L6 AKTLGAIIMKSSIIHIERRFEISSSLVGFIDGSFEIGNLLVIVFVSYFGSKLHRPKLIGI 99 

Q9NPD5 AKALGGIIMKISITQIERRFDISSSLAGLIDGSFEIGNLLVIVFVSYFGSKLHRPKLIGI 99 

P46721 SKTLSGSYMNSMLTQIERQFNIPTSLVGFINGSFEIGNLLLIIFVSYFGTKLHRPIMIGI 91 

O94956 AQLMISGYLKSSISTVEKRFGLSSQTSGLLASFNEVGNTALIVFVSYFGSRVHRPRMIGY 120 

       :: : .  ::  :  :*::* :.:.  *:: .  *:**  :*:******:::*** :**  

Descr. ....7            

 

 

Q9Y6L6 GCFIMGIGGVLTALPHFFMGYYRYSKETNINSSENSTSTLSTCLINQILSLNRASPEIVG 159 

Q9NPD5 GCLLMGTGSILTSLPHFFMGYYRYSKETHINPSENSTSSLSTCLINQTLSFNGTSPEIVE 159 

P46721 GCVVMGLGCFLKSLPHFLMNQYEY--ESTVSVSGNLSSNSFLCMENGTQILR---PTQDP 146 

O94956 GAILVALAGLLMTLPHFISEPYRYDNTSPEDMPQDFKASLCLPTTSAPASAP---SNGNC 177 

       *..::. . .* :****:   *.*   :  . . : .:.      .         .    

Descr.             

 

 

Q9Y6L6 KGCLKESGSYMWIYVFMGNMLRGIGETPIVPLGLSYIDDFAKEGHSSLYLGILNAIAMIG 219 

Q9NPD5 KDCVKESGSHMWIYVFMGNMLRGIGETPIVPLGISYIDDFAKEGHSSLYLGSLNAIGMIG 219 

P46721 SECTKEVKSLMWVYVLVGNIVRGMGETPILPLGISYIEDFAKFENSPLYIGLVETGAIIG 206 

O94956 SSYTETQHLSVVGIMFVAQTLLGVGGVPIQPFGISYIDDFAHNSNSPLYLGILFAVTMMG 237 

       .   :     :   :::.: : *:* .** *:*:***:***:  :*.**:* : :  ::* 

Descr.                   8.....14                

 

 

Q9Y6L6 PIIGFTLGSLFSKMYVDIGYVDLSTIRITPTDSRWVGAWWLNFLVSGLFSIISSIPFFFL 279 

Q9NPD5 PVIGFALGSLFAKMYVDIGYVDLSTIRITPKDSRWVGAWWLGFLVSGLFSIISSIPFFFL 279 

P46721 PLIGLLLASFCANVYVDTGFVNTDDLIITPTDTRWVGAWWFGFLICAGVNVLTAIPFFFL 266 

O94956 PGLAFGLGSLMLRLYVDINQMPEGGISLTIKDPRWVGAWWLGFLIAAGAVALAAIPYFFF 297 

       * :.: *.*:  .:*** . :  . : :* .*.*******:.**:..    :::**:**: 

Descr.  

 

 

Q9Y6L6 PQTPNKPQKERKASLSLHVLETNDEKDQTANLTNQGKN-----------------ITKNV 322 

Q9NPD5 PKNPNKPQKERKISLSLHVLKTNDDRNQTANLTNQGKN-----------------VTKNV 322 

P46721 PNTLPKEGLET----NADIIKNENEDKQKEEVKKEKYG-----------------ITK-- 303 

O94956 PKEMPKEKRELQFRRKVLAVTDSPARKGKDSPSKQSPGESTKKQDGLVQIAPNLTVIQFI 357 

       *:   *   *     .   :  .   . . . .::  .                 : :   

Descr.             

 

 

Q9Y6L6 TGFFQSFKSILTNPLYVMFVLLTLLQVSSYIGAFTYVFKYVEQQYGQPSSKANILLGVIT 382 

Q9NPD5 TGFFQSLKSILTNPLYVIFLLLTLLQVSSFIGSFTYVFKYMEQQYGQSASHANFLLGIIT 382 

P46721 -DFLPFMKSLSCNPIYMLFILVSVIQFNAFVNMISFMPKYLEQQYGISSSDAIFLMGIYN 362 

O94956 KVFPRVLLQTLRHPIFLLVVLSQVCLSSMAAGMAIFLPKFLERQFSITASYANLLIGCLS 417 

         *   : .   :*::::.:*  :   .   .   :: *::*:*:. .:* * :*:*  . 

Descr.                                   15.....21       22......30            

 

 

  



Q9Y6L6 IPIFASGMFLGGYIIKKFKLNTVGIAKFSCFTAVMSLSFYLLYFFILCENKSVAGLTMTY 442 

Q9NPD5 IPTVATGMFLGGFIIKKFKLSLVGIAKFSFLTSMISFLFQLLYFPLICESKSVAGLTLTY 442 

P46721 LPPICIGYIIGGLIMKKFKITVKQAAHIGCWLSLLEYLLYFLSFLMTCENSSVVGINTSY 422 

O94956 FPSVIVGIVVGGVLVKRLHLGPVGCGALCLLGMLLCLFFSLPLFFIGCSSHQIAGITHQT 477 

       :* .  * .:** ::*::::     . :     ::   : :  * : *.. .:.*:.    

Descr. 31............45   46..................66            

 

 

Q9Y6L6 DGNNPVTSHRDVPLSYCNSDCNCDESQWEPVCG-NNGITYISPCLAGCK----SSSGNKK 497 

Q9NPD5 DGNNSVASHVDVPLSYCNSECNCDESQWEPVCG-NNGITYLSPCLAGCK----SSSGIKK 497 

P46721 EGIPQDLYVENDIFADCNVDCNCPSKIWDPVCG-NNGLSYLSACLAGCE----TSIGTGI 477 

O94956 SAHP-----GLELSPSCMEACSCPLDGFNPVCDPSTRVEYITPCHAGCSSWVVQDALDNS 532 

       ..            . *   *.*  . ::***. .. : *::.* ***.     .      

Descr.  

 

 

Q9Y6L6 PIVFYNCSCLEVTGLQNRNYSAHLGECPRDDACTRKFYFFVAIQVLNLFFSALGGTSHVM 557 

Q9NPD5 HTVFYNCSCVEVTGLQNRNYSAHLGECPRDNTCTRKFFIYVAIQVINSLFSATGGTTFIL 557 

P46721 NMVFQNCSCIQTSG----NSSAVLGLCDKGPDCSLMLQYFLILSAMSSFIYSLAAIPGYM 533 

O94956 QVFYTNCSCVVEGN------PVLAGSCDS--TCSHLVVPFLLLVSLGSALACLTHTPSFM 584 

         .: ****:   .      ..  * *     *:  .  :: :  :.  : .    .  : 

Descr.                                    67....73 74.....80    81.            

 

 

Q9Y6L6 LIVKIVQPELKSLALGFHSMVIRALGGILAPIYFGALIDTTCIKWSTNNCGTRGSCRTYN 617 

Q9NPD5 LTVKIVQPELKALAMGFQSMVIRTLGGILAPIYFGALIDKTCMKWSTNSCGAQGACRIYN 617 

P46721 VLLRCMKSEEKSLGVGLHTFCTRVFAGIPAPIYFGALMDSTCLHWGTLKCGESGACRIYD 593 

O94956 LILRGVKKEDKTLAVGIQFMFLRILAWMPSPVIHGSAIDTTCVHWALS-CGRRAVCRYYN 643 

       : :: :: * *:*.:*:: :  * :. : :*: .*: :*.**::*.   **  . ** *: 

Descr. 83..87             88....94   

 

 

Q9Y6L6 STSFSRVYLGLSSMLRVSSLVLYIILIYAMKKKYQEKDINASEN-GSVMDEANLESLNKN 676 

Q9NPD5 SVFFGRVYLGLSIALRFPALVLYIVFIFAMKKKFQGKDTKASDNERKVMDEANLEFLNNG 677 

P46721 STTFRYIYLGLPAALRGSSFVPALIILILLRKCHLPGENASSGTELIETKVKGKENECKD 653 

O94956 NDLLRNRFIGLQFFFKTGSVICFALVLAVLRQQDKEARTKESRSSPAVEQQLLVSGPGKK 703 

       .  :   ::**   ::  :.:   :.:  :::         * .     .    .   :  

Descr.  

 

Q9Y6L6 KHFVPSAGADSETHC---------- 691 

Q9NPD5 EHFVPSAGTDSKTCNLDMQDNAAAN 702 

P46721 IYQKSTVLKDDELKTKL-------- 670 

O94956 -------PEDSRV------------ 709 

                *..              

Descr.  

 

Multiple sequence alignment used to define the protein descriptor. The highlighted 

residues make up the final residue selection. Aligned proteins are OATP 1B1 

(Q9Y6L6), OATP 1B3 (Q9NPD5), OATP 1A2 (P46721), and OATP 2B1 (O94956). 

Shown in yellow are residues known to be important, the flanking residues were also 

incorporated.  
 

 



<?xml version="1.0" encoding="UTF-8"?>
<sci:data xmlns:sci="http://www.SciTegic.com/" object="SciTegic.Protocol.1" format="8.0.0">

<sci:dbitem>
<sci:component name="Published_protocol" version="2">

<sci:arg name="Tempfiles" type="StringType" required="false" visibility="visible" multi="false" uimpl="true">
<sci:help>&lt;p&gt;A comma delimited list of global properties, each of which will automatically hold the name of a file in the 

job&apos;s temporary folder, whose name is guaranteed to be unique.&lt;/p&gt;

&lt;p&gt;For each global name, an additional global is created (with the suffix &lt;i&gt;_Filename&lt;/i&gt;) that hold just the leaf file name of the temporary file.&lt;/p&gt;</sci:help>
</sci:arg>
<sci:arg name="Protocol Form" type="ProtocolType" required="false" visibility="visible" multi="false" uimpl="true">

<sci:help>&lt;p&gt;The path to a protocol that will render an HTML user interface for this protocol.  This optional parameter is used 
by Web Port to provide a custom user interface for a protocol.&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Run On Grid" type="BoolType" required="false" visibility="visible" multi="false" uimpl="true">

<sci:help>The Run On Grid parameter tells the server to run the protocol on the grid engine if SES is configured to run with grid 
integration.</sci:help>

<sci:member>Queue Name</sci:member>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="Queue Name" type="StringType" required="false" visibility="visible" multi="false" legalvalsenforced="false" uimpl="true">

<sci:help>The Queue Name allows you to specify the name of the queue on the grid engine to submit the job to. Leave blank to specify 
the default queue.</sci:help>

<sci:enabledscript>parameter(&apos;Run On Grid&apos;);</sci:enabledscript>
</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval>ComponentTakesInput</sci:legalval>
<sci:legalval>ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Reporting" type="GroupType" required="false" visibility="visible" multi="false" expanded="true" uimpl="true">

<sci:help>This group contains parameters specific to protocols containing Reporting components.</sci:help>
<sci:member>Reporting Stylesheet</sci:member>

</sci:arg>
<sci:arg name="Reporting Stylesheet" type="StylesheetType" required="false" visibility="visible" multi="false" expanded="true" uimpl="true">

<sci:help>Specifies the name of a Stylesheet to be used by this protocol if any of the Reporting components have a Style selected in 
the &lt;i&gt;Format&lt;/i&gt; and &lt;i&gt;Position&lt;/i&gt; parameters.</sci:help>

<sci:value>{D1AB276B-381E-4b8e-9244-37D49F7C11BF}</sci:value>
</sci:arg>
<sci:arg name="WebExports" type="StringType" required="false" visibility="nevershow" multi="false" uimpl="true">

<sci:help>&lt;p&gt;A comma delimited list of global properties which will be automatically 
exported if this protocol is published as a web service.&lt;/p&gt;

&lt;p&gt;Each global property in the list is created with an empty value at the start of the protocol run.&lt;/p&gt;</sci:help>
</sci:arg>
<sci:arg name="Keep Alive" type="BoolType" required="false" visibility="nevershow" multi="false" uimpl="true">

<sci:help>&lt;p&gt;Specifies if the process where this protocol is run should stay around for later use.&lt;/p&gt;</sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>

Pieter Annaert
Supplemental methods file for: "Structure-based identification of OATP1B1/3 inhibitors", Tom De Bruyn, Gerard J.P. Van Westen, Adriaan P. IJzerman, Bruno Stieger, Peter de Witte, Patrick F. Augustijns and Pieter P. Annaert in Molecular Pharmacology.
This suppelmental file contains the final Pipeline Pilot protocol for in silico identification of OATP1B1/3 inhibitors. 


Pieter Annaert




<sci:value>gerard</sci:value>
</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Oct 03 16:02:22 2011</sci:value>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>8.5.0.200</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Published_protocol</sci:value>
</sci:arg>
<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol AutoLayout</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>PROTOCOLNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>Component Revision</sci:help>
<sci:value>790</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{C54546EB-51D8-462F-9BC5-EEB52C77F53B}</sci:value>
</sci:arg>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>By Ref</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Published_protocol</sci:value>
<sci:value>This is your help window for working with components and protocols in Pipeline Pilot.

&lt;BR&gt;&lt;BR&gt;
This window can display help about the protocol itself. You are currently viewing the default help text for a protocol. When you design and save a protocol, it is recommended that you change 
this text to specifically describe the protocol you have designed.
&lt;BR&gt;&lt;BR&gt;
This window also displays help text for individual components and their parameters. To see help for a component, select an item from the Components tab or from within the protocol workspace. To 
see help about a parameter of a component, select one from the Parameter tab.
&lt;BR&gt;&lt;BR&gt;
For more information, go to &lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/getstart/getstart_intro.htm&apos;)&quot;&gt;Getting Started with Pipeline Pilot&lt;/a&gt;.</sci:value>

<sci:value>None</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ProtocolScale2" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Scale</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Sticky Notes</sci:help>
<sci:value>%VERSION 3%</sci:value>
<sci:value>962 -95 1896 529</sci:value>
<sci:value>255 255 0</sci:value>
<sci:value>This protocol reads compound structures form either .sdf or .mol files. The read structures are standardized and compound 

descriptors are calculated. Subsequently a precalculated protein descriptor is added from file and predictions are made using the Forest model. 

- Set pipeline 1 (Protein descriptor reader) to read &quot;fingerprint_z_scales.sdf&quot; .



- Set pipeline 2 (Molecule structures reader) to read both &apos;darunavir.mol&apos; and &apos;rifampicin.mol&apos;.

Note: Due to different behaviour of the forest component, in some PP versions &quot;Rename Descriptors (required for Forest component) &quot; is required where it should be turned off in 
others!</sci:value>

</sci:arg>
<sci:arg name="Protocol Options" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Options</sci:help>
<sci:legalval>Owner Access Only</sci:legalval>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>-1</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>50 -50</sci:value>
</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>gerard\Tom de Bruyn\Published Protocl\Published_protocol</sci:value>
</sci:arg>
<sci:arg name="OriginalPackage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>OriginalPackage</sci:help>
<sci:value>scitegic/coreutils</sci:value>

</sci:arg>
</sci:component>
<sci:protocol>

<sci:data object="SciTegic.MDLSDReader.1">
<sci:component name="SD Reader" version="2">

<sci:arg name="Source" type="URLType" required="true" visibility="visible" multi="false" expanded="true">
<sci:help>The file or URL source to read</sci:help>
<sci:member>Maximum</sci:member>
<sci:member>SourceTag</sci:member>
<sci:member>Keep Properties</sci:member>

</sci:arg>
<sci:arg name="Maximum" type="LongType" required="false" visibility="visible" multi="false">

<sci:help>The maximum number of data records to read (all if value is empty)</sci:help>
</sci:arg>
<sci:arg name="SourceTag" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;The type of tag to create to identify the source of data records. A property called 
&lt;b&gt;SourceTag&lt;/b&gt; is created and holds the value indicated.&lt;/p&gt;&lt;ul&gt;&lt;li&gt;&lt;b&gt;None&lt;/b&gt;: 
No SourceTag property is created and any existing ones are removed.&lt;/li&gt;&lt;li&gt;&lt;b&gt;Filename&lt;/b&gt;: 
The name of the file read.&lt;/li&gt;&lt;li&gt;&lt;b&gt;FilenameAndExtension&lt;/b&gt;: The name of the 
file read with its file extension.&lt;/li&gt;&lt;li&gt;&lt;b&gt;FullFilename&lt;/b&gt;: The name of the 
file read, including the directory path.&lt;/li&gt;&lt;li&gt;&lt;b&gt;ZipFilename&lt;/b&gt;: When reading 
a compressed zip file, the filename within the compressed archive.&lt;/li&gt;&lt;li&gt;&lt;b&gt;Number&lt;/b&gt;: 
When multiple files are read in this component, they are numbered 1,2,3...&lt;/li&gt;&lt;li&gt;&lt;b&gt;Letter&lt;/b&gt;: 
When multiple files are read in this component, they are lettered A, B, C...&lt;/li&gt;&lt;li&gt;&lt;b&gt;KeepCurrent&lt;/b&gt;: 
Keeps the current value of SourceTag.&lt;/li&gt;&lt;/ul&gt;</sci:help>

<sci:legalval selected="true">None</sci:legalval>
<sci:legalval>Filename</sci:legalval>
<sci:legalval>FilenameAndExtension</sci:legalval>
<sci:legalval>FullFilename</sci:legalval>
<sci:legalval>ZipFilename</sci:legalval>
<sci:legalval>Number</sci:legalval>
<sci:legalval>Letter</sci:legalval>
<sci:legalval>KeepCurrent</sci:legalval>

</sci:arg>
<sci:arg name="Keep Properties" type="PropertyPreviewType" required="false" visibility="visible" multi="false">

<sci:help>A list of properties the reader should retain for each data record that is output. If a value 
is not defined, retains all properties. If the parameter contains the value &quot;-&quot; (minus sign), properties are not retained.</sci:help>

</sci:arg>
<sci:arg name="Additional Options" type="GroupType" required="false" visibility="visible" multi="false">



<sci:help>Contains less commonly used parameters</sci:help>
<sci:member>ReadProperties</sci:member>
<sci:member>PutNameInProperty</sci:member>
<sci:member>ReadQueryInfo</sci:member>
<sci:member>PerceiveChemistryNodesFromSGroups</sci:member>
<sci:member>PutCommentInProperty</sci:member>
<sci:member>SD Format Options</sci:member>
<sci:member>Global Templates</sci:member>

</sci:arg>
<sci:arg name="SD Format Options" type="StringType" required="false" visibility="visible" multi="true">

<sci:help>&lt;p&gt;Options available for the SD Reader:&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;Properties Can Contain $$$$:&lt;/b&gt;  By the MDL CTFile standard, a property can contain a &apos;$$$$&apos;-line.  
Properties or data field values are terminated by a blank line.  Only then will the &apos;$$$$&apos;-line 
terminate the full data block.  Setting this option off will terminate the data block upon any read of 
a &apos;$$$$&apos;-line.  This option is available to provide compatibility with some 3rd Party SD files.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;One-space Lines Terminate Properties:&lt;/b&gt;  By the MDL CTFile standard, properties or data fields values are 
terminated by a blank line. Selecting this option will terminate the data block when encountering a line 
containing a space as the only character in the line.  This option is available to provide compatibility 
with some 3rd Party SD files.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Unwrap Long Property Lines:&lt;/b&gt;  By the MDL CTFile standard, lines in property fields cannot exceed 200 characters.  When this option is selected and a property line of 
exactly 200 characters is found, the newline character will be ignored and property string will continue on the next line.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Read Unknown Stereo Parity:&lt;/b&gt;  When selected, the SD Reader will use the &apos;Atom Parity&apos; value (parity of 
&apos;3&apos;) to mark unknown stereo centers in 3D mol files.  This will leave these atoms marked as 
&apos;unknown stereo&apos; and will not calculate the stereo from the coordinates.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Process Complex Data Header Lines:&lt;/b&gt; Data header lines are the lines in the MDL SD format that precede the actual data. They can contain the data field name (enclosed 
in angular brackets &lt;&gt;), the data field number (as DTn), the external registry number (enclosed in parentheses), and other optional information. When this parameter is set to False, only 
the data field name is parsed and used to set the corresponding property name. All the other information in the line is ignored. When the parameter is set to true, all the information is 
parsed. The property name is set from either the field name in &lt;&gt; or the DTn. If both are present the field name takes priority and the DTn number is saved as an additional property named 
&lt;b&gt;FieldName#DTn&lt;/b&gt;. The external registry number is saved as &lt;b&gt;FieldName#ExtRegNum&lt;/b&gt; and any other information is saved as 
&lt;b&gt;FieldName#OtherDataFieldInfo&lt;/b&gt;. When the molecules are written to an SD file, the data header lines are reconstructed from these properties. The default state of this parameter 
is False, as parsing, preserving, and eventually writing all the information in the data header lines can be costly, specially for SD files with many data fields.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Convert From H2 And H+ Atom Types:&lt;/b&gt; &apos;H2&apos; and &apos;H+&apos; are two non-standard element types that can be assigned to atoms by the MDL sketchers. They 
represent unattached Hydrogen (a Hydrogen molecule) and charged Hydrogen (a proton), respectively. When this parameter is selected, these atom types are converted to standard hydrogen atoms 
upon reading, with charges of 0 for H2 and +1 for H+. Otherwise, these atoms are read and perceived as unknown atom types, with &apos;H2&apos; and &apos;H+&apos; as the atom labels.&lt;/li&gt; 
&lt;/ul&gt;</sci:help>

<sci:legalval selected="true">Properties Can Contain $$$$</sci:legalval>
<sci:legalval>One-space Lines Terminate Properties</sci:legalval>
<sci:legalval selected="true">Unwrap Long Property Lines</sci:legalval>
<sci:legalval>Read Unknown Stereo Parity</sci:legalval>
<sci:legalval>Process Complex Data Header Lines</sci:legalval>
<sci:legalval selected="true">Convert From H2 And H+ Atom Types</sci:legalval>

</sci:arg>
<sci:arg name="ReadProperties" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>Select True to read the properties for each molecule (in addition to the structures)</sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="ReadQueryInfo" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>If properties starting with &quot;QueryInfo&quot; are present, use them to set up query 
information on the atoms and bonds. (This is how, for example, SMARTS query information can be preserved when writing to an MDL SD format file.) For molecules saved in MDL format, this 
information only contains information that cannot be written out in MDL SD format.</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="PerceiveChemistryNodesFromSGroups" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>If SGroups are present in the input data, the SGroups are scanned for groups that signify that 
the input data could be represented as a Chemistry Node.  Examples of these groups are MIX, FOR, COP and MON for mixtures, formulations, copolymers and monomers, respectively.</sci:help>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="PutNameInProperty" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>What to call the property that holds the name of each molecule</sci:help>
<sci:value>Name</sci:value>

</sci:arg>



<sci:arg name="PutCommentInProperty" type="StringType" required="false" visibility="visible" multi="false" 
expanded="true">

<sci:help>What to call the property that holds the comment associated with each molecule</sci:help>
</sci:arg>
<sci:arg name="Global Templates" type="URLType" required="false" visibility="visible" multi="false">

<sci:help>V3000 SD or MOL files containing template definitions for amino acid, nucleic acid or other 
residues or monomers. These templates can then be refered to by molecules read by the SD reader.&lt;p&gt;
The default template file included in the Chemistry collection, &lt;i&gt;data\Direct\Direct_templates.mol&lt;/i&gt; contains definitions for 22 amino acids and 8 DNA and RNA templates.</
sci:help>

<sci:value>data\Direct\Direct_templates.mol</sci:value>
</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval>ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="AllowUnknownDoubleBondsFromCoordinates" type="BoolType" required="false" visibility="nevershow" 

multi="false">
<sci:help>According to the MDL CTfile specifications, the cis/trans character of double bonds with bond 

stereo set to zero is determined from the coordinates. This parameter controls whether or not to assign unknown bond stereo to double bonds for which the stereo could not be determined from the 
coordinates, either because there are no coordinates or because of colinearity issues.  When the parameter is set to False and the stereo could not be determined, no specific stereo 
configuration is assigned to the double bond, but it is not marked as unknown stereo.</sci:help>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Wed Sep 08 16:06:50 2010</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Protein Descriptor Reader</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>DOCUMENTNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{CA65B896-4FE6-4E3A-B884-DC16B53B8D26}</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>SD Reader</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>90 -95</sci:value>
</sci:arg>



<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">
<sci:value>100</sci:value>
<sci:value>Reads MDL MOL (molecule CTAB) files and MDL SD (structured data) files</sci:value>
<sci:value>&lt;p&gt;Creates a molecular data record for each molecule represented in the 

&lt;i&gt;Source&lt;/i&gt; 
data file.  All properties contained in the file are read into the data records.&lt;/p&gt;&lt;p&gt;&lt;b&gt;Note:&lt;/b&gt;&lt;p&gt;&lt;ul&gt;&lt;li&gt;This 
component can also read zipped (.zip) and URL-based files.&lt;/li&gt;&lt;/ul&gt;&lt;p&gt;&lt;b&gt;See 
Also:&lt;/b&gt;&lt;p&gt;&lt;ul&gt;&lt;li&gt;To write files in MDL MOL or SD format, use the &lt;a href=&quot;javascript:DoLink(&apos;{DC8EE7B0-0620-42FE-944C-B4CD1E79480E}&apos;)&quot;&gt;SD 
Writer&lt;/a&gt;.&lt;/li&gt;&lt;li&gt;To convert a molecule to and from between text properties in CTAB 
format, use &lt;a href=&quot;javascript:DoLink(&apos;{E622FBD9-9FA9-451A-A102-1800B5F28B6D}&apos;)&quot;&gt;Molecule 
to CTAB&lt;/a&gt; and &lt;a href=&quot;javascript:DoLink(&apos;{7D354B65-DDD8-4EA4-83A7-21501A8A6852}&apos;)&quot;&gt;Molecule 
from CTAB&lt;/a&gt;.&lt;/li&gt;&lt;li&gt;Other related MDL format file readers include &lt;a href=&quot;javascript:DoLink(&apos;{169AB4E5-A470-477B-AA65-50464411036C}&apos;)&quot;&gt;RG 
Reader&lt;/a&gt;, &lt;a href=&quot;javascript:DoLink(&apos;{036731AA-0015-4606-9750-7D9D020F21C8}&apos;)&quot;&gt;RXN 
Reader&lt;/a&gt; and &lt;a href=&quot;javascript:DoLink(&apos;{55431CCB-06EA-4741-B95B-633C877E3E9B}&apos;)&quot;&gt;RD 
Reader&lt;/a&gt;.&lt;/li&gt; &lt;/ul&gt;</sci:value>

<sci:value>None</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Data fields in the SD file will be added to the property fields</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>7.5.2.300</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>26</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Chemistry\Data Access and Manipulation\Readers\SD Reader</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="Remove Properties" version="2">
<sci:arg name="PropertyList" type="TextType" required="true" visibility="visible" multi="false">

<sci:help>The names of properties to remove from each data record entering the component</sci:help>
<sci:value>Amino_acid_sequence, Amino_acid_number</sci:value>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>Remove</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>



<sci:value>scitegic/generic</sci:value>
</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Jan 07 13:23:27 2008</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Remove Properties</sci:value>
</sci:arg>
<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol AutoLayout</sci:help>
<sci:value>true</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>EXPRESSIONNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>Component Revision</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>SubProtocol</sci:value>

</sci:arg>
<sci:arg name="ProtocolScale" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Scale</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>378 -95</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{C2ED35FF-5397-4877-AADB-10F1A15D60E2}</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Removes the specified properties</sci:value>
<sci:value>For each data record that enters the component, the properties specified by 

&lt;i&gt;PropertyList&lt;/i&gt; are removed from the  record. To specify more than one property to be removed, use a comma separated list.

&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;p&gt;To keep only a few properties from a long list, it may be more efficient to instead use &lt;a href=&quot;javascript:DoLink(&apos;{456195EF-9708-4367-B3DD-21EBF3796604}
&apos;)&quot;&gt;Keep Properties&lt;/a&gt;.&lt;/p&gt;</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value>Data records with the specified properties removed</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>7.0.0.31</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>By Ref</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Sticky Notes</sci:help>



</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>27</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Manipulators\Remove Properties</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.DataCacheIO.1">

<sci:component name="Cache Writer" version="2">
<sci:arg name="CacheID" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>The name of the cache to write, for example: A, 1234 or MyCache.  To create a temporary cacheID 
use the &lt;a href=&quot;javascript:DoLink(&apos;{B91EE521-C028-46BE-89A4-51CDE9877589}&apos;)&quot;&gt;Create Temporary CacheIDs&lt;/a&gt; component.
</sci:help>

<sci:member>Maximum</sci:member>
<sci:member>Append</sci:member>
<sci:member>Scope</sci:member>
<sci:value>Protein_descriptor</sci:value>

</sci:arg>
<sci:arg name="Maximum" type="LongType" required="false" visibility="visible" multi="false">

<sci:help>The maximum number of data records to write to the cache.</sci:help>
</sci:arg>
<sci:arg name="Append" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>If True, append to a currently-existing cache if possible; if False, clear any current contents 
of the cache</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="Scope" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>The scope of the cache determines the length of time the cache exists and 
the visibility of the cache to other jobs and users. &lt;I&gt;Job Only&lt;/I&gt; creates a cache that is visible
only to components in the currently-running protocol, and which is deleted when the protocol finishes.
&lt;I&gt;User Only&lt;/I&gt; creates a cache that is visible to components in any protocol a particular user runs;  
&lt;I&gt;All Users&lt;/I&gt; creates a cache that is visible to any user on the Pipeline Pilot server. 
&lt;P&gt;Each scope has its own namespace, so you have to 
specify both the &lt;i&gt;CacheID&lt;/i&gt; and the &lt;i&gt;Scope&lt;/i&gt; to fully determine a particular cache.&lt;/P&gt;
&lt;P&gt;Since the caches created with scopes &lt;I&gt;User Only&lt;/I&gt; and &lt;I&gt;All Users&lt;/I&gt;
may be accessed by multiple jobs, you should use caution, as problems may arise if two jobs try to write to 
the same shared cache at once. Also, to save disk space, you are responsible for deleting these caches
when finished, using the &lt;I&gt;Delete Cache&lt;/I&gt; component. &lt;/P&gt;

</sci:help>
<sci:legalval selected="true">Job Only</sci:legalval>
<sci:legalval>User Only</sci:legalval>
<sci:legalval>All Users</sci:legalval>

</sci:arg>
<sci:arg name="Create Index for Join" type="BoolType" required="false" visibility="visible" multi="false">

<sci:help>If set to True, creates an index for the cache that can be used by subsequent &lt;a 
href=&quot;javascript:DoLink(&apos;{BDEEEC41-E62B-4FDE-B0D0-8B9C96CA2497}&apos;)&quot;&gt;Join Data from Cache&lt;/a&gt; components.  As long as the later Join components use identical 
settings, the created index will greatly improve the performance of the join.  When set to true, you will also need to update &lt;i&gt;JoinUsing&lt;/i&gt;, &lt;i&gt;JoinUsingListType&lt;/i&gt;, 
&lt;i&gt;JoinPropertyType&lt;/i&gt;, and &lt;i&gt;IgnoreCase&lt;/i&gt; to match your Join component.</sci:help>

<sci:member>JoinUsing</sci:member>
<sci:member>IgnoreCase</sci:member>
<sci:member>JoinPropertyType</sci:member>
<sci:member>JoinUsingListType</sci:member>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="JoinUsing" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>The name of the property or properties to index for use by &lt;a 
href=&quot;javascript:DoLink(&apos;{BDEEEC41-E62B-4FDE-B0D0-8B9C96CA2497}&apos;)&quot;&gt;Join Data from Cache&lt;/a&gt; components.  This parameter must match the identically named parameter 
on the Join component in order to benefit from the created index.</sci:help>

<sci:validscript>SetInvalidDetails(&apos;This parameter is required.&apos;);
Parameter() ne &apos;&apos;;</sci:validscript>



<sci:enabledscript>Parameter(&apos;Create Index for Join&apos;);</sci:enabledscript>
</sci:arg>
<sci:arg name="JoinUsingListType" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>&lt;p&gt;Indicates how &lt;i&gt;JoinUsing&lt;/i&gt; properties are interpreted for creating a 
cache index when more than one property is listed:&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;i&gt;UseFirstDefinedValue&lt;/i&gt;: The join will use only the first property in the list with a defined value for a record.
&lt;li&gt;&lt;i&gt;UseAllValues&lt;/i&gt;: The join will use the concatentation of the values of all properties listed; a match occurs only when records share the same value for all the 
properties.
&lt;/ul&gt;
&lt;p&gt;This parameter must match the identically named parameter on the Join component in order to benefit from the created index.&lt;/p&gt;</sci:help>

<sci:enabledscript>Parameter(&apos;Create Index for Join&apos;);</sci:enabledscript>
<sci:legalval>UseFirstDefinedValue</sci:legalval>
<sci:legalval selected="true">UseAllValues</sci:legalval>

</sci:arg>
<sci:arg name="JoinPropertyType" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>The data type of the &lt;i&gt;JoinUsing&lt;/i&gt; property. This parameter must match the 
identically named parameter on the Join component in order to benefit from the created index.</sci:help>

<sci:enabledscript>Parameter(&apos;Create Index for Join&apos;);</sci:enabledscript>
<sci:legalval>IsNumeric</sci:legalval>
<sci:legalval selected="true">IsText</sci:legalval>
<sci:legalval>IsDate</sci:legalval>

</sci:arg>
<sci:arg name="IgnoreCase" type="BoolType" required="false" visibility="visible" multi="false">

<sci:help>Consider lower-case and upper-case letters as equivalent when determining the identity of 
&lt;i&gt;JoinUsing&lt;/i&gt; property values.  This parameter must match the identically named parameter on the Join component in order to benefit from the created index.</sci:help>

<sci:enabledscript>Parameter(&apos;Create Index for Join&apos;);</sci:enabledscript>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="Additional Options" type="GroupType" required="false" visibility="visible" multi="false">

<sci:help>Additional parameters to control the component behavior.</sci:help>
<sci:member>Write Globals</sci:member>

</sci:arg>
<sci:arg name="Write Globals" type="StringType" required="false" visibility="visible" multi="true">

<sci:help>&lt;p&gt;Specifies which globals, if any, are written into the cache.&lt;/p&gt;
&lt;p&gt;The value is an array of top-level global names or global nodes specified using XPath notation. Note that node names should end with a forward slash (/).&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval>ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="CacheCategory" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The cache type, that determines its folder location within the job.
               </sci:help>

</sci:arg>
<sci:arg name="Mode" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>Specifies the action of this component:

 - Writer: The component writes data records to a new cache.
 - Reader: The component reads data records from a pre-existing, completed cache.
 - Writer/Reader: The component writes data out to a cache and then reads it in again to generate new records.



               </sci:help>
<sci:legalval selected="true">Writer</sci:legalval>
<sci:legalval>Reader</sci:legalval>
<sci:legalval>Writer/Reader</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Fri Jun 25 11:53:25 2010</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Cache Writer</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>666 -95</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>DATABASENODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{674E3781-33EA-42BB-9099-49CB4C3D08E6}</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Cache Writer</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Writes data records to a named cache</sci:value>
<sci:value>&lt;p&gt;A data cache is place where you can temporarily store data records without losing 

information.  Use &lt;i&gt;CacheID&lt;/i&gt; to specify the name of the cache.  A cache can contain records of different types.&lt;/p&gt;

&lt;b&gt;Notes:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;To avoid clashes with other cache names, you can use the &lt;a href=&quot;javascript:DoLink(&apos;{B91EE521-C028-46BE-89A4-51CDE9877589}&apos;)&quot;&gt;Create Temporary CacheIDs&lt;/
a&gt; component to obtain a global with a unique cacheID.  For example, you could have a temporary cacheID identified by MYCACHE and set &lt;i&gt;CacheID&lt;/i&gt; to $(MYCACHE).&lt;/li&gt;
&lt;li&gt;Typically, a cache is scoped to only be visible to component in the currently-running job.  To create caches that outlive a job, and may be seen by other users, use the 
&lt;I&gt;Scope&lt;/I&gt; parameter.&lt;/li&gt;
&lt;li&gt;Caches can be used with the &lt;a href=&quot;javascript:DoLink(&apos;{BDEEEC41-E62B-4FDE-B0D0-8B9C96CA2497}&apos;)&quot;&gt;Join Data from Cache&lt;/a&gt; component to add properties 
to a separate data stream.  To improve the performance of the join, the cache can be indexed during creation by using the &lt;i&gt;Create Index for Join&lt;/i&gt; parameter.&lt;/li&gt;
&lt;/ul&gt;

&lt;b&gt;See Also:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;To retrieve data from a cache, use &lt;a href=&quot;javascript:DoLink(&apos;{704E3781-33EA-42BB-9099-05B44C3D08E6}&apos;)&quot;&gt;Cache Reader&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;To join against a cache, use &lt;a href=&quot;javascript:DoLink(&apos;{BDEEEC41-E62B-4FDE-B0D0-8B9C96CA2497}&apos;)&quot;&gt;Join Data from Cache&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;To delete a cache, use &lt;a href=&quot;javascript:DoLink(&apos;{704E3781-33EA-42BB-9088-05B44C3D08E6}&apos;)&quot;&gt;Delete Cache&lt;/a&gt;.&lt;/li&gt;
&lt;/ul&gt;</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>



<sci:value>7.5.1.5</sci:value>
</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>28</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\File Writers\Cache Writer</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="Create New Property" version="2">
<sci:arg name="NewProperty" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>Name of the new property to create</sci:help>
<sci:value>Protein</sci:value>

</sci:arg>
<sci:arg name="DefaultValue" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>Value to give to the new property</sci:help>
<sci:value>1B1</sci:value>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>Create</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Fri Sep 15 10:04:44 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Add 1B1 Identifier</sci:value>
</sci:arg>
<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol AutoLayout</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>EXPRESSIONNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" multi="false">



<sci:help>Component Revision</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>SubProtocol</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{EDF965C5-6B38-4DB7-A9EB-FD885343B2CC}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>2970 -470</sci:value>
</sci:arg>
<sci:arg name="ProtocolScale" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Scale</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>By Ref</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Creates a new property with a specified value

</sci:value>
<sci:value>For every data record that enters the component, a new property with name given by 

&lt;i&gt;NewProperty&lt;/i&gt; is created with the value specified in &lt;i&gt;DefaultValue&lt;/i&gt;.

For example, to create a new property with today&apos;s date for each record, enter &quot;Date&quot; in &lt;i&gt;NewProperty&lt;/i&gt;
and today&apos;s date in &lt;i&gt;DefaultValue&lt;/i&gt;.
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.0.46</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Sticky Notes</sci:help>
</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>24</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Manipulators\Create New Property</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.JoinProperties.1">

<sci:component name="Join Data from Cache" version="2">
<sci:arg name="JoinUsing" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>The name of the property that identifies which records to join. When a record in the cache has 
the same value for this property as the incoming streaming data record, its properties and child nodes are added to the streaming record. Calculable properties can be used for the streaming 
data, but data in the cache must already contain stored properties to join.

</sci:help>
<sci:member>JoinUsingListType</sci:member>
<sci:member>IgnoreCase</sci:member>



<sci:member>AcceptNonNumericStringsAsNumbers</sci:member>
<sci:member>JoinPropertyType</sci:member>
<sci:value>Protein</sci:value>

</sci:arg>
<sci:arg name="JoinUsingListType" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;Indicates how &lt;i&gt;JoinUsing&lt;/i&gt; properties are interpreted when more than 
one property is listed:&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;i&gt;UseFirstDefinedValue&lt;/i&gt;: Join using only the first property in the list with a defined value for a record.
&lt;li&gt;&lt;i&gt;UseAllValues&lt;/i&gt;: Joins using the concatentation of the values of all properties listed; a match occurs only when records share the same value for all the properties.
&lt;/ul&gt;</sci:help>

<sci:legalval>UseFirstDefinedValue</sci:legalval>
<sci:legalval selected="true">UseAllValues</sci:legalval>

</sci:arg>
<sci:arg name="JoinPropertyType" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>The data type of the join property</sci:help>
<sci:legalval>IsNumeric</sci:legalval>
<sci:legalval selected="true">IsText</sci:legalval>
<sci:legalval>IsDate</sci:legalval>

</sci:arg>
<sci:arg name="IgnoreCase" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>Consider lower-case and upper-case letters as equivalent when determining the identity of 
&lt;i&gt;JoinUsing&lt;/i&gt; property values.</sci:help>

<sci:enabledscript>SetDisabledDetails(&apos;To enable, set JoinPropertyType to IsText&apos;);
Parameter(&apos;JoinPropertyType&apos;) eq &apos;IsText&apos;</sci:enabledscript>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="CacheID" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>The name of the cache that was written using the Cache Writer</sci:help>
<sci:member>Scope</sci:member>
<sci:value>Protein_descriptor</sci:value>

</sci:arg>
<sci:arg name="Scope" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>The scope within which the cache we wish to join against exists.
&lt;ul&gt;
&lt;li&gt;&lt;I&gt;Job Only&lt;/I&gt; all caches created within the currently-running protocol.
&lt;li&gt;&lt;I&gt;User Only&lt;/I&gt; all caches created so that all jobs by that user can see them.
&lt;li&gt;&lt;I&gt;All Users&lt;/I&gt; all caches created by any user in the global scope. 
&lt;/ul&gt;

</sci:help>
<sci:legalval selected="true">Job Only</sci:legalval>
<sci:legalval>User Only</sci:legalval>
<sci:legalval>All Users</sci:legalval>

</sci:arg>
<sci:arg name="Join Behavior" type="GroupType" required="false" visibility="visible" multi="false">

<sci:member>JoinOnto</sci:member>
<sci:member>WhenJoiningOnto</sci:member>
<sci:member>JoinAllNullString</sci:member>
<sci:member>MultipleReferenceBehavior</sci:member>
<sci:member>AppendNodes</sci:member>

</sci:arg>
<sci:arg name="JoinOnto" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;Indicates which data record will be output:&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;i&gt;ProcessData&lt;/i&gt;: The data streaming through the pipeline remains with properties and child nodes from the cache copied onto the record.
&lt;li&gt;&lt;i&gt;Reference&lt;/i&gt;: The data from the cache remains with properties and child nodes from the streaming data record copied onto the record.  Only data records that 
successfully join against the incoming data stream will be output.
&lt;/ul&gt;</sci:help>

<sci:legalval selected="true">ProcessData</sci:legalval>
<sci:legalval>Reference</sci:legalval>

</sci:arg>
<sci:arg name="WhenJoiningOnto" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;During the joining of two property lists, this parameter indicates how differences 
between the property lists are resolved.  



By default, the streaming input data (process data) serves as the base for a join and the cache data (reference data) is treated as the joining data (this distinction can be reversed using the 
&lt;i&gt;JoinOnto&lt;/i&gt; parameter).&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;i&gt;OverwriteOrCreate&lt;/i&gt;: Copies all properties from the joining data onto the base data, overwriting the values of any properties that already exist.
&lt;li&gt;&lt;i&gt;OverwriteExisting&lt;/i&gt;: Copies only those properties from the joining data to the base data that already exist on the base.
&lt;li&gt;&lt;i&gt;CreateIfNew&lt;/i&gt;: Copies only those properties from the joining data to the base data that do not already exist on the base data.
&lt;li&gt;&lt;i&gt;AppendOrCreate&lt;/i&gt;: The value of a joining property that already exists in the base data is appended  (as an array) to the value in the base property.  The other 
joining properties that are not already present in the base data are copied there.
&lt;li&gt;&lt;i&gt;AppendExisting&lt;/i&gt;: The value of a joining property that already exists in the base data is appended  (as an array) to the value in the base property.  No other 
properties are copied. 
&lt;li&gt;&lt;i&gt;GroupData&lt;/i&gt;: Creates a hierarchical group containing both the joining and base data.
&lt;/ul&gt;</sci:help>

<sci:legalval>OverwriteOrCreate</sci:legalval>
<sci:legalval>OverwriteExisting</sci:legalval>
<sci:legalval>CreateIfNew</sci:legalval>
<sci:legalval selected="true">AppendOrCreate</sci:legalval>
<sci:legalval>AppendExisting</sci:legalval>
<sci:legalval>GroupData</sci:legalval>

</sci:arg>
<sci:arg name="AppendNodes" type="BoolType" required="false" visibility="visible" multi="false">

<sci:help>When joining data records that contain child nodes, whether to append the child nodes of the 
joining data onto the base data as determined by the &lt;i&gt;JoinOnto&lt;/i&gt; parameter.</sci:help>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="MultipleReferenceBehavior" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;What to do if there are multiple records in the cache (reference data) with a matching 
value for the &lt;i&gt;JoinUsing&lt;/i&gt; property of an incoming streaming record.&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;i&gt;JoinFirst&lt;/i&gt;: Uses the first one found. 
&lt;li&gt;&lt;i&gt;JoinLast&lt;/i&gt;: Uses the last one found. 
&lt;li&gt;&lt;i&gt;JoinAll&lt;/i&gt;: Appends all values for each property together in an array. 
&lt;li&gt;&lt;i&gt;JoinTogether&lt;/i&gt;: Joins each of the matching records in the cache with the streaming record individually and independently, which results in multiple records output for 
one input record.
&lt;/ul&gt;</sci:help>

<sci:legalval>JoinFirst</sci:legalval>
<sci:legalval>JoinLast</sci:legalval>
<sci:legalval>JoinAll</sci:legalval>
<sci:legalval selected="true">JoinTogether</sci:legalval>

</sci:arg>
<sci:arg name="JoinAllNullString" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>&lt;p&gt;This string is used during append to pad out empty values when 
MultipleReferenceBehavior is set to  &quot;JoinAll&quot;. This keeps the generated arrays of values in sync for multiple references.&lt;/p&gt;
&lt;p&gt;The value &quot;None&quot; causes no padding to occur.&lt;/p&gt;</sci:help>

<sci:enabledscript>SetDisabledDetails(&apos;To enable, set MultipleReferenceBehavior to JoinAll&apos;);
Parameter(&apos;MultipleReferenceBehavior&apos;) eq &apos;JoinAll&apos;</sci:enabledscript>

<sci:value>None</sci:value>
</sci:arg>
<sci:arg name="Additional Options" type="GroupType" required="false" visibility="visible" multi="false">

<sci:help>Contains less commonly used parameters</sci:help>
<sci:member>Prefix</sci:member>
<sci:member>GroupName</sci:member>

</sci:arg>
<sci:arg name="Prefix" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>A prefix to add to each property name as it is joined onto the streaming data (instead of 
overwriting or appending to the existing value).</sci:help>

</sci:arg>
<sci:arg name="GroupName" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>If &lt;i&gt;WhenJoiningOnto&lt;/i&gt; is set to &quot;GroupData&quot;, this is the name of the 
group node into which the results are placed
</sci:help>

<sci:enabledscript>SetDisabledDetails(&apos;To enable, set WhenJoiningOnto to GroupData&apos;);
Parameter(&apos;WhenJoiningOnto&apos;) eq &apos;GroupData&apos;</sci:enabledscript>

<sci:value>Data</sci:value>
</sci:arg>



<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval selected="true">ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="PassDownParameters" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Parameters to pass on to the reader</sci:help>
<sci:value>Scope</sci:value>

</sci:arg>
<sci:arg name="AcceptNonNumericStringsAsNumbers" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Determines whether &lt;b&gt;all&lt;/b&gt; string values for the JoinUsing property -- even non-
numeric ones such as &apos;abc&apos; or &apos;1.0c&apos; -- will be coerced to numbers when  JoinPropertyType is set to IsNumeric.  

If set to True, then a string such as &apos;abc&apos; that does not begin with a numeric portion will be coerced to zero, while a string such as &apos;1.0c&apos; that begins with a numeric 
portion will be coerced to the corresponding number (in this case 1.0).  

If set to False, then records containing non-numeric strings for the JoinUsing property will be sent out the Fail port.</sci:help>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="Source" type="URLType" required="true" visibility="nevershow" multi="false">

<sci:help>Names of data files, a learned model, or data cache ID, to join with the streaming data that 
enters this component. If multiple files are given, each is joined in sequence. (The Windows browser reverses the order of the files during selection, so you should select from last to 
first.)</sci:help>

<sci:value>$(CacheID)</sci:value>
</sci:arg>
<sci:arg name="SourceFormat" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>The name of the reader to use for the join source. (For readers with particular parameters, you 
can create them and save them, then add their name to the options list for this protocol.  For example, you could create a Delimited Text with Commas and No Column Names component, save it to 
your tab, then add it to this list and select.)</sci:help>

<sci:legalval>Delimited Text With Column Names</sci:legalval>
<sci:legalval>Delimited Text No Column Names</sci:legalval>
<sci:legalval>Comma Delimited With Column Names</sci:legalval>
<sci:legalval>Tab Delimited With Column Names</sci:legalval>
<sci:legalval>Space Delimited With Column Names</sci:legalval>
<sci:legalval>Excel XLS With Column Names</sci:legalval>
<sci:legalval>Excel XLS No Column Names</sci:legalval>
<sci:legalval>MDL SD Format</sci:legalval>
<sci:legalval>Learned Model Reader</sci:legalval>
<sci:legalval selected="true">Cache Reader</sci:legalval>

</sci:arg>
<sci:arg name="Keep Properties" type="PropertyPreviewType" required="false" visibility="nevershow" multi="false">

<sci:help>A list of properties to join from the source file. If this value is not defined, all properties 
are joined into the record.</sci:help>

</sci:arg>
<sci:arg name="UseIndexFile" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Uses an index file when performing the Join operation when set to &quot;True&quot;. An index 
file is created if it does not already exist; it is used to accelerate the join process.

 Note: This option is useful for optimizing join operations against a file that may be used many times, at the first time of use an index file can be created to speed accesses in subsequent 
uses.  This file is created in the same directory as the source file and is automatically used for any subsequent join.</sci:help>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>



</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Wed Dec 12 15:15:31 2007</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{BDEEEC41-E62B-4FDE-B0D0-8B9C96CA2497}</sci:value>
</sci:arg>
<sci:arg name="CheckSyntax" type="BoolType" required="true" visibility="nevershow" multi="false">

<sci:help>Whether to perform a quick syntax check at the beginning of the file when we open it, and if a 
problem is found, throw an error.</sci:help>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="SourceComponent" type="ComponentType" required="false" visibility="nevershow" multi="false">

<sci:help>Name of the data format of the Source file</sci:help>
<sci:value>$(SourceFormat)</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Join Data from Cache</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Join Data from File</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>JOINNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>3258 -470</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Augments data records with properties from data in a cache where specified property values 

match</sci:value>
<sci:value>&lt;p&gt;For each incoming data record, a property value or set of values specified by 

&lt;i&gt;JoinUsing&lt;/i&gt; is used to identify matching records in the data cache created by the &lt;a href=&quot;javascript:DoLink(&apos;{674E3781-33EA-42BB-9099-49CB4C3D08E6}
&apos;)&quot;&gt;Cache Writer&lt;/a&gt; specified by &lt;i&gt;CacheID&lt;/i&gt;.  Properties from these records are added to the incoming data record.  If no match is found, the record is sent 
out the Fail port.&lt;/p&gt;

&lt;p&gt;Records match if the value of the &lt;i&gt;JoinUsing&lt;/i&gt; property is the same for the incoming record as in the cache.  If multiple &lt;i&gt;JoinUsing&lt;/i&gt; properties are 
specified, the behavior depends on &lt;i&gt;JoinUsingListType&lt;/i&gt;.&lt;/p&gt;

&lt;p&gt;By default, this component expects the cache to have been created by the current job.  If the cache is outside the scope of the current job, update &lt;i&gt;Scope&lt;/i&gt; 
accordingly&lt;/p&gt;

&lt;b&gt;Notes:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;By default only properties are extracted from the matching records.  Use &lt;i&gt;JoinOnto&lt;/i&gt; to obtain additional information such as molecular data.&lt;/li&gt;
&lt;/ul&gt;

&lt;b&gt;See Also:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;Use &lt;a href=&quot;javascript:DoLink(&apos;{674E3781-33EA-42BB-9099-49CB4C3D08E6}&apos;)&quot;&gt;Cache Writer&lt;/a&gt; to create the data cache specified by &lt;i&gt;CacheID&lt;/
i&gt;&lt;/li&gt;
&lt;li&gt;Use &lt;a href=&quot;javascript:DoLink(&apos;{D24316C3-9D5C-4B5D-ADF3-28F258F11858}&apos;)&quot;&gt;Join Data from File&lt;/a&gt; to join against a source data file.&lt;/li&gt;
&lt;/ul&gt;</sci:value>



<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value>Data records which received additional properties from the source file through a successful 

join.</sci:value>
<sci:value>Generic</sci:value>
<sci:value>Data records for which no data was found in the source file.</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>7.0.0.27</sci:value>

</sci:arg>
<sci:arg name="ReplaceNullsInFirstRecord" type="BoolType" required="false" visibility="nevershow" multi="false" 

uimpl="false">
<sci:help>Specifies whether to replace nulls in the first merged record when KeepAllNullString is 

specified.</sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>29</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Manipulators\Join Data from Cache</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="No-op" version="2">
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="DataActionOnError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:help>When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed</sci:help>

<sci:legalval selected="true">LeaveData</sci:legalval>
<sci:legalval>ClearData</sci:legalval>
<sci:legalval>DeleteData</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>PassDataToPort</sci:value>

</sci:arg>
<sci:arg name="Port" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>the port to pass data to</sci:help>
<sci:value>1</sci:value>

</sci:arg>



<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 28 16:34:08 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>No-op</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Evaluate Expression</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{6E468A38-A6F7-4371-B65B-501A3ED4C0D9}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>3546 -470</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Sends all incoming records out the Pass port unchanged</sci:value>
<sci:value>&lt;p&gt;Useful in subprotocols to capture the point of input. For example, if you wish to 

perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.&lt;/p&gt;

&lt;p&gt;You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, 
placing a No-op in the middle reduces the number of required connections and clarifies the logic.&lt;/p&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.1</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>33</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op</sci:value>
</sci:arg>
<sci:arg name="ComponentCheckpoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Checkpoint Identifier</sci:help>
<sci:legalval selected="true">{12CABD52-C3D4-466E-8D99-804816E36945}</sci:legalval>
<sci:legalval selected="true">1</sci:legalval>
<sci:legalval selected="true">-1</sci:legalval>
<sci:legalval selected="true">1</sci:legalval>

</sci:arg>
</sci:component>

</sci:data>



<sci:data object="SciTegic.EvaluateExpression.1">
<sci:component name="Custom Manipulator (PilotScript)" version="2">

<sci:arg name="Expression" type="ExpressionType" required="true" visibility="visible" multi="false" expanded="true" 
implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">

<sci:help>Expression (or list of expressions separated by semi-colons) to evaluate.</sci:help>
<sci:member>Initial Expression</sci:member>
<sci:member>Final Expression</sci:member>
<sci:member>Keep Calculated Properties</sci:member>
<sci:value>rename (&apos;Num_Atoms&apos;                  ,&apos;Num_Atoms.

1.&apos;)                     ;
rename (&apos;Num_Bonds&apos;                  ,&apos;Num_Bonds.1.&apos;)                     ;
rename (&apos;Num_Hydrogens&apos;              ,&apos;Num_Hydrogens.1.&apos;)                 ;
rename (&apos;Num_PositiveAtoms&apos;          ,&apos;Num_PositiveAtoms.1.&apos;)             ;
rename (&apos;Num_NegativeAtoms&apos;          ,&apos;Num_NegativeAtoms.1.&apos;)             ;
rename (&apos;Num_RingBonds&apos;              ,&apos;Num_RingBonds.1.&apos;)                 ;
rename (&apos;Num_RotatableBonds&apos;         ,&apos;Num_RotatableBonds.1.&apos;)            ;
rename (&apos;Num_AromaticBonds&apos;          ,&apos;Num_AromaticBonds.1.&apos;)             ;
rename (&apos;Num_BridgeBonds&apos;            ,&apos;Num_BridgeBonds.1.&apos;)               ;
rename (&apos;Num_Rings&apos;                  ,&apos;Num_Rings.1.&apos;)                     ;
rename (&apos;Num_AromaticRings&apos;          ,&apos;Num_AromaticRings.1.&apos;)             ;
rename (&apos;Num_RingAssemblies&apos;         ,&apos;Num_RingAssemblies.1.&apos;)            ;
rename (&apos;Num_Chains&apos;                 ,&apos;Num_Chains.1.&apos;)                    ;
rename (&apos;Num_ChainAssemblies&apos;        ,&apos;Num_ChainAssemblies.1.&apos;)           ;
rename (&apos;Num_Fragments&apos;              ,&apos;Num_Fragments.1.&apos;)                 ;
rename (&apos;Molecular_Weight&apos;           ,&apos;Molecular_Weight.1.&apos;)              ;
rename (&apos;Num_H_Acceptors&apos;            ,&apos;Num_H_Acceptors.1.&apos;)               ;
rename (&apos;Num_H_Donors&apos;               ,&apos;Num_H_Donors.1.&apos;)                  ;
rename (&apos;Molecular_Solubility&apos;       ,&apos;Molecular_Solubility.1.&apos;)          ;
rename (&apos;Molecular_Volume&apos;           ,&apos;Molecular_Volume.1.&apos;)              ;
rename (&apos;Molecular_SurfaceArea&apos;      ,&apos;Molecular_SurfaceArea.1.&apos;)         ;
rename (&apos;Molecular_PolarSurfaceArea&apos; ,&apos;Molecular_PolarSurfaceArea.1.&apos;)    ;
rename (&apos;LogD&apos;                       ,&apos;LogD.1.&apos;)                          ;</sci:value>

</sci:arg>
<sci:arg name="Initial Expression" type="ExpressionType" required="false" visibility="visible" multi="false" 

implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>&lt;p&gt;

This expression is executed only the first time data passes into the component.
&lt;p/&gt; 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Final Expression" type="ExpressionType" required="false" visibility="visible" multi="false" 

implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>&lt;p&gt;

This expression is executed only at finalization (after the last data passes out of the component).
&lt;p/&gt; 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Keep Calculated Properties" type="BoolType" required="true" visibility="visible" multi="false" 

implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>Adds any properties calculated in this component to a data record&apos;s property list.</

sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>



</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Do Screen" type="BoolType" required="false" visibility="nevershow" multi="false" 

implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>When TRUE, controls which exit port is used for

each data record by evaluating the final expression
(or only one) listed in the &quot;Expression&quot; parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="ExpressionVersion" type="LongType" required="false" visibility="nevershow" multi="false" 

implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>Version of expression parser to use.</sci:help>
<sci:value>2</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Jan 21 09:55:43 2008</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Rename Descriptors (required for Forest component)       </sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Custom Manipulator (PilotScript)</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>EXPRESSIONNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{0995D675-7EE2-432C-95DF-E91C14052B22}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>3834 -470</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Applies a PilotScript expression to each data record

</sci:value>
<sci:value>&lt;p&gt;PilotScript is the native scripting language in Pipeline Pilot.  It is based on PL/

SQL and allows you to query or alter the properties on data records.  For example, the expression:

&lt;blockquote&gt;
&lt;code&gt;A := 10;&lt;/code&gt;
&lt;/blockquote&gt;
creates a property named &quot;A&quot; and sets the value to &quot;10&quot;.&lt;/p&gt;

&lt;p&gt;For each incoming data record the PilotScript statements in &lt;i&gt;Expression&lt;/i&gt; are evaluated.&lt;/p&gt;



&lt;p&gt;&lt;b&gt;Notes:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;To initialize global variables such as counters, use &lt;i&gt;Initial Expression&lt;/i&gt;.&lt;/li&gt; 
&lt;li&gt;To clean up global variables or calculate final results use &lt;i&gt;Final Expression&lt;/i&gt;.&lt;/li&gt;
&lt;li&gt;Parameters on Custom Manipulators do not become global variables that can be accessed via &lt;i&gt;@ParameterName&lt;/i&gt; syntax.  They must be accessed by using the 
&lt;i&gt;Parameter(&apos;ParameterName&apos;)&lt;/i&gt; function or by using token substitution via &lt;i&gt;$(ParameterName)&lt;/i&gt; syntax.&lt;/li&gt;
&lt;/ul&gt;

&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;For more information on PilotScript, see &lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/pscript/pscript_overview.htm&apos;)&quot;&gt;PilotScript Overview&lt;/a&gt;.&lt;/
li&gt;
&lt;li&gt;To use PilotScript to filter data records use &lt;a href=&quot;javascript:DoLink(&apos;{DD58ECD1-516F-48FE-A5DB-8328AED680F2}&apos;)&quot;&gt;Custom Filter (PilotScript)&lt;/
a&gt;.&lt;/li&gt;
&lt;/ul&gt;

</sci:value>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>7.0.0.35</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>31</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Manipulators\Custom Manipulator (PilotScript)</
sci:value>

</sci:arg>
</sci:component>

</sci:data>
<sci:data object="SciTegic.Protocol.1">

<sci:component name="Leuven_1B1_1B3_forest_classific_Num_FCFP_6_Z" version="2">
<sci:arg name="Model Output" type="StringType" required="true" visibility="visible" multi="true">

<sci:help>Specifies properties to compute. Options are:
&lt;ul&gt;
&lt;li&gt;Leuven_1B1_1B3_forest_classific_Num_FCFP_6_Z: The model&apos;s prediction.
&lt;/ul&gt;
</sci:help>

<sci:legalval selected="true">Leuven_1B1_1B3_forest_classific_Num_FCFP_6_Z</sci:legalval>
</sci:arg>
<sci:arg name="ShowRInputOutput" type="StringType" required="false" visibility="visible" multi="true">

<sci:help>Specify whether or not to show the R script and the R stdout in Notepad viewers</sci:help>
<sci:legalval>Script</sci:legalval>
<sci:legalval>StdOutput</sci:legalval>

</sci:arg>
<sci:arg name="DeclareLocal" type="TextType" required="false" visibility="visible" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}" uimpl="true">

<sci:value>DomainPointInfoText,ExtraOutput,i,s,calcProps,ShowRScript,ShowRStdOutput,CalculatedProperties,RPlotWidth,RPlotHeight,RParScript,PlotName,RFunctionsFile,tmp,propnames,lowerlimit</
sci:value>

</sci:arg>
<sci:arg name="Parallel Processing Options" type="StringType" required="false" visibility="visible" multi="false" 

expanded="true" uimpl="true">
<sci:help>&lt;p&gt;&lt;b&gt;Note:&lt;/b&gt; This is a prototype feature, which we are making available

because we feel it is a useful technique to improve data throughput speeds in many situations. In particular, it can help to optimize resource use on multi-CPU and multi-core machines and on 
server clusters.



We welcome your feedback on scenarios where it works well, scenarios where it does not, and any other opinions you have about this utility.
&lt;/p&gt;&lt;hr/&gt;&lt;p&gt;
When set to True, this set of options allow the subprotocol to execute in parallel on one or more independent Pipeline Pilot servers, running local or remote.  Additional parameters control the 
number of data records to send in each process batch, the list of Pipeline Pilot servers to use, the number of protocol processes that can be executed on each server, and whether to preserve 
the order of the processed data records.
&lt;/p&gt;&lt;p&gt;
Use this option judiciously, since it will not increase throughput in all circumstances. In general, it will yield improved performance when the parallelization benefits outweigh the data 
transfer overhead for the specified batch size.
&lt;/p&gt;&lt;p&gt;
For more information on the parallel subprotocol options, see &lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/subprots/subprot_parallel_processing.htm&apos;)&quot;&gt;Parallel 
Processing Subprotocols&lt;/a&gt;.
&lt;/p&gt;
</sci:help>

<sci:member>Parallel Processing Options Batch Size</sci:member>
<sci:member>Parallel Processing Options Server</sci:member>
<sci:member>Parallel Processing Options Preserve Order</sci:member>
<sci:value>$(R_Run_Remote)</sci:value>

</sci:arg>
<sci:arg name="Parallel Processing Options Batch Size" type="LongType" required="true" visibility="visible" 

multi="false" uimpl="true">
<sci:help>The number of records to send to the remote server(s) for each subprotocol execution.  In 

general, performance is optimized when the amount of time required to process each batch is at least 10 seconds (note that this can vary depending on the characteristics of the remote 
server&apos;s hardware)</sci:help>

<sci:enabledscript>SetDisabledDetails(&quot;This parameter is only applicable if &apos;Parallel 
Processing Options&apos; is &apos;True&apos;&quot;);
Parameter(&apos;Parallel Processing Options&apos;);</sci:enabledscript>

<sci:value>50000</sci:value>
</sci:arg>
<sci:arg name="Parallel Processing Options Server" type="StringType" required="false" visibility="visible" multi="true" 

legalvalsenforced="false" uimpl="true">
<sci:help>&lt;p&gt;

Comma separated list of Pipeline Pilot servers on which to execute the parallel subprotocol.  The server names should be in the same format as the Pipeline Pilot Client&apos;s change server 
dialog (server-name:port-number).
&lt;/p&gt;&lt;p&gt;
Specifying &lt;b&gt;localhost&lt;/b&gt; as a server will cause the subprotocol to use its own Pipeline Pilot server.  This can be helpful on multi-CPU/multi-core systems (where the subprotocol 
jobs are spawned on the same machine) and Pipeline Pilot Linux clusters (where &apos;localhost&apos; requests spawning the subprotocol jobs on the same cluster).
&lt;/p&gt;</sci:help>

<sci:member>Parallel Processing Options Server Processes</sci:member>
<sci:validscript>SetInvalidDetails(&apos;This parameter is required.&apos;);

Parameter() ne &apos;&apos;;</sci:validscript>
<sci:enabledscript>SetDisabledDetails(&quot;This parameter is only applicable if &apos;Parallel 

Processing Options&apos; is &apos;True&apos;&quot;);
Parameter(&apos;Parallel Processing Options&apos;);</sci:enabledscript>

<sci:value>$(R_Server)</sci:value>
</sci:arg>
<sci:arg name="Parallel Processing Options Server Processes" type="StringType" required="false" visibility="visible" 

multi="false" uimpl="true">
<sci:help>Comma separated list of maximum number of batches that can be simultaneously executed on each 

remote server.  The number of entries in this parameter must equal the number of servers. If &apos;*&apos; is specified as the number of processes, then that server will only launch as many 
batches as the administrator of the remote server has permitted.</sci:help>

<sci:validscript>/* Server Processes must have the same number of comma separated entries as the Server 
parameter and must have a value*/
#processes := parameter();
expand(&apos;,&apos;, #processes);
#servers := parameter(&apos;Parallel Processing Options Server&apos;);
expand(&apos;,&apos;, #servers);

if (numvalues(#processes) == 0) then
SetInvalidDetails(&apos;This parameter is required.&apos;);

else
SetInvalidDetails(&apos;The number of server processes (&apos; . numvalues(#processes) . &apos;) must equal the number of servers (&apos; . numvalues(#servers) . &apos;).&apos;);

end if;
numvalues(#processes) &gt; 0 and numvalues(#processes) == numvalues(#servers);</sci:validscript>

<sci:enabledscript>SetDisabledDetails(&quot;This parameter is only applicable if &apos;Parallel 
Processing Options&apos; is &apos;True&apos;&quot;);



Parameter(&apos;Parallel Processing Options&apos;);</sci:enabledscript>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="Parallel Processing Options Preserve Order" type="BoolType" required="false" visibility="visible" 

multi="false" uimpl="true">
<sci:help>Whether to preserve the order of the data as it enters and leaves the remote subprotocol.</

sci:help>
<sci:enabledscript>SetDisabledDetails(&quot;This parameter is only applicable if &apos;Parallel 

Processing Options&apos; is &apos;True&apos;&quot;);
Parameter(&apos;Parallel Processing Options&apos;);</sci:enabledscript>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="tempfiles" type="StringType" required="false" visibility="visible" multi="false" uimpl="true">

<sci:value>tmp</sci:value>
</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval selected="true">ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Numeric Scaling" type="StringType" required="false" visibility="nevershow" multi="true" uimpl="false">

<sci:help>Supports overriding learner-specified default value for computing distance to training 
samples.</sci:help>

<sci:legalval>Mean-Center and Scale</sci:legalval>
<sci:legalval>Scale by Number of Dimensions</sci:legalval>
<sci:legalval>Correct for Missing Values</sci:legalval>

</sci:arg>
<sci:arg name="Fingerprint Distance Function" type="StringType" required="false" visibility="nevershow" multi="false" 

uimpl="false">
<sci:help>Supports overriding learner-specified default value for computing distance to training 

samples.</sci:help>
</sci:arg>
<sci:arg name="Numeric Distance Function" type="StringType" required="false" visibility="nevershow" multi="false" 

uimpl="false">
<sci:help>Supports overriding learner-specified default value for computing distance to training 

samples.</sci:help>
</sci:arg>
<sci:arg name="Relearn PointInfoText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="Number of Closest" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>If any of the training data distance outputs are selected, then this number is the number of 
closest training points whose information will be returned. Values between 1 and 10 are allowed.</sci:help>

<sci:value>1</sci:value>
</sci:arg>
<sci:arg name="LearnedPropertyName" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Name of property calculated by the model</sci:help>
<sci:legalval selected="true">Leuven_1B1_1B3_forest_classific_Num_FCFP_6_Z</sci:legalval>

</sci:arg>
<sci:arg name="CalculatedProperties" type="StringType" required="true" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Properties used to fit the model</sci:help>



<sci:value>Num_Atoms,Num_Bonds,Num_Hydrogens,Num_PositiveAtoms,Num_NegativeAtoms,Num_RingBonds,Num_RotatableBonds,Num_AromaticBonds,Num_BridgeBonds,Num_Rings,Num_AromaticRings,Num_RingAssemblie
s,Num_Chains,Num_ChainAssemblies,Num_Fragments,Molecular_Weight,Num_H_Acceptors,Num_H_Donors,Molecular_Solubility,Molecular_Volume,Molecular_SurfaceArea,Molecular_PolarSurfaceArea,LogD,FCFP_6,Z
1,Z2,Z3,Z4,Z5,ProtFP</sci:value>

</sci:arg>
<sci:arg name="NumberOfVariables" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Number of latent variables (LVs) to use in making predictions. Must be within the range of LVs 
used in building the model. By default, this is set to the &apos;optimum&apos; value as determined by the learner. You may specify a range as a colon-separated string (1:6).</sci:help>

</sci:arg>
<sci:arg name="NumPrincipalComponents" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Number of principal components to compute</sci:help>
</sci:arg>
<sci:arg name="ComputeDecisionValues" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Specifies whether decision values for distinguishing pairs of classes from one another will be 
calculated by the model</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="ComputeProbabilities" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Determines whether the probability for membership in each class will be computed by the model.  
(N.B. Setting this parameter to True may change some of the class predictions of the SVM model, due to an apparent bug in the R e1071 package.)</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="IncludedProperties" type="StringType" required="true" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Properties that were used to build the model.  This excludes any CalculatedProperties in the 

training set that had zero variance or string values.</sci:help>
<sci:value>Num_Atoms.1.,Num_Bonds.1.,Num_Hydrogens.1.,Num_PositiveAtoms.1.,Num_NegativeAtoms.

1.,Num_RingBonds.1.,Num_RotatableBonds.1.,Num_AromaticBonds.1.,Num_BridgeBonds.1.,Num_Rings.1.,Num_AromaticRings.1.,Num_RingAssemblies.1.,Num_Chains.1.,Num_ChainAssemblies.1.,Num_Fragments.
1.,Molecular_Weight.1.,Num_H_Acceptors.1.,Num_H_Donors.1.,Molecular_Solubility.1.,Molecular_Volume.1.,Molecular_SurfaceArea.1.,Molecular_PolarSurfaceArea.1.,LogD.
1.,FCFP_6.1.,FCFP_6.2.,FCFP_6.3.,FCFP_6.4.,FCFP_6.5.,FCFP_6.6.,FCFP_6.7.,FCFP_6.8.,FCFP_6.9.,FCFP_6.10.,FCFP_6.11.,FCFP_6.12.,FCFP_6.13.,FCFP_6.14.,FCFP_6.15.,FCFP_6.16.,FCFP_6.17.,FCFP_6.18.,F
CFP_6.19.,FCFP_6.20.,FCFP_6.21.,FCFP_6.22.,FCFP_6.23.,FCFP_6.24.,FCFP_6.25.,FCFP_6.26.,FCFP_6.27.,FCFP_6.28.,FCFP_6.29.,FCFP_6.30.,FCFP_6.31.,FCFP_6.32.,FCFP_6.33.,FCFP_6.34.,FCFP_6.35.,FCFP_6.
36.,FCFP_6.37.,FCFP_6.38.,FCFP_6.39.,FCFP_6.40.,FCFP_6.41.,FCFP_6.42.,FCFP_6.43.,FCFP_6.44.,FCFP_6.45.,FCFP_6.46.,FCFP_6.47.,FCFP_6.48.,FCFP_6.49.,FCFP_6.50.,FCFP_6.51.,FCFP_6.52.,FCFP_6.53.,FC
FP_6.54.,FCFP_6.55.,FCFP_6.56.,FCFP_6.57.,FCFP_6.58.,FCFP_6.59.,FCFP_6.60.,FCFP_6.61.,FCFP_6.62.,FCFP_6.63.,FCFP_6.64.,FCFP_6.65.,FCFP_6.66.,FCFP_6.67.,FCFP_6.68.,FCFP_6.69.,FCFP_6.70.,FCFP_6.7
1.,FCFP_6.72.,FCFP_6.73.,FCFP_6.74.,FCFP_6.75.,FCFP_6.76.,FCFP_6.77.,FCFP_6.78.,FCFP_6.79.,FCFP_6.80.,FCFP_6.81.,FCFP_6.82.,FCFP_6.83.,FCFP_6.84.,FCFP_6.85.,FCFP_6.86.,FCFP_6.87.,FCFP_6.88.,FCF
P_6.89.,FCFP_6.90.,FCFP_6.91.,FCFP_6.92.,FCFP_6.93.,FCFP_6.94.,FCFP_6.95.,FCFP_6.96.,FCFP_6.97.,FCFP_6.98.,FCFP_6.99.,FCFP_6.100.,FCFP_6.101.,FCFP_6.102.,FCFP_6.103.,FCFP_6.104.,FCFP_6.105.,FCF
P_6.106.,FCFP_6.107.,FCFP_6.108.,FCFP_6.109.,FCFP_6.110.,FCFP_6.111.,FCFP_6.112.,FCFP_6.113.,FCFP_6.114.,FCFP_6.115.,FCFP_6.116.,FCFP_6.117.,FCFP_6.118.,FCFP_6.119.,FCFP_6.120.,FCFP_6.121.,FCFP
_6.122.,FCFP_6.123.,FCFP_6.124.,FCFP_6.125.,FCFP_6.126.,FCFP_6.127.,FCFP_6.128.,FCFP_6.129.,FCFP_6.130.,FCFP_6.131.,FCFP_6.132.,FCFP_6.133.,FCFP_6.134.,FCFP_6.135.,FCFP_6.136.,FCFP_6.137.,FCFP_
6.138.,FCFP_6.139.,FCFP_6.140.,FCFP_6.141.,FCFP_6.142.,FCFP_6.143.,FCFP_6.144.,FCFP_6.145.,FCFP_6.146.,FCFP_6.147.,FCFP_6.148.,FCFP_6.149.,FCFP_6.150.,FCFP_6.151.,FCFP_6.152.,FCFP_6.153.,FCFP_6
.
154.,FCFP_6.155.,FCFP_6.156.,FCFP_6.157.,FCFP_6.158.,FCFP_6.159.,FCFP_6.160.,FCFP_6.161.,FCFP_6.162.,FCFP_6.163.,FCFP_6.164.,FCFP_6.165.,FCFP_6.166.,FCFP_6.167.,FCFP_6.168.,FCFP_6.169.,FCFP_6.1
70.,FCFP_6.171.,FCFP_6.172.,FCFP_6.173.,FCFP_6.174.,FCFP_6.175.,FCFP_6.176.,FCFP_6.177.,FCFP_6.178.,FCFP_6.179.,FCFP_6.180.,FCFP_6.181.,FCFP_6.182.,FCFP_6.183.,FCFP_6.184.,FCFP_6.185.,FCFP_6.18
6.,FCFP_6.187.,FCFP_6.188.,FCFP_6.189.,FCFP_6.190.,FCFP_6.191.,FCFP_6.192.,FCFP_6.193.,FCFP_6.194.,FCFP_6.195.,FCFP_6.196.,FCFP_6.197.,FCFP_6.198.,FCFP_6.199.,FCFP_6.200.,FCFP_6.201.,FCFP_6.202
.,FCFP_6.203.,FCFP_6.204.,FCFP_6.205.,FCFP_6.206.,FCFP_6.207.,FCFP_6.208.,FCFP_6.209.,FCFP_6.210.,FCFP_6.211.,FCFP_6.212.,FCFP_6.213.,FCFP_6.214.,FCFP_6.215.,FCFP_6.216.,FCFP_6.217.,FCFP_6.218.
,FCFP_6.219.,FCFP_6.220.,FCFP_6.221.,FCFP_6.222.,FCFP_6.223.,FCFP_6.224.,FCFP_6.225.,FCFP_6.226.,FCFP_6.227.,FCFP_6.228.,FCFP_6.229.,FCFP_6.230.,FCFP_6.231.,FCFP_6.232.,FCFP_6.233.,FCFP_6.234.,
FCFP_6.235.,FCFP_6.236.,FCFP_6.237.,FCFP_6.238.,FCFP_6.239.,FCFP_6.240.,FCFP_6.241.,FCFP_6.242.,FCFP_6.243.,FCFP_6.244.,FCFP_6.245.,FCFP_6.246.,FCFP_6.247.,FCFP_6.248.,FCFP_6.249.,FCFP_6.250.,F
CFP_6.251.,FCFP_6.252.,FCFP_6.253.,FCFP_6.254.,FCFP_6.255.,FCFP_6.256.,Z1.1.,Z1.5.,Z1.20.,Z1.24.,Z1.28.,Z1.33.,Z1.34.,Z1.36.,Z1.43.,Z1.47.,Z1.48.,Z1.56.,Z1.57.,Z1.59.,Z1.60.,Z1.61.,Z1.63.,Z1.64
.,Z1.66.,Z1.68.,Z1.69.,Z1.70.,Z1.75.,Z1.77.,Z1.78.,Z1.81.,Z1.82.,Z1.84.,Z1.92.,Z2.1.,Z2.5.,Z2.20.,Z2.24.,Z2.28.,Z2.33.,Z2.34.,Z2.36.,Z2.43.,Z2.47.,Z2.48.,Z2.56.,Z2.57.,Z2.59.,Z2.60.,Z2.61.,Z2.6
3.,Z2.64.,Z2.66.,Z2.68.,Z2.69.,Z2.70.,Z2.75.,Z2.77.,Z2.78.,Z2.81.,Z2.82.,Z2.84.,Z2.92.,Z3.1.,Z3.5.,Z3.20.,Z3.24.,Z3.28.,Z3.33.,Z3.34.,Z3.36.,Z3.43.,Z3.47.,Z3.48.,Z3.56.,Z3.57.,Z3.59.,Z3.60.,Z3.
61.,Z3.63.,Z3.64.,Z3.66.,Z3.68.,Z3.69.,Z3.70.,Z3.75.,Z3.77.,Z3.78.,Z3.81.,Z3.82.,Z3.84.,Z3.92.,Z4.1.,Z4.5.,Z4.20.,Z4.24.,Z4.28.,Z4.33.,Z4.34.,Z4.36.,Z4.43.,Z4.47.,Z4.48.,Z4.56.,Z4.57.,Z4.59.,Z4
.
60.,Z4.61.,Z4.63.,Z4.64.,Z4.66.,Z4.68.,Z4.69.,Z4.70.,Z4.75.,Z4.77.,Z4.78.,Z4.81.,Z4.82.,Z4.84.,Z4.92.,Z5.1.,Z5.5.,Z5.20.,Z5.24.,Z5.28.,Z5.33.,Z5.34.,Z5.36.,Z5.43.,Z5.47.,Z5.48.,Z5.56.,Z5.57.,Z5
.59.,Z5.60.,Z5.61.,Z5.63.,Z5.64.,Z5.66.,Z5.68.,Z5.69.,Z5.70.,Z5.75.,Z5.77.,Z5.78.,Z5.81.,Z5.82.,Z5.84.,Z5.92.</sci:value>

</sci:arg>
<sci:arg name="ExcludedProperties" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Properties excluded when learning due to zero variance.</sci:help>
<sci:value>Num_Atoms.2.,Num_Bonds.2.,Num_Hydrogens.2.,Num_PositiveAtoms.2.,Num_NegativeAtoms.

2.,Num_RingBonds.2.,Num_RotatableBonds.2.,Num_AromaticBonds.2.,Num_BridgeBonds.2.,Num_Rings.2.,Num_AromaticRings.2.,Num_RingAssemblies.2.,Num_Chains.2.,Num_ChainAssemblies.2.,Num_Fragments.
2.,Molecular_Weight.2.,Num_H_Acceptors.2.,Num_H_Donors.2.,Molecular_Solubility.2.,Molecular_Volume.2.,Molecular_SurfaceArea.2.,Molecular_PolarSurfaceArea.2.,LogD.
2.,Z1.2.,Z1.3.,Z1.4.,Z1.6.,Z1.7.,Z1.8.,Z1.9.,Z1.10.,Z1.11.,Z1.12.,Z1.13.,Z1.14.,Z1.15.,Z1.16.,Z1.17.,Z1.18.,Z1.19.,Z1.21.,Z1.22.,Z1.23.,Z1.25.,Z1.26.,Z1.27.,Z1.29.,Z1.30.,Z1.31.,Z1.32.,Z1.35.,Z
1.37.,Z1.38.,Z1.39.,Z1.40.,Z1.41.,Z1.42.,Z1.44.,Z1.45.,Z1.46.,Z1.49.,Z1.50.,Z1.51.,Z1.52.,Z1.53.,Z1.54.,Z1.55.,Z1.58.,Z1.62.,Z1.65.,Z1.67.,Z1.71.,Z1.72.,Z1.73.,Z1.74.,Z1.76.,Z1.79.,Z1.80.,Z1.83
.,Z1.85.,Z1.86.,Z1.87.,Z1.88.,Z1.89.,Z1.90.,Z1.91.,Z1.93.,Z1.94.,Z2.2.,Z2.3.,Z2.4.,Z2.6.,Z2.7.,Z2.8.,Z2.9.,Z2.10.,Z2.11.,Z2.12.,Z2.13.,Z2.14.,Z2.15.,Z2.16.,Z2.17.,Z2.18.,Z2.19.,Z2.21.,Z2.22.,Z2
.
23.,Z2.25.,Z2.26.,Z2.27.,Z2.29.,Z2.30.,Z2.31.,Z2.32.,Z2.35.,Z2.37.,Z2.38.,Z2.39.,Z2.40.,Z2.41.,Z2.42.,Z2.44.,Z2.45.,Z2.46.,Z2.49.,Z2.50.,Z2.51.,Z2.52.,Z2.53.,Z2.54.,Z2.55.,Z2.58.,Z2.62.,Z2.65.,



Z2.67.,Z2.71.,Z2.72.,Z2.73.,Z2.74.,Z2.76.,Z2.79.,Z2.80.,Z2.83.,Z2.85.,Z2.86.,Z2.87.,Z2.88.,Z2.89.,Z2.90.,Z2.91.,Z2.93.,Z2.94.,Z3.2.,Z3.3.,Z3.4.,Z3.6.,Z3.7.,Z3.8.,Z3.9.,Z3.10.,Z3.11.,Z3.12.,Z3.1
3.,Z3.14.,Z3.15.,Z3.16.,Z3.17.,Z3.18.,Z3.19.,Z3.21.,Z3.22.,Z3.23.,Z3.25.,Z3.26.,Z3.27.,Z3.29.,Z3.30.,Z3.31.,Z3.32.,Z3.35.,Z3.37.,Z3.38.,Z3.39.,Z3.40.,Z3.41.,Z3.42.,Z3.44.,Z3.45.,Z3.46.,Z3.49.,Z
3.50.,Z3.51.,Z3.52.,Z3.53.,Z3.54.,Z3.55.,Z3.58.,Z3.62.,Z3.65.,Z3.67.,Z3.71.,Z3.72.,Z3.73.,Z3.74.,Z3.76.,Z3.79.,Z3.80.,Z3.83.,Z3.85.,Z3.86.,Z3.87.,Z3.88.,Z3.89.,Z3.90.,Z3.91.,Z3.93.,Z3.94.,Z4.2.
,Z4.3.,Z4.4.,Z4.6.,Z4.7.,Z4.8.,Z4.9.,Z4.10.,Z4.11.,Z4.12.,Z4.13.,Z4.14.,Z4.15.,Z4.16.,Z4.17.,Z4.18.,Z4.19.,Z4.21.,Z4.22.,Z4.23.,Z4.25.,Z4.26.,Z4.27.,Z4.29.,Z4.30.,Z4.31.,Z4.32.,Z4.35.,Z4.37.,Z4
.
38.,Z4.39.,Z4.40.,Z4.41.,Z4.42.,Z4.44.,Z4.45.,Z4.46.,Z4.49.,Z4.50.,Z4.51.,Z4.52.,Z4.53.,Z4.54.,Z4.55.,Z4.58.,Z4.62.,Z4.65.,Z4.67.,Z4.71.,Z4.72.,Z4.73.,Z4.74.,Z4.76.,Z4.79.,Z4.80.,Z4.83.,Z4.85.,
Z4.86.,Z4.87.,Z4.88.,Z4.89.,Z4.90.,Z4.91.,Z4.93.,Z4.94.,Z5.2.,Z5.3.,Z5.4.,Z5.6.,Z5.7.,Z5.8.,Z5.9.,Z5.10.,Z5.11.,Z5.12.,Z5.13.,Z5.14.,Z5.15.,Z5.16.,Z5.17.,Z5.18.,Z5.19.,Z5.21.,Z5.22.,Z5.23.,Z5.2
5.,Z5.26.,Z5.27.,Z5.29.,Z5.30.,Z5.31.,Z5.32.,Z5.35.,Z5.37.,Z5.38.,Z5.39.,Z5.40.,Z5.41.,Z5.42.,Z5.44.,Z5.45.,Z5.46.,Z5.49.,Z5.50.,Z5.51.,Z5.52.,Z5.53.,Z5.54.,Z5.55.,Z5.58.,Z5.62.,Z5.65.,Z5.67.,Z
5.71.,Z5.72.,Z5.73.,Z5.74.,Z5.76.,Z5.79.,Z5.80.,Z5.83.,Z5.85.,Z5.86.,Z5.87.,Z5.88.,Z5.89.,Z5.90.,Z5.91.,Z5.93.,Z5.94.,ProtFP.1.,ProtFP.2.,ProtFP.3.,ProtFP.4.,ProtFP.5.,ProtFP.6.,ProtFP.
7.,ProtFP.8.,ProtFP.9.,ProtFP.10.,ProtFP.11.,ProtFP.12.,ProtFP.13.,ProtFP.14.,ProtFP.15.,ProtFP.16.,ProtFP.17.,ProtFP.18.,ProtFP.19.,ProtFP.20.,ProtFP.21.,ProtFP.22.,ProtFP.23.,ProtFP.
24.,ProtFP.25.,ProtFP.26.,ProtFP.27.,ProtFP.28.,ProtFP.29.,ProtFP.30.,ProtFP.31.,ProtFP.32.,ProtFP.33.,ProtFP.34.,ProtFP.35.,ProtFP.36.,ProtFP.37.,ProtFP.38.,ProtFP.39.,ProtFP.40.,ProtFP.
41.,ProtFP.42.,ProtFP.43.,ProtFP.44.,ProtFP.45.,ProtFP.46.,ProtFP.47.,ProtFP.48.,ProtFP.49.,ProtFP.50.,ProtFP.51.,ProtFP.52.,ProtFP.53.,ProtFP.54.,ProtFP.55.,ProtFP.56.,ProtFP.57.,ProtFP.
58.,ProtFP.59.,ProtFP.60.,ProtFP.61.,ProtFP.62.,ProtFP.63.,ProtFP.64.,ProtFP.65.,ProtFP.66.,ProtFP.67.,ProtFP.68.,ProtFP.69.,ProtFP.70.,ProtFP.71.,ProtFP.72.,ProtFP.73.,ProtFP.74.,ProtFP.
75.,ProtFP.76.,ProtFP.77.,ProtFP.78.,ProtFP.79.,ProtFP.80.,ProtFP.81.,ProtFP.82.,ProtFP.83.,ProtFP.84.,ProtFP.85.,ProtFP.86.,ProtFP.87.,ProtFP.88.,ProtFP.89.,ProtFP.90.,ProtFP.91.,ProtFP.
92.,ProtFP.93.,ProtFP.94.,ProtFP.95.,ProtFP.96.,ProtFP.97.,ProtFP.98.,ProtFP.99.,ProtFP.100.,ProtFP.101.,ProtFP.102.,ProtFP.103.,ProtFP.104.,ProtFP.105.,ProtFP.106.,ProtFP.107.,ProtFP.
108.,ProtFP.109.,ProtFP.110.,ProtFP.111.,ProtFP.112.,ProtFP.113.,ProtFP.114.,ProtFP.115.,ProtFP.116.,ProtFP.117.,ProtFP.118.,ProtFP.119.,ProtFP.120.,ProtFP.121.,ProtFP.122.,ProtFP.123.,ProtFP.
124.,ProtFP.125.,ProtFP.126.,ProtFP.127.,ProtFP.128.,ProtFP.129.,ProtFP.130.,ProtFP.131.,ProtFP.132.,ProtFP.133.,ProtFP.134.,ProtFP.135.,ProtFP.136.,ProtFP.137.,ProtFP.138.,ProtFP.139.,ProtFP.
140.,ProtFP.141.,ProtFP.142.,ProtFP.143.,ProtFP.144.,ProtFP.145.,ProtFP.146.,ProtFP.147.,ProtFP.148.,ProtFP.149.,ProtFP.150.,ProtFP.151.,ProtFP.152.,ProtFP.153.,ProtFP.154.,ProtFP.155.,ProtFP.
156.,ProtFP.157.,ProtFP.158.,ProtFP.159.,ProtFP.160.,ProtFP.161.,ProtFP.162.,ProtFP.163.,ProtFP.164.,ProtFP.165.,ProtFP.166.,ProtFP.167.,ProtFP.168.,ProtFP.169.,ProtFP.170.,ProtFP.171.,ProtFP.
172.,ProtFP.173.,ProtFP.174.,ProtFP.175.,ProtFP.176.,ProtFP.177.,ProtFP.178.,ProtFP.179.,ProtFP.180.,ProtFP.181.,ProtFP.182.,ProtFP.183.,ProtFP.184.,ProtFP.185.,ProtFP.186.,ProtFP.187.,ProtFP.
188.,ProtFP.189.,ProtFP.190.,ProtFP.191.,ProtFP.192.,ProtFP.193.,ProtFP.194.,ProtFP.195.,ProtFP.196.,ProtFP.197.,ProtFP.198.,ProtFP.199.,ProtFP.200.,ProtFP.201.,ProtFP.202.,ProtFP.203.,ProtFP.
204.,ProtFP.205.,ProtFP.206.,ProtFP.207.,ProtFP.208.,ProtFP.209.,ProtFP.210.,ProtFP.211.,ProtFP.212.,ProtFP.213.,ProtFP.214.,ProtFP.215.,ProtFP.216.,ProtFP.217.,ProtFP.218.,ProtFP.219.,ProtFP.
220.,ProtFP.221.,ProtFP.222.,ProtFP.223.,ProtFP.224.,ProtFP.225.,ProtFP.226.,ProtFP.227.,ProtFP.228.,ProtFP.229.,ProtFP.230.,ProtFP.231.,ProtFP.232.,ProtFP.233.,ProtFP.234.,ProtFP.235.,ProtFP.
236.,ProtFP.237.,ProtFP.238.,ProtFP.239.,ProtFP.240.,ProtFP.241.,ProtFP.242.,ProtFP.243.,ProtFP.244.,ProtFP.245.,ProtFP.246.,ProtFP.247.,ProtFP.248.,ProtFP.249.,ProtFP.250.,ProtFP.251.,ProtFP.
252.,ProtFP.253.,ProtFP.254.,ProtFP.255.,ProtFP.256.</sci:value>

</sci:arg>
<sci:arg name="R Version" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Version of R used to construct the model.</sci:help>
<sci:value>2.12.1</sci:value>

</sci:arg>
<sci:arg name="PointInfoText" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:value>4,31,3;Num_Atoms;IsNumber;NoSubtype;SciTegic.value.DoubleValue;

4;1;1024;2;1;0;122;60566;1770982;2605;0;0;0;;0,3;Num_Bonds;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;132;65086;2072484;2605;0;0;0;;0,3;Num_Hydrogens;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;111;56968;1774056;2605;0;0;0;;0,3;Num_PositiveAtoms;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;5;878;1240;2605;0;0;0;;0,3;Num_NegativeAtoms;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;5;1006;1520;2605;0;0;0;;0,3;Num_RingBonds;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;69;38454;782684;2605;0;0;0;;0,3;Num_RotatableBonds;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;43;11094;87088;2605;0;0;0;;0,3;Num_AromaticBonds;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;60;17366;203062;2605;0;0;0;;0,3;Num_BridgeBonds;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;52;2549;47707;2605;0;0;0;;0,3;Num_Rings;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;11;7123;27185;2605;0;0;0;;0,3;Num_AromaticRings;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;10;3008;6124;2605;0;0;0;;0,3;Num_RingAssemblies;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;11;3970;8348;2605;0;0;0;;0,3;Num_Chains;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;147;72670;2822654;2605;0;0;0;;0,3;Num_ChainAssemblies;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;55;28340;410476;2605;0;0;0;;0,3;Num_Fragments;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;1;2603;2603;2605;0;0;0;;0,3;Molecular_Weight;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;1696.15877;861645.282829999;357322372.141859;2605;0;0;0;;0,3;Num_H_Acceptors;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;46;12136;90988;2605;0;0;0;;0,3;Num_H_Donors;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;20;4554;21396;2605;0;0;0;;0,3;Molecular_Solubility;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;-18.907;1.689;-10211.598;56627.1249639999;2605;0;0;0;;0,3;Molecular_Volume;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;1022.13;576898.420000001;161962065.865;2605;0;0;0;;0,3;Molecular_SurfaceArea;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;1587.82;842479.650000002;338670580.333699;2605;0;0;0;;0,3;Molecular_PolarSurfaceArea;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;0;792.13;223114.12;31031520.2760001;2605;0;0;0;;0,3;LogD;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;-25.194;15.041;4254.50900000001;27769.3868249999;2605;0;0;0;;0,3;FCFP_6;IsFingerprint;NoSubtype;SciTegic.value.IntegerFingerprintValue;
0;1;1024;2;1;0;0;0;0;0;0;0;0;;0,3;Z1;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-4.28;3.52;-353030.050000548;2417952.84589925;244870;0;0;0;;0,3;Z2;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-4.06;2.5;-219609.120000091;1124410.0031967;244870;0;0;0;;0,3;Z3;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-3.5;3.71;-106886.850000151;479438.705699347;244870;0;0;0;;0,3;Z4;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-3.04;1.99;-37763.6899999033;270819.323299897;244870;0;0;0;;0,3;Z5;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-2.65;2;23217.4799999779;159470.046199991;244870;0;0;0;;0,3;ProtFP;IsFingerprint;NoSubtype;SciTegic.value.IntegerFingerprintValue;
0;1;1024;2;1;0;0;0;0;0;0;0;0;;0,3;Activity;IsString;NoSubtype;SciTegic.value.StringValue;24;1;1024;2;1;0;0;0;0;0;0;0;0;;0,1128,1024,L2Norm,Tanimoto,Unknown,,0</sci:value>

</sci:arg>



<sci:arg name="Model Type" type="StringType" required="false" visibility="nevershow" multi="false">
<sci:value>External/R Model</sci:value>

</sci:arg>
<sci:arg name="CompressedRModelBin" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>CompressedRModelBin</sci:help>
<sci:value>H4sIAAAAAAACC+ya

+VeS6RvwZ6Ypp0xt2qzcpqysTJ0Wd4WppqxMLZesVJiytDTFHRCFyknHTMlKyZUcLRUXKjUXQDJTUhMyRVQ2FYUEARURAYG37/Lj+w+873yfHz7nPp9zn3Of57nv67ru65zHIuun7/796LNYeimbA5gA5G8V+0//fGz1z67XmAiX/
KDaqn39P2zFVe0jZT7Y9+DOnbN2u0gKTtDGX367ub/i+C9r15ptPvnzBo3UNpzfzpm/vOoBTa3VKg9G90g4ftQUQfGRwFrd7ycODLz6/e4Pq9dt2ZeQ2PHD/fqfAAeD9y1j73WgutJ09bcHJf35dfqbW/4OnjszOk7eNddX4+oQqQ4jOPg0iUbe
+IVz9fSTZKTW8ciJwwvHy6ItqgK1FKYkwC5/nfuExboWIBm8rABm/Ugu+2qhPRnNbA3ty5c4uql6yoX6WkrRuuYZ1qHliUmtkbFoqNZL7V0HWI9s/1MH3XOl6Ra3PlQQFhXU+Gcg/
qd23Fb8UWIw7qQorMSlKbkmICusJKgp0iQF3DPuyKrhXPi6URfSG75O279DV80BKkvvtUszF0OMG4ir7RZSjRs+oeTqvtdirV+2btHNt47cILa7oV4mq32X+oGjWl21N5JrMaPAvClFNblhEECwUKuqlOvEOzAiGGFE2vosaQU6LOJyhlEBAqwpRle3FH/
IG0y9optqUTYvDQLZIGWBBCUFhrSvUA/pltpbRqRKV4oMNZafm9IyIsC0eWnku1JpwFEJhmAHqxYQPEMwuvxyFFSpxblrIHWdQHYlClogi7TSLQG0kNJ4nbeFVPd
+QUNelmKLO7W9g55iK83g6w5UspS7PSu4tw08Gy6r0egwSdPccMxYmO3bkuD66RXI7aysywpdI1vrB1z0zWk+nVrlqWw/
zdT4MizJGtNbIbZJKB1dbfdSggrl6oqihFhbyjSI4zkKwTSAkIKHWe6ntP032kdk3V3Rg6gv6bpbanQCMYT6dhFio57m4HVh2X2v63UYhtR3WONLW6tbUvGhbjqwRKQJ0E34AnRQr2+fa8WKKbn2UOWo6ALLZ2wpSIJpXz73rdKV
+m1pHVVLGKKtOOaLpZJmVAMHJUwDzzr0Q5Ta3td9bEelq1oRt1hp+5atoUvtuld0b3W6HmwWew0KqgblSFcqNcw+OUDnoHaN0uHbeb4KOnfUTtcfeois0AyGLl8bY3CdoStklRS7yLUNDFJyx6iYeDPtjAMpmPk1TgG3fdv9YtFAG7Hdlg/
TWXvayUdIpupesFp6m+fpXKllqhXAusCd4PVvTovyQ4LeSvzHj3NeP1JHNGwtCUqMqi7dEkkfTtUCGwom/K/f1W3PO7hwcY4kdtHu7x6t9fKUD8dEHzZdXt9i9DH1eatRguLuBOBXtl6++l2ShZPwWNm7VZzyO4q/iB6FitMK8+0cy0HEdTj6tjQ3MI24Y4r
+C34N3P5jzTGQwULEo/+oz8QdhYEnZBE3QQb9NWVw+6P4dP5/pSLiK8iAXVOGsE/Ap0von0k72v4rO2uuwuzX49Mn6L8Sd6QHds5FbPuvPIdPn6H/StrxMrBzMeIZyGCw5mryf+Qr4o78wM6FiEsgg76aq3D7g/j06f/KpYgRkAGz5irC/jY+XUx/Rdrx9r
+SUjMBszfFp/PoMcQdOYGd8xFO/5Yt9vU/uc3dcVv/8cTjjEK3oemynUZe8Js9J4LMzzbd8dc//X+D/eOI3fTTuFx/y+pTvtkVO878WxytfnnG3gt3y9frSUSh/2BF4d7/qBDcjK8XJqLNf/BFoS09ofql579V/6OIdP8jFYU76eurw07bn8Bt/
696Ubiffq467Ky9H67At/9pxMv/qIPVYWfsPXGXffsfR+T7N1QU7vmPCsKN+vbnR7z1b3hRaEO/XR3m+R+VG5HjH19RaEk3reaftvfAOf9LXVubuWd3/qNLx/+/HWTuzb/5D4Vt/td/KHbmb/uHYn/+s38o9uRf+ofCJn/kHwrLfKd/JEr33F9lBHv2p7ne
+KGOUANz0dzIHcpet7fjrw3QZdHfCdc8/7/B9ljIvbYfE9cKNw7tqfI8j/mP2DFEf16/JtG+quZYiIEw4nxg2n+UYWJiVc2JEDOh8HxgRpvLEL3s3yryt5BVwh3nGXfa1gzZP6//
PtHgP6rwPOPPtr1D9mX1axO9qiKPh2z6j9o61PS8fnWiTVXksRB94ZXzjHv/UQaJUVWRJ0JMhGPnGeltDkNNZf9Wot9C9IQu5xl32wyHEp/Xr0o0+5eaO/AdaPW7mu9gW77D/zAe8B1x3Z3A7/+B8ifirrkH76x/+P92cHTu7Kp/JhLmzur9M7F
+rve7fybOzfX++M/EwbneH/6ZuD3Xu+afCdO53u//gVi3IP5RmXQvxfVYe8kvXO9HEKuPzZummGv/p/+n/6f/p/+n/6f/39GV+solrv7mff643+5aK+beageb3BmmPC8f4+RGvocrTNbWQbb5ikoPVXBN1GN3bhBvLY0MW/
YBOl5vD5eemQU8DpX7CCot3HpNMhTIWs14K3E+E2DR71baaQKxa77qP7CTeFWcBR0G+qEdf9QFQc9FgVDPeaO5cvKkQTM5rndf+bxqkVQUzpWZ4/GymQpOKkogx4OLWLGgLSCwUsvuAaa8O2SQU7dfIQ8yjeeugg5X+/9VThNHHl6SoZ3DlIwmV3wk5RAC2x/
7wxnTQfUEyETi9P5Qpat7wEsPeM4ozBP9Ep42paxtcFw0k99TuB+y+FSFvfiHPuWoZvGDRZb6owAbPaKjQksfKZSS8vj80qwm86mvNmC0E3IqMKfaRSXgA8Pjzyn/FhEkDyefXStZIy86lB8acfvm4nhoc9yisAGyhfWod+DJRv0AkcPDcr/o0ccX+MnK0p
+NKMBg8hNFKkftslg7YFPTmNLuoRy2yfrRSdXP61pTu1xaLt13UaiOb3JyuVTLcZdPc1J1K82LC6GYXgVOzKcHKiRxhD6eDZkAiHBnyRfbKWwjiYCMknDuQ4i2XOlwIhgKFNQ3qwHQVPZ0ElDAUTc/IYAkArZ4sl3STiNBydxULLkUpSZweeBoBSfV/
YtUw5XaVqJQLQqtopUr0nIUbQSUdignhawb1MYzQyvkMRhaCFLBabYgqSRaKNoI7I5Sz+VsajZrFdNCQNzYqVQOuV2L4KpXFCgcT43ULan91A
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iI3815uX76DWnjvq1fXIx5vXGiy1Fz0Bd5rw0YCjhqG47eKnpvHGEyOWzcukbRmW6dh1wUHQFvXNGKZsxuixo9EWIXoo5k87aK8fy3+ooI
+qXPzsHrokRvDs4eLAZVd6CexBEjTTawhg1mg6zn1a8QatqJf8o7k6fAPlIT4g8TUnY7ExFXWUntOL4UN6oObbhpx8FjP2RpzPJ8jDfGOIAnLeONRB5GEc9wWGxVPQzXuOb1NpI+yz0hUWD8qbgRUu/p7zIUlwG6Khrj3485OTKlo/
JnapP4Td6TWOUWAP50c9dwWVbjhM0VCVj30Cqx4DV1FZh/ze6wg9740GgRN/sGeOUXhurAmIKc7+cNnBKOd9o5XMfzF6rfQ6D2SQ4yuxnNthQ/DDI9ohKwCBiCOQv/
bP6zAHjuOg3EnR99hOFREuCjQvMoOLiMFlz1awTRSEfthskpTu5tMZZmiYGWScRPSiv3Y8jv602KRGd1wQrZTukEoXON/yiZldb3ON0CWQ3HtLY9+tktDf8/
aR1GafTvuoIMSkJFW8HwGv7UeP2sjzwkP50jcDoa7yABe3is8X0WT09YIDM8k7IoOkwSEJwAOfoNB+6GbPRGMsBFERlw5ubeRLreaIaTVJE9rW7QBQ/oUc2/AuaMQx4ueU7Hd29278cai89ETC/
471CvvGh7hiq5xk2sdAxah2YzSFRd1Tfs26UeHOscTTX8tQrxPDncKMvYIZjD/v6a4VJDvYlfdCHWPUMCbg2xj+g4mJcgJIyG2y4AkVQ9M3+HEFcC94yqIJFObVPhJQyAvNq2fc6m7T0rYuD3KNnTOgy3rNijRxTH0DhcHFKDEQhw049gEoffsdJ3tVSfq
+bPbYTFkCDsj6me3CfTnC9LHWtPW43eMLPLZ3/3PsCRik1TMEsq0r5sB+BmLGmMN8bg3Bq+Snjs0vGagoJI6nhYj1YzTWDMY6EDVO9jyDzdZJ6lASBfntf+FwJG9dKNt+i1y41F32ZBY0yiOEoP9lockAD+DKi8JQeYuoSVIHS/
rpJN9xXZrO50ZeotvCSZAYhXPPjlzWU8AYnybS9yJyZ86sxPdRPYScaS7R6C20WGjtwCcVbgDkxvkIZUFG0WYNXcYW6smJlRjtRGfo3T80zSCJnsu2TiC07s4Fwfrw34DSIAjdhrIIt64mxn5KPkuS12ZdEsxQAw8UrqiW5EYtta23D6glXNi8QOq4Z2FmIHm
XjKjXUMmLA5d3a8+5//jjQgdW4hg3ogwodcluK05p6PfKAyFbFjuRXnsnwVgVMHkrVfvrcygryvoLS6mu4KYfuHKAL+MH8aHGoaXM2biCt/4h7z2wKL1kHYTsIdqYYz1cID2k1M9sSXa9OKM8Ac/YHNCBVuloPagGfayeiv30UF3q2ATzKo/9uPccR/
uyKnewwn+B+9undyawO4PQPqmnOiU8IR2sY1rSGD0+beOsM1oH5djAn3g3YqbRkAZ+t/Al49e/ehJhvgqUzIbnazLRgzFXq7WH3ZXaue/
LAVSA8nv51+TvrPQ9sUu47JDpFLZTDTPvhdzuj8N9bzoflvEzReYcX9XkTpvCYLfkKk0In2HEbRDh5aiR2PsQ6+pxCbW1eMSk9vTBP66xQcxbHh5lwmIkYZUAcd0+Z865vzkku65izjvbo92DEPgUhPFET+KfW31EXl9Mnol+4rxZvNk+2Q/
ABQkLPcfhIpt7blaZiXaMi7OBi3VcPA0m69wNDsXF7zugDfdzR1zbVvt8jPOKy2zkthdCmlg0PLnYmZKqefchN1AYd860bziz7Cfiabz70DS7d8ZlnYhtySuE1TARCkBMGAIE/0CsRPO8Fs6dpbWYUfWfOyvxX7kHGTnaj21S4Y/
8wJtqZDiYJj5FZYhsdnqS4JzmpFx/G2QHfcBX5Dmp3jSsTGbMdsrjsujCZ6wqS3Iuok0uGmKDnUWwwNV0HzvbOOM5U7ISGl1HPTkbfP3n450g46d0akxf89LmUImwUv3iVE2egFX2/FR9a/
XJN6tM4OqQWdwTU8ksfU7sZ9LSGElk0g3uMFyjMytWqKpxoeTxErO781glW4zi1XEfSYM1zqmRk5USQ7dxV/SfWbvwtIYUwngosHDqdDCV0kkyhDp24O4gf5kNwExjBzgoqggajwHqJ7l+ZZqTH7WzaK8Sd5w3CD9PlERaB/CST1GzTGJuT8Gry
+RV25aapIrD6ertPRsz9UIWjZIQHZok1tD341EMQzAHmWUczhIxQwfpVe5e5aW8nNo5oV/9s4XuWd5BDbDo+0F24g490Ns5MhLSba2/ON/tuX7EMRqPIeiuHS4yY4iDrXyHjkaD1Nt4+qFQCbLKWxdXQNr7qFCUsOWC0wrP2fmcI/hmWBwOqQbQGz
+cJTvUmwX5DNruRTL3RE6rw+CMmwagS8zcX4ewHVz5YBwIrV0aToVM5qYro2OscKQ5s0/AEw6lITG1Zm5r6nSmlxd1eA6TGQF8huXU/7Dn6VFrWisc2AeGQIeddfLoFFT1Yum6vZpy/gfYmKqL7e1POf9HItEM9/fOmAhw+ApBHW8md5wmEmeuFFvC
+fE0bJps6V6rObSkbEJd2XZIyFLGUSm4OkHn4WrbomQ7gK9GDlbmIDXGpp3WnV/3aSb4Ft4uhGqxFeZ00JISWu0mjjg8tOw8pbmfTwC78uJ238lqk9DxRTALuadpc6HbMXesuF8x+Jbpz2yk90ZIdV0ficbuY9za+/ERO7wtvS6JXDfxoZR4451gN4gKn2Yc
+coD58U77CdLFGaBf5a8wM0pXRUNiivN13uixdl/s3jB4LD3vLO4ixJdO9cVXmpqRrzqgjCCYmAYYdoL19//29ZOy/s62zD7Z11GtmN9toTf6Eyd2QpzehIPsl21AT/LJUSzhuzlZ0pdc2MSUDaQ+KB2lj5+BwiH6y0TnGTbEgSFojyvw7hrybLM
+7tn37Iuc78re5BBpSW+refyO+W3cnhOB/c7vKNTgcWC1h30aX8lQWYl0FRf2bMUMqNkxE5whZXugMXLwt1gRLe38hmMM8P4Ysnwqr68GRWcFzou+NYJ3WX3iHUoHuH9T1uFumqc1Vm++F9rmCMOkNpLPd0iEzTA4kzp6x5I0EEtBUi8G4+IWDxh
+i1B4TLsLKhiLualLcjKH3yq0SB4VpnpJdoDOd6WLM/QUf7WcvQu/9UOvBnjidkhHVD9Z8acpiujvJIO/47CWYJcSXDIOYBXb4ATJ6enWpGP+xgw0eDMYx2iWKXK1r43VBvwKh8xWBXJ9umB9pNrPVL7QeMrnL6ELMC/
eyLWotvCoy9AkTtJSc6lTDOhHUuIcuWDnLXpNl3dYy3qzdg2jErHFcU/2E0pqT39grIUiMAIaTpAgEz9bZnP3B05hNBTaoqesRxf/uaokFPB1gj8BBfmTO9eBDWy3fX55NnBMG+xhkNHw4hnFfc4cfGPsN+neNeFY8q/
cevdh13T4VUIe8RiH5+Tca4Z2Ma5dOl3oQjJnEyDXKeXvPoAnqo7Pfz94sw38LI8u6H3/19G1pFa3Afha93hEjv4VKLqdL9FHK+X1PskJsUXvplTrQlBUxGaciUZXl0myNYbyMvwXSApovkkzOFjX
+jz62ynEn9T3P4FUwHVWsyPeg3HVDhLQAaAJwABdBCEFAKNcNPChJWOtbeNKV6C5cS0n5AD7SbGCVt7apqZaitHVoRDi1ROxvSt6hrT1A3AqA6aMrsdqX+AP3Bkq4qRpHKTtXhgruczZLLgr0o5rbNU5gWKMxL2knB4IU9rx7sGEXHgitqC5vjj/6s9J0PO
+xHjZjHrMp+FsW7fhRc4Srmy7FjvKEmsM5gZ4dZuGRvdgGk/A7UvhLCTGAoV/CtPXbtv9pSlwBs+PmIHSQ9o5sEw6uRz4E6M2AjPP4iaMg6VRWbu6sgpxAkgrXXJK0tsHXFD7+FbSAJiXVg14jeHnb7CmQQbB5I37iO5HBTBJXg+lzrtP/CntffPbKdS0U/
oLxPfo/S+/Rz89B77QgapnLcyQDQg6pPDOJmCe8jpTyyhgQ2xgT0aIzWfGlyWAAH65hvKj1W00xBmm4Ag00YnoSFgYMPvziZtegoopg6hXAnPd+9eEsFjZz8XCu
+lrHzuyNBgp2WCnfg2agVoXS0jeoN4Pyx3F8IZpdejY8aFLpKkGjUkNqcGlVoktHwzuy6gsoek7Uy1jduGSHAnJXAeQ+uEE9BaIieTY85zpPCFDcN0ezNqc+qK9LHwH++hXe6ayCDjDqA5GN2lDZuo82Km46bcUprEkX+1+b3b9XJp35Vtc
+Rv45DrLV2RURvmSocfvjD6bHuX3CYyUjMt+QmslERnANg9IF+PgpTN1nYcXNlt/XwJ26b79YBt/DWuZrZXQtBrr6pvh4AiuALajYFu/Dl76bOlWWO33KRBXhi+pZB5l3fG6l7Z513z8NeJiyFbFc+2tmJQ8I8+t71GXerC5WuFb9edsZCe75AJHNl
+KK2N8M1ybrhcOFLx7W+et9xvqHCSvF9PTfnDU67afw5vJcU2EBCZnxmkM/PojddVKARi0tdnah3fub/JXA/rvePOtK+qHT9aVvPK3fGL4GHc3MVfLwWsp8vppTOmi9Lih5wXM8c5LjyN77vya3Hdw2mbp0FE9vbc254K/XLNq+CF9Pvj5ixyZt4o
+gwezQmKXc/L1lP+7e8skpDi/5d6QyzmfqmNa9kJZqgIDH/4j3xpyOe1TdVTL/mBW+b4B29hlFZOQD/+RJbXshbPKBQbGY5cfm4Q05Lc4Dbmo/Zcs+K9IPPBv8Ns3oB27LGMS8jq/5fqQi6JP1REt7H/kT/+Ca9TP32123jvGPbSz8rL9WaGSaatWt7+/
4uTF8uteN1cF/xUh71g5RcbKZZj/7qLu3QOdK0O+H7O/tap6mvbhHevWTWjxf+R3Y/Y3V8uVaLbvWCo3oR+KULfugU7/Rz5NG3/HenwT2lCEcroHUitDfhyzt/gv+du/4uS/QuYm9HUR6vo9kGIZ8u0Y9saqnxJN+79kWOn/
Fm5bUzlLDXp9fiHvsMtKyIGbbtlp7ZeVowKs/l9dcFFFkkI5+RPU0quxKn9rzYIwq8QyFWXbOq8vYTLx50q81m5I3bO1GphIl/wslzNu1fa4xEt1VKNov0FoYy3rAmFbZ/KTf/Vol3sJ/
ZuVmGmOwnNdsO8L09+HBS1em1qoYoVtRNUqDYtHKS3avUpNyxlLOZp9ep7vQnqUiK9uDkqn5Vw6o+d9O3jw/2ahKHhAs8wl5LZKrmZZaE/RiHTaLe//SfJFu7fo8d8QwT1FP6XTVLxvf8n5HyVYubTVvyGmpNMe/2V/w4b3/
I8RvOa5sxvH3kdtdorzXS98WbVj6OTsJz34WiuK4GIvoQ6RJIkn348SQvVcrdL/zx4H/9QGuf3WRfrnSB2xuzzofKnEP6fputVvXUzfOVli5Vuby4MhwT97okgT1SfPyhLv2v3WFav7y/noXL
+BIPH9nUXZA54N07dIeq0lpSq0COv5w0cd98hKK99SB2mfUVjMf7S3JyPxzLsPvxI9Ma9EDvVQd8f3Re3yCM57fkEP+fSCntiJ24N7D6RRd3UuGYp4BLvt9ghWOEP0PZhGFfpre24PXlL6+8JfN/alMjFTQ5eajvjSkxWgE6phdsx3PoES8P7mKbHM6x
+zkyFKe67Z6p0sk7T/AlMpUOPwi754+94uvp53T0hQasFka9bKIkTyaGn9jR9/zqhl/hh/yuw6JCB1/tVNu7MRSYWex7ztxRFz6kKcQ1Xxi5e4rrTp75/dvFLW1ZqG/yaPMDALbo
+f6Ums4gCXWoaLyeztgWMsH4MJT0Bv2e9hrxwA8yuBNlLiSoAFkPwLInJbjau4AVMRElLN7TqtY30N5ICpiiSzRIfVwT+NAYcsvbFcVkoINP3kHx0l1+cP7bP98pPZhZYAU0A/irbWxq8KA4ubT/KQT1yYjjn3xq/nxlybDanvgza9dA2j
+cnI2jMLyyf9zz5aDw+DvgZc/cNuKVE1gMw01WjR/xz3zEVBJ4pFA+YeMbbfBqxvsGQ2Co0Qa0qmDlK14+NmnIdty8t+ryDIzN+T5Fpkak/9q/GWJmASEooZVWcFMl2GiVP+Uf4BeXuhSL/WLNMq7JsARET5YIv+ZaC
+BtDg8nuHrkS3MI5B9wPPtfuc0fF2QDbc5RV82tsc6zmsZCfjLEeOeeLDHd/5pTOZV5ZCyJa/WTrpUV9fcOihLVt1LM+ENEu4YC+rzZ/9OduIIbcuGyoFHUIT9BIUJh4rK4s8qskNkThIUX9xXiU+hyQqTbi9F2Ounvw6y29Qh/zujED1L/
pjyUVhy3vqSh4n6+nRpjzeyGRTBmiMbVMVPfwa4XOVoMdwd14xfLtH9Hy4yzVp/zO5ucKm4PlLj2RrkZv48hP+/Wm4oaSdB0GQDiKk/8f47SLhq60nioRVTt6Qenjqv1uo2EnXw1duSO07PCKwOz7UZNe/0ud/bfeIwOzNG1LHTri+OXnS9c3HN
+o3LPDFwq0x01GFk8wtxR/ACOT7cWX4OAcwiju9iJnS3PW/AElUkNYJ9gUA</sci:value>

</sci:arg>
<sci:arg name="IsLearnedModelImplementation" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:value>true</sci:value>
</sci:arg>
<sci:arg name="ByteArraysAreBase64Strings" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:value>true</sci:value>
</sci:arg>
<sci:arg name="vcModelDomain_Vars" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>vcModelDomain_Vars</sci:help>
<sci:value>vcModelDomain_Vars</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Constants" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>vcModelDomain_Constants</sci:help>
<sci:value>vcModelDomain_Constants</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Properties" type="StringType" required="false" visibility="nevershow" multi="true" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">



<sci:help>vcModelDomain_Properties</sci:help>
<sci:value>vcModelDomain_Properties</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Variance" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>vcModelDomain_Variance</sci:help>
<sci:value>vcModelDomain_Variance</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Loadings" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>vcModelDomain_Loadings</sci:help>
<sci:value>vcModelDomain_Loadings</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_ComponentStats" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>vcModelDomain_ComponentStats</sci:help>
<sci:value>vcModelDomain_ComponentStats</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_FingerprintFeatures" type="StringType" required="false" visibility="nevershow" 

multi="false" implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>vcModelDomain_FingerprintFeatures</sci:help>
<sci:value>vcModelDomain_FingerprintFeatures</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_InverseCovariance" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>vcModelDomain_InverseCovariance</sci:help>
<sci:value>vcModelDomain_InverseCovariance</sci:value>

</sci:arg>
<sci:arg name="Cache Properties" type="StringType" required="false" visibility="nevershow" multi="true" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Properties</sci:help>
<sci:value>Cache Properties</sci:value>

</sci:arg>
<sci:arg name="Cache Additional Properties" type="StringType" required="false" visibility="nevershow" multi="true" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Additional Properties</sci:help>
<sci:value>Cache Additional Properties</sci:value>

</sci:arg>
<sci:arg name="Cache Names" type="StringType" required="false" visibility="nevershow" multi="true" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Names</sci:help>
<sci:value>Cache Names</sci:value>

</sci:arg>
<sci:arg name="Cache Y Values" type="StringType" required="false" visibility="nevershow" multi="true" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Y Values</sci:help>
<sci:value>Cache Y Values</sci:value>

</sci:arg>
<sci:arg name="Cache Predictions" type="StringType" required="false" visibility="nevershow" multi="true" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Predictions</sci:help>
<sci:value>Cache Predictions</sci:value>

</sci:arg>
<sci:arg name="FitSummary" type="StringType" required="false" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}"/>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>gerard</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Wed Sep 28 17:21:54 2011</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Leuven_1B1_1B3_forest_classific_Num_FCFP_6_Z</sci:value>



</sci:arg>
<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol AutoLayout</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>MODELNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>Component Revision</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>SubProtocol</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{FCCEDB72-C020-478C-8F29-87FF9AF9EAC7}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>4122 -470</sci:value>
</sci:arg>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>By Ref</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Predict sample properties using the R model Leuven_1B1_1B3_forest_classific_Num_FCFP_6_Z</

sci:value>
<sci:value>&lt;pre&gt;Model summary from R:

Classes:
active, inactive

Descriptors:
Num_Atoms.1., Num_Bonds.1., Num_Hydrogens.1., Num_PositiveAtoms.1., 
Num_NegativeAtoms.1., Num_RingBonds.1., Num_RotatableBonds.1., 
Num_AromaticBonds.1., Num_BridgeBonds.1., Num_Rings.1., Num_AromaticRings.1., 
Num_RingAssemblies.1., Num_Chains.1., Num_ChainAssemblies.1., Num_Fragments.1., 
Molecular_Weight.1., Num_H_Acceptors.1., Num_H_Donors.1., 
Molecular_Solubility.1., Molecular_Volume.1., Molecular_SurfaceArea.1., 
Molecular_PolarSurfaceArea.1., LogD.1., FCFP_6.1., FCFP_6.2., FCFP_6.3., 
FCFP_6.4., FCFP_6.5., FCFP_6.6., FCFP_6.7., FCFP_6.8., FCFP_6.9., FCFP_6.10., 
FCFP_6.11., FCFP_6.12., FCFP_6.13., FCFP_6.14., FCFP_6.15., FCFP_6.16., 
FCFP_6.17., FCFP_6.18., FCFP_6.19., FCFP_6.20., FCFP_6.21., FCFP_6.22., 
FCFP_6.23., FCFP_6.24., FCFP_6.25., FCFP_6.26., FCFP_6.27., FCFP_6.28., 
FCFP_6.29., FCFP_6.30., FCFP_6.31., FCFP_6.32., FCFP_6.33., FCFP_6.34., 
FCFP_6.35., FCFP_6.36., FCFP_6.37., FCFP_6.38., FCFP_6.39., FCFP_6.40., 
FCFP_6.41., FCFP_6.42., FCFP_6.43., FCFP_6.44., FCFP_6.45., FCFP_6.46., 
FCFP_6.47., FCFP_6.48., FCFP_6.49., FCFP_6.50., FCFP_6.51., FCFP_6.52., 
FCFP_6.53., FCFP_6.54., FCFP_6.55., FCFP_6.56., FCFP_6.57., FCFP_6.58., 
FCFP_6.59., FCFP_6.60., FCFP_6.61., FCFP_6.62., FCFP_6.63., FCFP_6.64., 
FCFP_6.65., FCFP_6.66., FCFP_6.67., FCFP_6.68., FCFP_6.69., FCFP_6.70., 
FCFP_6.71., FCFP_6.72., FCFP_6.73., FCFP_6.74., FCFP_6.75., FCFP_6.76., 
FCFP_6.77., FCFP_6.78., FCFP_6.79., FCFP_6.80., FCFP_6.81., FCFP_6.82., 
FCFP_6.83., FCFP_6.84., FCFP_6.85., FCFP_6.86., FCFP_6.87., FCFP_6.88., 
FCFP_6.89., FCFP_6.90., FCFP_6.91., FCFP_6.92., FCFP_6.93., FCFP_6.94., 
FCFP_6.95., FCFP_6.96., FCFP_6.97., FCFP_6.98., FCFP_6.99., FCFP_6.100., 
FCFP_6.101., FCFP_6.102., FCFP_6.103., FCFP_6.104., FCFP_6.105., FCFP_6.106., 
FCFP_6.107., FCFP_6.108., FCFP_6.109., FCFP_6.110., FCFP_6.111., FCFP_6.112., 



FCFP_6.113., FCFP_6.114., FCFP_6.115., FCFP_6.116., FCFP_6.117., FCFP_6.118., 
FCFP_6.119., FCFP_6.120., FCFP_6.121., FCFP_6.122., FCFP_6.123., FCFP_6.124., 
FCFP_6.125., FCFP_6.126., FCFP_6.127., FCFP_6.128., FCFP_6.129., FCFP_6.130., 
FCFP_6.131., FCFP_6.132., FCFP_6.133., FCFP_6.134., FCFP_6.135., FCFP_6.136., 
FCFP_6.137., FCFP_6.138., FCFP_6.139., FCFP_6.140., FCFP_6.141., FCFP_6.142., 
FCFP_6.143., FCFP_6.144., FCFP_6.145., FCFP_6.146., FCFP_6.147., FCFP_6.148., 
FCFP_6.149., FCFP_6.150., FCFP_6.151., FCFP_6.152., FCFP_6.153., FCFP_6.154., 
FCFP_6.155., FCFP_6.156., FCFP_6.157., FCFP_6.158., FCFP_6.159., FCFP_6.160., 
FCFP_6.161., FCFP_6.162., FCFP_6.163., FCFP_6.164., FCFP_6.165., FCFP_6.166., 
FCFP_6.167., FCFP_6.168., FCFP_6.169., FCFP_6.170., FCFP_6.171., FCFP_6.172., 
FCFP_6.173., FCFP_6.174., FCFP_6.175., FCFP_6.176., FCFP_6.177., FCFP_6.178., 
FCFP_6.179., FCFP_6.180., FCFP_6.181., FCFP_6.182., FCFP_6.183., FCFP_6.184., 
FCFP_6.185., FCFP_6.186., FCFP_6.187., FCFP_6.188., FCFP_6.189., FCFP_6.190., 
FCFP_6.191., FCFP_6.192., FCFP_6.193., FCFP_6.194., FCFP_6.195., FCFP_6.196., 
FCFP_6.197., FCFP_6.198., FCFP_6.199., FCFP_6.200., FCFP_6.201., FCFP_6.202., 
FCFP_6.203., FCFP_6.204., FCFP_6.205., FCFP_6.206., FCFP_6.207., FCFP_6.208., 
FCFP_6.209., FCFP_6.210., FCFP_6.211., FCFP_6.212., FCFP_6.213., FCFP_6.214., 
FCFP_6.215., FCFP_6.216., FCFP_6.217., FCFP_6.218., FCFP_6.219., FCFP_6.220., 
FCFP_6.221., FCFP_6.222., FCFP_6.223., FCFP_6.224., FCFP_6.225., FCFP_6.226., 
FCFP_6.227., FCFP_6.228., FCFP_6.229., FCFP_6.230., FCFP_6.231., FCFP_6.232., 
FCFP_6.233., FCFP_6.234., FCFP_6.235., FCFP_6.236., FCFP_6.237., FCFP_6.238., 
FCFP_6.239., FCFP_6.240., FCFP_6.241., FCFP_6.242., FCFP_6.243., FCFP_6.244., 
FCFP_6.245., FCFP_6.246., FCFP_6.247., FCFP_6.248., FCFP_6.249., FCFP_6.250., 
FCFP_6.251., FCFP_6.252., FCFP_6.253., FCFP_6.254., FCFP_6.255., FCFP_6.256., 
Z1.1., Z1.5., Z1.20., Z1.24., Z1.28., Z1.33., Z1.34., Z1.36., Z1.43., Z1.47., 
Z1.48., Z1.56., Z1.57., Z1.59., Z1.60., Z1.61., Z1.63., Z1.64., Z1.66., Z1.68., 
Z1.69., Z1.70., Z1.75., Z1.77., Z1.78., Z1.81., Z1.82., Z1.84., Z1.92., Z2.1., 
Z2.5., Z2.20., Z2.24., Z2.28., Z2.33., Z2.34., Z2.36., Z2.43., Z2.47., Z2.48., 
Z2.56., Z2.57., Z2.59., Z2.60., Z2.61., Z2.63., Z2.64., Z2.66., Z2.68., Z2.69., 
Z2.70., Z2.75., Z2.77., Z2.78., Z2.81., Z2.82., Z2.84., Z2.92., Z3.1., Z3.5., 
Z3.20., Z3.24., Z3.28., Z3.33., Z3.34., Z3.36., Z3.43., Z3.47., Z3.48., Z3.56., 
Z3.57., Z3.59., Z3.60., Z3.61., Z3.63., Z3.64., Z3.66., Z3.68., Z3.69., Z3.70., 
Z3.75., Z3.77., Z3.78., Z3.81., Z3.82., Z3.84., Z3.92., Z4.1., Z4.5., Z4.20., 
Z4.24., Z4.28., Z4.33., Z4.34., Z4.36., Z4.43., Z4.47., Z4.48., Z4.56., Z4.57., 
Z4.59., Z4.60., Z4.61., Z4.63., Z4.64., Z4.66., Z4.68., Z4.69., Z4.70., Z4.75., 
Z4.77., Z4.78., Z4.81., Z4.82., Z4.84., Z4.92., Z5.1., Z5.5., Z5.20., Z5.24., 
Z5.28., Z5.33., Z5.34., Z5.36., Z5.43., Z5.47., Z5.48., Z5.56., Z5.57., Z5.59., 
Z5.60., Z5.61., Z5.63., Z5.64., Z5.66., Z5.68., Z5.69., Z5.70., Z5.75., Z5.77., 
Z5.78., Z5.81., Z5.82., Z5.84., Z5.92.

Call:
 randomForest(x = xy[-1], y = y, ntree = 500, mtry = mtry, sampsize = sampsize,      importance = imp) 
               Type of random forest: classification
                     Number of trees: 500
No. of variables tried at each split: 20

        OOB estimate of  error rate: 14.05%
Confusion matrix:
         active inactive class.error
active      169       54   0.2421525
inactive    312     2070   0.1309824

ROC score (out-of-bag data): 0.8921 

 &lt;/pre&gt;&lt;p&gt;Properties included in fit of model: Num_Atoms.1., Num_Bonds.1., Num_Hydrogens.1., Num_PositiveAtoms.1., Num_NegativeAtoms.1., Num_RingBonds.1., Num_RotatableBonds.1., 
Num_AromaticBonds.1., Num_BridgeBonds.1., Num_Rings.1., Num_AromaticRings.1., Num_RingAssemblies.1., Num_Chains.1., Num_ChainAssemblies.1., Num_Fragments.1., Molecular_Weight.1., 
Num_H_Acceptors.1., Num_H_Donors.1., Molecular_Solubility.1., Molecular_Volume.1., Molecular_SurfaceArea.1., Molecular_PolarSurfaceArea.1., LogD.1., FCFP_6.1., FCFP_6.2., FCFP_6.3., FCFP_6.4., 
FCFP_6.5., FCFP_6.6., FCFP_6.7., FCFP_6.8., FCFP_6.9., FCFP_6.10., FCFP_6.11., FCFP_6.12., FCFP_6.13., FCFP_6.14., FCFP_6.15., FCFP_6.16., FCFP_6.17., FCFP_6.18., FCFP_6.19., FCFP_6.20., 
FCFP_6.21., FCFP_6.22., FCFP_6.23., FCFP_6.24., FCFP_6.25., FCFP_6.26., FCFP_6.27., FCFP_6.28., FCFP_6.29., FCFP_6.30., FCFP_6.31., FCFP_6.32., FCFP_6.33., FCFP_6.34., FCFP_6.35., FCFP_6.36., 
FCFP_6.37., FCFP_6.38., FCFP_6.39., FCFP_6.40., FCFP_6.41., FCFP_6.42., FCFP_6.43., FCFP_6.44., FCFP_6.45., FCFP_6.46., FCFP_6.47., FCFP_6.48., FCFP_6.49., FCFP_6.50., FCFP_6.51., FCFP_6.52., 
FCFP_6.53., FCFP_6.54., FCFP_6.55., FCFP_6.56., FCFP_6.57., FCFP_6.58., FCFP_6.59., FCFP_6.60., FCFP_6.61., FCFP_6.62., FCFP_6.63., FCFP_6.64., FCFP_6.65., FCFP_6.66., FCFP_6.67., FCFP_6.68., 
FCFP_6.69., FCFP_6.70., FCFP_6.71., FCFP_6.72., FCFP_6.73., FCFP_6.74., FCFP_6.75., FCFP_6.76., FCFP_6.77., FCFP_6.78., FCFP_6.79., FCFP_6.80., FCFP_6.81., FCFP_6.82., FCFP_6.83., FCFP_6.84., 
FCFP_6.85., FCFP_6.86., FCFP_6.87., FCFP_6.88., FCFP_6.89., FCFP_6.90., FCFP_6.91., FCFP_6.92., FCFP_6.93., FCFP_6.94., FCFP_6.95., FCFP_6.96., FCFP_6.97., FCFP_6.98., FCFP_6.99., FCFP_6.100., 
FCFP_6.101., FCFP_6.102., FCFP_6.103., FCFP_6.104., FCFP_6.105., FCFP_6.106., FCFP_6.107., FCFP_6.108., FCFP_6.109., FCFP_6.110., FCFP_6.111., FCFP_6.112., FCFP_6.113., FCFP_6.114., 
FCFP_6.115., FCFP_6.116., FCFP_6.117., FCFP_6.118., FCFP_6.119., FCFP_6.120., FCFP_6.121., FCFP_6.122., FCFP_6.123., FCFP_6.124., FCFP_6.125., FCFP_6.126., FCFP_6.127., FCFP_6.128., 



FCFP_6.129., FCFP_6.130., FCFP_6.131., FCFP_6.132., FCFP_6.133., FCFP_6.134., FCFP_6.135., FCFP_6.136., FCFP_6.137., FCFP_6.138., FCFP_6.139., FCFP_6.140., FCFP_6.141., FCFP_6.142., 
FCFP_6.143., FCFP_6.144., FCFP_6.145., FCFP_6.146., FCFP_6.147., FCFP_6.148., FCFP_6.149., FCFP_6.150., FCFP_6.151., FCFP_6.152., FCFP_6.153., FCFP_6.154., FCFP_6.155., FCFP_6.156., 
FCFP_6.157., FCFP_6.158., FCFP_6.159., FCFP_6.160., FCFP_6.161., FCFP_6.162., FCFP_6.163., FCFP_6.164., FCFP_6.165., FCFP_6.166., FCFP_6.167., FCFP_6.168., FCFP_6.169., FCFP_6.170., 
FCFP_6.171., FCFP_6.172., FCFP_6.173., FCFP_6.174., FCFP_6.175., FCFP_6.176., FCFP_6.177., FCFP_6.178., FCFP_6.179., FCFP_6.180., FCFP_6.181., FCFP_6.182., FCFP_6.183., FCFP_6.184., 
FCFP_6.185., FCFP_6.186., FCFP_6.187., FCFP_6.188., FCFP_6.189., FCFP_6.190., FCFP_6.191., FCFP_6.192., FCFP_6.193., FCFP_6.194., FCFP_6.195., FCFP_6.196., FCFP_6.197., FCFP_6.198., 
FCFP_6.199., FCFP_6.200., FCFP_6.201., FCFP_6.202., FCFP_6.203., FCFP_6.204., FCFP_6.205., FCFP_6.206., FCFP_6.207., FCFP_6.208., FCFP_6.209., FCFP_6.210., FCFP_6.211., FCFP_6.212., 
FCFP_6.213., FCFP_6.214., FCFP_6.215., FCFP_6.216., FCFP_6.217., FCFP_6.218., FCFP_6.219., FCFP_6.220., FCFP_6.221., FCFP_6.222., FCFP_6.223., FCFP_6.224., FCFP_6.225., FCFP_6.226., 
FCFP_6.227., FCFP_6.228., FCFP_6.229., FCFP_6.230., FCFP_6.231., FCFP_6.232., FCFP_6.233., FCFP_6.234., FCFP_6.235., FCFP_6.236., FCFP_6.237., FCFP_6.238., FCFP_6.239., FCFP_6.240., 
FCFP_6.241., FCFP_6.242., FCFP_6.243., FCFP_6.244., FCFP_6.245., FCFP_6.246., FCFP_6.247., FCFP_6.248., FCFP_6.249., FCFP_6.250., FCFP_6.251., FCFP_6.252., FCFP_6.253., FCFP_6.254., 
FCFP_6.255., FCFP_6.256., Z1.1., Z1.5., Z1.20., Z1.24., Z1.28., Z1.33., Z1.34., Z1.36., Z1.43., Z1.47., Z1.48., Z1.56., Z1.57., Z1.59., Z1.60., Z1.61., Z1.63., Z1.64., Z1.66., Z1.68., Z1.69., 
Z1.70., Z1.75., Z1.77., Z1.78., Z1.81., Z1.82., Z1.84., Z1.92., Z2.1., Z2.5., Z2.20., Z2.24., Z2.28., Z2.33., Z2.34., Z2.36., Z2.43., Z2.47., Z2.48., Z2.56., Z2.57., Z2.59., Z2.60., Z2.61., 
Z2.63., Z2.64., Z2.66., Z2.68., Z2.69., Z2.70., Z2.75., Z2.77., Z2.78., Z2.81., Z2.82., Z2.84., Z2.92., Z3.1., Z3.5., Z3.20., Z3.24., Z3.28., Z3.33., Z3.34., Z3.36., Z3.43., Z3.47., Z3.48., 
Z3.56., Z3.57., Z3.59., Z3.60., Z3.61., Z3.63., Z3.64., Z3.66., Z3.68., Z3.69., Z3.70., Z3.75., Z3.77., Z3.78., Z3.81., Z3.82., Z3.84., Z3.92., Z4.1., Z4.5., Z4.20., Z4.24., Z4.28., Z4.33., 
Z4.34., Z4.36., Z4.43., Z4.47., Z4.48., Z4.56., Z4.57., Z4.59., Z4.60., Z4.61., Z4.63., Z4.64., Z4.66., Z4.68., Z4.69., Z4.70., Z4.75., Z4.77., Z4.78., Z4.81., Z4.82., Z4.84., Z4.92., Z5.1., 
Z5.5., Z5.20., Z5.24., Z5.28., Z5.33., Z5.34., Z5.36., Z5.43., Z5.47., Z5.48., Z5.56., Z5.57., Z5.59., Z5.60., Z5.61., Z5.63., Z5.64., Z5.66., Z5.68., Z5.69., Z5.70., Z5.75., Z5.77., Z5.78., 
Z5.81., Z5.82., Z5.84., Z5.92.&lt;p&gt;Properties excluded from fit (due to zero variance or colinearity): Num_Atoms.2., Num_Bonds.2., Num_Hydrogens.2., Num_PositiveAtoms.2., Num_NegativeAtoms.
2., Num_RingBonds.2., Num_RotatableBonds.2., Num_AromaticBonds.2., Num_BridgeBonds.2., Num_Rings.2., Num_AromaticRings.2., Num_RingAssemblies.2., Num_Chains.2., Num_ChainAssemblies.2., 
Num_Fragments.2., Molecular_Weight.2., Num_H_Acceptors.2., Num_H_Donors.2., Molecular_Solubility.2., Molecular_Volume.2., Molecular_SurfaceArea.2., Molecular_PolarSurfaceArea.2., LogD.2., 
Z1.2., Z1.3., Z1.4., Z1.6., Z1.7., Z1.8., Z1.9., Z1.10., Z1.11., Z1.12., Z1.13., Z1.14., Z1.15., Z1.16., Z1.17., Z1.18., Z1.19., Z1.21., Z1.22., Z1.23., Z1.25., Z1.26., Z1.27., Z1.29., Z1.30., 
Z1.31., Z1.32., Z1.35., Z1.37., Z1.38., Z1.39., Z1.40., Z1.41., Z1.42., Z1.44., Z1.45., Z1.46., Z1.49., Z1.50., Z1.51., Z1.52., Z1.53., Z1.54., Z1.55., Z1.58., Z1.62., Z1.65., Z1.67., Z1.71., 
Z1.72., Z1.73., Z1.74., Z1.76., Z1.79., Z1.80., Z1.83., Z1.85., Z1.86., Z1.87., Z1.88., Z1.89., Z1.90., Z1.91., Z1.93., Z1.94., Z2.2., Z2.3., Z2.4., Z2.6., Z2.7., Z2.8., Z2.9., Z2.10., Z2.11., 
Z2.12., Z2.13., Z2.14., Z2.15., Z2.16., Z2.17., Z2.18., Z2.19., Z2.21., Z2.22., Z2.23., Z2.25., Z2.26., Z2.27., Z2.29., Z2.30., Z2.31., Z2.32., Z2.35., Z2.37., Z2.38., Z2.39., Z2.40., Z2.41., 
Z2.42., Z2.44., Z2.45., Z2.46., Z2.49., Z2.50., Z2.51., Z2.52., Z2.53., Z2.54., Z2.55., Z2.58., Z2.62., Z2.65., Z2.67., Z2.71., Z2.72., Z2.73., Z2.74., Z2.76., Z2.79., Z2.80., Z2.83., Z2.85., 
Z2.86., Z2.87., Z2.88., Z2.89., Z2.90., Z2.91., Z2.93., Z2.94., Z3.2., Z3.3., Z3.4., Z3.6., Z3.7., Z3.8., Z3.9., Z3.10., Z3.11., Z3.12., Z3.13., Z3.14., Z3.15., Z3.16., Z3.17., Z3.18., Z3.19., 
Z3.21., Z3.22., Z3.23., Z3.25., Z3.26., Z3.27., Z3.29., Z3.30., Z3.31., Z3.32., Z3.35., Z3.37., Z3.38., Z3.39., Z3.40., Z3.41., Z3.42., Z3.44., Z3.45., Z3.46., Z3.49., Z3.50., Z3.51., Z3.52., 
Z3.53., Z3.54., Z3.55., Z3.58., Z3.62., Z3.65., Z3.67., Z3.71., Z3.72., Z3.73., Z3.74., Z3.76., Z3.79., Z3.80., Z3.83., Z3.85., Z3.86., Z3.87., Z3.88., Z3.89., Z3.90., Z3.91., Z3.93., Z3.94., 
Z4.2., Z4.3., Z4.4., Z4.6., Z4.7., Z4.8., Z4.9., Z4.10., Z4.11., Z4.12., Z4.13., Z4.14., Z4.15., Z4.16., Z4.17., Z4.18., Z4.19., Z4.21., Z4.22., Z4.23., Z4.25., Z4.26., Z4.27., Z4.29., Z4.30., 
Z4.31., Z4.32., Z4.35., Z4.37., Z4.38., Z4.39., Z4.40., Z4.41., Z4.42., Z4.44., Z4.45., Z4.46., Z4.49., Z4.50., Z4.51., Z4.52., Z4.53., Z4.54., Z4.55., Z4.58., Z4.62., Z4.65., Z4.67., Z4.71., 
Z4.72., Z4.73., Z4.74., Z4.76., Z4.79., Z4.80., Z4.83., Z4.85., Z4.86., Z4.87., Z4.88., Z4.89., Z4.90., Z4.91., Z4.93., Z4.94., Z5.2., Z5.3., Z5.4., Z5.6., Z5.7., Z5.8., Z5.9., Z5.10., Z5.11., 
Z5.12., Z5.13., Z5.14., Z5.15., Z5.16., Z5.17., Z5.18., Z5.19., Z5.21., Z5.22., Z5.23., Z5.25., Z5.26., Z5.27., Z5.29., Z5.30., Z5.31., Z5.32., Z5.35., Z5.37., Z5.38., Z5.39., Z5.40., Z5.41., 
Z5.42., Z5.44., Z5.45., Z5.46., Z5.49., Z5.50., Z5.51., Z5.52., Z5.53., Z5.54., Z5.55., Z5.58., Z5.62., Z5.65., Z5.67., Z5.71., Z5.72., Z5.73., Z5.74., Z5.76., Z5.79., Z5.80., Z5.83., Z5.85., 
Z5.86., Z5.87., Z5.88., Z5.89., Z5.90., Z5.91., Z5.93., Z5.94., ProtFP.1., ProtFP.2., ProtFP.3., ProtFP.4., ProtFP.5., ProtFP.6., ProtFP.7., ProtFP.8., ProtFP.9., ProtFP.10., ProtFP.11., 
ProtFP.12., ProtFP.13., ProtFP.14., ProtFP.15., ProtFP.16., ProtFP.17., ProtFP.18., ProtFP.19., ProtFP.20., ProtFP.21., ProtFP.22., ProtFP.23., ProtFP.24., ProtFP.25., ProtFP.26., ProtFP.27., 
ProtFP.28., ProtFP.29., ProtFP.30., ProtFP.31., ProtFP.32., ProtFP.33., ProtFP.34., ProtFP.35., ProtFP.36., ProtFP.37., ProtFP.38., ProtFP.39., ProtFP.40., ProtFP.41., ProtFP.42., ProtFP.43., 
ProtFP.44., ProtFP.45., ProtFP.46., ProtFP.47., ProtFP.48., ProtFP.49., ProtFP.50., ProtFP.51., ProtFP.52., ProtFP.53., ProtFP.54., ProtFP.55., ProtFP.56., ProtFP.57., ProtFP.58., ProtFP.59., 
ProtFP.60., ProtFP.61., ProtFP.62., ProtFP.63., ProtFP.64., ProtFP.65., ProtFP.66., ProtFP.67., ProtFP.68., ProtFP.69., ProtFP.70., ProtFP.71., ProtFP.72., ProtFP.73., ProtFP.74., ProtFP.75., 
ProtFP.76., ProtFP.77., ProtFP.78., ProtFP.79., ProtFP.80., ProtFP.81., ProtFP.82., ProtFP.83., ProtFP.84., ProtFP.85., ProtFP.86., ProtFP.87., ProtFP.88., ProtFP.89., ProtFP.90., ProtFP.91., 
ProtFP.92., ProtFP.93., ProtFP.94., ProtFP.95., ProtFP.96., ProtFP.97., ProtFP.98., ProtFP.99., ProtFP.100., ProtFP.101., ProtFP.102., ProtFP.103., ProtFP.104., ProtFP.105., ProtFP.106., 
ProtFP.107., ProtFP.108., ProtFP.109., ProtFP.110., ProtFP.111., ProtFP.112., ProtFP.113., ProtFP.114., ProtFP.115., ProtFP.116., ProtFP.117., ProtFP.118., ProtFP.119., ProtFP.120., ProtFP.
121., ProtFP.122., ProtFP.123., ProtFP.124., ProtFP.125., ProtFP.126., ProtFP.127., ProtFP.128., ProtFP.129., ProtFP.130., ProtFP.131., ProtFP.132., ProtFP.133., ProtFP.134., ProtFP.135., 
ProtFP.136., ProtFP.137., ProtFP.138., ProtFP.139., ProtFP.140., ProtFP.141., ProtFP.142., ProtFP.143., ProtFP.144., ProtFP.145., ProtFP.146., ProtFP.147., ProtFP.148., ProtFP.149., ProtFP.
150., ProtFP.151., ProtFP.152., ProtFP.153., ProtFP.154., ProtFP.155., ProtFP.156., ProtFP.157., ProtFP.158., ProtFP.159., ProtFP.160., ProtFP.161., ProtFP.162., ProtFP.163., ProtFP.164., 
ProtFP.165., ProtFP.166., ProtFP.167., ProtFP.168., ProtFP.169., ProtFP.170., ProtFP.171., ProtFP.172., ProtFP.173., ProtFP.174., ProtFP.175., ProtFP.176., ProtFP.177., ProtFP.178., ProtFP.
179., ProtFP.180., ProtFP.181., ProtFP.182., ProtFP.183., ProtFP.184., ProtFP.185., ProtFP.186., ProtFP.187., ProtFP.188., ProtFP.189., ProtFP.190., ProtFP.191., ProtFP.192., ProtFP.193., 
ProtFP.194., ProtFP.195., ProtFP.196., ProtFP.197., ProtFP.198., ProtFP.199., ProtFP.200., ProtFP.201., ProtFP.202., ProtFP.203., ProtFP.204., ProtFP.205., ProtFP.206., ProtFP.207., ProtFP.
208., ProtFP.209., ProtFP.210., ProtFP.211., ProtFP.212., ProtFP.213., ProtFP.214., ProtFP.215., ProtFP.216., ProtFP.217., ProtFP.218., ProtFP.219., ProtFP.220., ProtFP.221., ProtFP.222., 
ProtFP.223., ProtFP.224., ProtFP.225., ProtFP.226., ProtFP.227., ProtFP.228., ProtFP.229., ProtFP.230., ProtFP.231., ProtFP.232., ProtFP.233., ProtFP.234., ProtFP.235., ProtFP.236., ProtFP.
237., ProtFP.238., ProtFP.239., ProtFP.240., ProtFP.241., ProtFP.242., ProtFP.243., ProtFP.244., ProtFP.245., ProtFP.246., ProtFP.247., ProtFP.248., ProtFP.249., ProtFP.250., ProtFP.251., 
ProtFP.252., ProtFP.253., ProtFP.254., ProtFP.255., ProtFP.256.&lt;p&gt;R version: 2.12.1&lt;p&gt;
&lt;p&gt;&lt;P&gt;The help text contains one section of additional information:&lt;br&gt;&lt;A href=&quot;#ModelParameters&quot;&gt;&lt;B&gt;Model Construction Parameters&lt;/B&gt;&lt;/
A&gt;&lt;!-- Section --&gt;
&lt;!-- LinkText: Model Construction Parameters--&gt;
&lt;P&gt;&lt;A name=&quot;ModelParameters&quot;&gt;&lt;/A&gt;&lt;U&gt;&lt;H5&gt;Model Construction Parameters&lt;/H5&gt;&lt;/U&gt;&lt;/P&gt;&lt;p&gt;The following parameter values were 
specified by the learner component. Some items are internal parameters not exposed by the component. In the course of building the model, certain values may have been adjusted from the values 
shown below.&lt;/p&gt;

&lt;table&gt;&lt;tr&gt;&lt;th&gt;Parameter&lt;/th&gt;&lt;th&gt;Value&lt;/th&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;LearnedPropertyName&lt;/td&gt;&lt;td&gt;Leuven_1B1_1B3_forest_classific_Num_FCFP_6_Z&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;Name&lt;/td&gt;&lt;td&gt;Activity&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;Prediction Property&lt;/td&gt;&lt;td&gt;RPredictionOutputValue&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;UseProperties&lt;/td&gt;&lt;td&gt;AllPropertiesOnFirstData&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;PredefinedSet&lt;/td&gt;&lt;td&gt;ALogP, Molecular_Weight, Num_H_Donors, Num_H_Acceptors, Num_RotatableBonds, Num_Atoms, Num_Rings, Num_AromaticRings, Molecular_Solubility, 
Molecular_SurfaceArea, Molecular_PolarSurfaceArea&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;UserSet&lt;/td&gt;&lt;td&gt;FCFP_6, Z1, Z2, Z3, Z4, Z5&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;IgnoreProperties&lt;/td&gt;&lt;td&gt;,RPredictionOutputValue&lt;/td&gt;&lt;/tr&gt;



&lt;tr&gt;&lt;td&gt;Extra Properties&lt;/td&gt;&lt;td&gt;&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;&lt;b&gt;Additional Options&lt;/b&gt;&lt;/td&gt;&lt;td&gt;&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;Learn Options&lt;/td&gt;&lt;td&gt;&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;Model Domain Fingerprint&lt;/td&gt;&lt;td&gt;FCFP_2&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;Additional Properties&lt;/td&gt;&lt;td&gt;&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;Numeric Distance Function&lt;/td&gt;&lt;td&gt;Euclidean&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;Numeric Scaling&lt;/td&gt;&lt;td&gt;Mean-Center and Scale, Scale by Number of Dimensions&lt;/td&gt;&lt;/tr&gt;
&lt;tr&gt;&lt;td&gt;Fingerprint Distance Function&lt;/td&gt;&lt;td&gt;Tanimoto&lt;/td&gt;&lt;/tr&gt;

&lt;/table&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>8.5.0.200</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Sticky Notes</sci:help>
</sci:arg>
<sci:arg name="ProtocolScale2" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Scale</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="Protocol Options" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Options</sci:help>
<sci:legalval>Make Shortcut by Default</sci:legalval>
<sci:legalval>Owner Access Only</sci:legalval>

</sci:arg>
<sci:arg name="RModelScript" type="TextType" required="true" visibility="nevershow" multi="false" 

implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>New Parameter</sci:help>
<sci:value>library(randomForest)

# predict values using model object
pred &lt;- NULL
pred &lt;- predict(model, x, type=&quot;response&quot;)

if (model$type == &quot;classification&quot;) predprob &lt;- predict(model, x, type=&quot;prob&quot;)

if (length(pred) == 0)
{
   stop(&quot;Error predicting with R model&quot;)
   geterrmessage()
}

# output prediction results to a file
if (model$type == &quot;classification&quot;) {

pred &lt;- data.frame(X=pred, predprob, check.names=FALSE)
} else {

pred &lt;- as.vector(pred)
}
</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>30</sci:value>

</sci:arg>
<sci:arg name="Cache Data" type="StringType" required="false" visibility="nevershow" multi="false">



<sci:help>A parameter created by setparam()</sci:help>
<sci:value>Cache Data</sci:value>

</sci:arg>
<sci:arg name="CalculatorPointInfoText" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>A parameter created by setparam()</sci:help>
<sci:value>4,30,3;Num_Atoms;IsNumber;NoSubtype;SciTegic.value.IntegerValue;

4;1;1024;2;1;36;36;36;1296;1;0;0;0;;0,3;Num_Bonds;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;39;39;39;1521;1;0;0;0;;0,3;Num_Hydrogens;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;18;18;18;324;1;0;0;0;;0,3;Num_PositiveAtoms;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;0;0;0;0;1;0;0;0;;0,3;Num_NegativeAtoms;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;2;2;2;4;1;0;0;0;;0,3;Num_RingBonds;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;22;22;22;484;1;0;0;0;;0,3;Num_RotatableBonds;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;4;4;4;16;1;0;0;0;;0,3;Num_AromaticBonds;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;12;12;12;144;1;0;0;0;;0,3;Num_BridgeBonds;IsNumber;NoSubtype;SciTegic.value.IntegerValue;4;1;1024;2;1;0;0;0;0;1;0;0;0;;0,3;Num_Rings;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;4;4;4;16;1;0;0;0;;0,3;Num_AromaticRings;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;2;2;2;4;1;0;0;0;;0,3;Num_RingAssemblies;IsNumber;NoSubtype;SciTegic.value.IntegerValue;4;1;1024;2;1;2;2;2;4;1;0;0;0;;0,3;Num_Chains;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;32;32;32;1024;1;0;0;0;;0,3;Num_ChainAssemblies;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;14;14;14;196;1;0;0;0;;0,3;Num_Fragments;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;1;1;1;1;1;0;0;0;;0,3;Molecular_Weight;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;506.36992;506.36992;506.36992;256410.495880806;1;0;0;0;;0,3;Num_H_Acceptors;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;14;14;14;196;1;0;0;0;;0,3;Num_H_Donors;IsNumber;NoSubtype;SciTegic.value.IntegerValue;
4;1;1024;2;1;7;7;7;49;1;0;0;0;;0,3;Molecular_Solubility;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;-0.731;-0.731;-0.731;0.534361;1;0;0;0;;0,3;Molecular_Volume;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;285.71;285.71;285.71;81630.2041;1;0;0;0;;0,3;Molecular_SurfaceArea;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;464.69;464.69;464.69;215936.7961;1;0;0;0;;0,3;Molecular_PolarSurfaceArea;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;257.39;257.39;257.39;66249.6121;1;0;0;0;;0,3;LogD;IsNumber;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;1;-2.205;-2.205;-2.205;4.862025;1;0;0;0;;0,3;FCFP_6;IsFingerprint;NoSubtype;SciTegic.value.IntegerFingerprintValue;
32;1;256;2;1;0;0;0;0;0;0;0;0;;0,3;Z1;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-4.28;3.52;-135.67;939.3593;94;0;0;0;;0,3;Z2;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-4.06;2.5;-86.84;421.0694;94;0;0;0;;0,3;Z3;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-3.5;1.84;-46.6;180.332;94;0;0;0;;0,3;Z4;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-3.04;1.99;-15.9;107.2594;94;0;0;0;;0,3;Z5;IsNumberArray;NoSubtype;SciTegic.value.DoubleValue;
4;1;1024;2;94;-1.47;2;11.22;55.6731999999999;94;0;0;0;;0,3;ProtFP;IsFingerprint;NoSubtype;SciTegic.value.IntegerFingerprintValue;
32;1;256;2;1;0;0;0;0;0;0;0;0;;0,3072,256,Tanimoto,Tanimoto,Fixed-Length Array of Counts,,0</sci:value>

</sci:arg>
<sci:arg name="SubProtocolMadeLinkIntoCopy" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Subprotocol Made Link Into Copy</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>gerard\Tom de Bruyn\Models\Leuven_1B1_1B3_forest_classific_Num_FCFP_6_Z</sci:value>
</sci:arg>
<sci:arg name="SubProtocolModified" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Subprotocol Modified</sci:help>
<sci:value>0</sci:value>

</sci:arg>
</sci:component>
<sci:protocol>

<sci:data object="SciTegic.EvaluateExpression.1">
<sci:component name="Custom Manipulator (PilotScript)" version="2">

<sci:arg name="Expression" type="ExpressionType" required="true" visibility="visible" 
multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">

<sci:help>Expression (or list of expressions separated by semi-colons) to 
evaluate.</sci:help>

<sci:member>Initial Expression</sci:member>
<sci:member>Final Expression</sci:member>
<sci:member>Keep Calculated Properties</sci:member>
<sci:value>@ExtraOutput := @&apos;Model Output&apos;;

for #i in 1 .. numvalues(@ExtraOutput) loop
if @ExtraOutput[#i] eq @LearnedPropertyName then

removevalue(@ExtraOutput, #i);
break;

end if;
end loop;



@DomainPointInfoText := @PointInfoText;
if @CalculatorPointInfoText is defined then

@PointInfoText := @CalculatorPointInfoText;
end if;
</sci:value>

</sci:arg>
<sci:arg name="Initial Expression" type="ExpressionType" required="false" 

visibility="visible" multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>&lt;p&gt;

This expression is executed only the first time data passes into the component.
&lt;p/&gt; 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Final Expression" type="ExpressionType" required="false" 

visibility="visible" multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>&lt;p&gt;

This expression is executed only at finalization (after the last data passes out of the component).
&lt;p/&gt; 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Keep Calculated Properties" type="BoolType" required="true" 

visibility="visible" multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>Adds any properties calculated in this component to a data 

record&apos;s property list.</sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval>ComponentTakesInput</sci:legalval>
<sci:legalval>ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Do Screen" type="BoolType" required="false" visibility="nevershow" 

multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>When TRUE, controls which exit port is used for

each data record by evaluating the final expression
(or only one) listed in the &quot;Expression&quot; parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="ExpressionVersion" type="LongType" required="false" visibility="nevershow" 

multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>Version of expression parser to use.</sci:help>
<sci:value>2</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 



multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Jan 21 09:55:43 2008</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Set extra output options &amp; PointInfoText</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Custom Manipulator (PilotScript)</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>EXPRESSIONNODE</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{0995D675-7EE2-432C-95DF-E91C14052B22}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>90 -95</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Applies a PilotScript expression to each data record

</sci:value>
<sci:value>&lt;p&gt;PilotScript is the native scripting language in 

Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

&lt;blockquote&gt;
&lt;code&gt;A := 10;&lt;/code&gt;
&lt;/blockquote&gt;
creates a property named &quot;A&quot; and sets the value to &quot;10&quot;.&lt;/p&gt;

&lt;p&gt;For each incoming data record the PilotScript statements in &lt;i&gt;Expression&lt;/i&gt; are evaluated.&lt;/p&gt;

&lt;p&gt;&lt;b&gt;Notes:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;To initialize global variables such as counters, use &lt;i&gt;Initial Expression&lt;/i&gt;.&lt;/li&gt; 
&lt;li&gt;To clean up global variables or calculate final results use &lt;i&gt;Final Expression&lt;/i&gt;.&lt;/li&gt;
&lt;li&gt;Parameters on Custom Manipulators do not become global variables that can be accessed via &lt;i&gt;@ParameterName&lt;/i&gt; syntax.  They must be accessed by using the 
&lt;i&gt;Parameter(&apos;ParameterName&apos;)&lt;/i&gt; function or by using token substitution via &lt;i&gt;$(ParameterName)&lt;/i&gt; syntax.&lt;/li&gt;
&lt;/ul&gt;

&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;For more information on PilotScript, see &lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/pscript/pscript_overview.htm&apos;)&quot;&gt;PilotScript Overview&lt;/a&gt;.&lt;/
li&gt;
&lt;li&gt;To use PilotScript to filter data records use &lt;a href=&quot;javascript:DoLink(&apos;{DD58ECD1-516F-48FE-A5DB-8328AED680F2}&apos;)&quot;&gt;Custom Filter (PilotScript)&lt;/
a&gt;.&lt;/li&gt;



&lt;/ul&gt;

</sci:value>
<sci:value>None</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>7.0.0.35</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Data Access and Manipulation\Manipulators\Custom 

Manipulator (PilotScript)</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.Protocol.1">

<sci:component name="Check R exe" version="2">
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval>ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Tempfiles" type="StringType" required="false" visibility="visible" 

multi="false" implbase="{17001C74-63CE-4B4B-B37C-F0EAA19CE4AA}" uimpl="true">
<sci:help>Temporary files converted by the network to true temporary 

filenames</sci:help>
</sci:arg>
<sci:arg name="DeclareLocal" type="StringType" required="false" visibility="visible" 

multi="false" implbase="{17001C74-63CE-4B4B-B37C-F0EAA19CE4AA}" uimpl="true">
<sci:help>Lists a set of properties (without the @) to create on the 

property list for this protocol. Other properties are created on the global property list and are accessible from all protocols.</sci:help>
<sci:value>ver</sci:value>

</sci:arg>
<sci:arg name="RunToCompletion" type="BoolType" required="false" visibility="visible" 

multi="false" implbase="{17001C74-63CE-4B4B-B37C-F0EAA19CE4AA}" uimpl="true">
<sci:help>When the network runs, processes once or until done for each 



process call</sci:help>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="Protocol Options" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:help>Protocol Options</sci:help>
<sci:legalval selected="true">Make Shortcut by Default</sci:legalval>
<sci:legalval>Cant Replace With Copy</sci:legalval>
<sci:legalval>Cant Open</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/rstats</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Jan 04 12:29:25 2010</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Check R exe</sci:value>

</sci:arg>
<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Protocol AutoLayout</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>ComponentNode</sci:value>

</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" 

multi="false">
<sci:help>Component Revision</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>SubProtocol</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{320AE9ED-071D-4ad7-AE87-2D692FAED359}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>90 -470</sci:value>

</sci:arg>
<sci:arg name="ProtocolScale" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Protocol Scale</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" 

multi="false">



<sci:help>By Ref</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Check R executable</sci:value>
<sci:value>Checks that the global variable &apos;R_exe&apos;, which points 

to the location of the R executable, is defined, and that the R executable file is in the location specified by R_exe. </sci:value>
<sci:value>None</sci:value>
<sci:value/>
<sci:value>Generic Data</sci:value>
<sci:value>Records passing out of any unconnected pass ports of components 

inside the subprotocol</sci:value>
<sci:value>None</sci:value>
<sci:value>Records passing out of any unconnected fail ports of components 

inside the subprotocol</sci:value>
</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>7.5.1.2</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>Protocol Sticky Notes</sci:help>

</sci:arg>
<sci:arg name="ProtocolScale2" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Protocol Scale</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="SubProtocolModified" type="BoolType" required="false" 

visibility="nevershow" multi="false">
<sci:help>Subprotocol Modified</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="SubProtocolMadeLinkIntoCopy" type="BoolType" required="false" 

visibility="nevershow" multi="false">
<sci:help>Subprotocol Made Link Into Copy</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Analysis and Statistics\R Statistics\Utilities

\Internals\Check R exe</sci:value>
</sci:arg>

</sci:component>
<sci:protocol/>

</sci:data>
<sci:data object="SciTegic.EvaluateExpression.1">

<sci:component name="Custom Manipulator (PilotScript)" version="2">
<sci:arg name="Expression" type="ExpressionType" required="true" visibility="visible" 

multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>Expression (or list of expressions separated by semi-colons) to 

evaluate.</sci:help>
<sci:member>Initial Expression</sci:member>
<sci:member>Final Expression</sci:member>



<sci:member>Keep Calculated Properties</sci:member>
<sci:value>@ShowRScript := false;

@ShowRStdOutput := false;

if contains(@ShowRInputOutput, &apos;Script&apos;) then
      @ShowRScript := true;
end if;

if contains(@ShowRInputOutput, &apos;StdOutput&apos;) then
      @ShowRStdOutput := true;
end if;

</sci:value>
</sci:arg>
<sci:arg name="Initial Expression" type="ExpressionType" required="false" 

visibility="visible" multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>&lt;p&gt;

This expression is executed only the first time data passes into the component.
&lt;p/&gt; 
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Final Expression" type="ExpressionType" required="false" 

visibility="visible" multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>&lt;p&gt;

This expression is executed only at finalization (after the last data passes out of the component).
&lt;p/&gt; 
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Keep Calculated Properties" type="BoolType" required="true" 

visibility="visible" multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>Adds any properties calculated in this component to a data 

record&apos;s property list.</sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Do Screen" type="BoolType" required="false" visibility="nevershow" 

multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>When TRUE, controls which exit port is used for

each data record by evaluating the final expression
(or only one) listed in the &quot;Expression&quot; parameter.
   -Pass (green) port when expression true
   -Fail (red) port when expression false</sci:help>



<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="ExpressionVersion" type="LongType" required="false" visibility="nevershow" 

multi="false" implbase="{0995D675-7EE2-432C-95DF-E91C14052B22}">
<sci:help>Version of expression parser to use.</sci:help>
<sci:value>2</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Jan 21 09:55:43 2008</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Set R I/O to display</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Custom Manipulator (PilotScript)</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>EXPRESSIONNODE</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{0995D675-7EE2-432C-95DF-E91C14052B22}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>378 -470</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Applies a PilotScript expression to each data record

</sci:value>
<sci:value>&lt;p&gt;PilotScript is the native scripting language in 

Pipeline Pilot.  It is based on PL/SQL and allows you to query or alter the properties on data records.  For example, the expression:

&lt;blockquote&gt;
&lt;code&gt;A := 10;&lt;/code&gt;
&lt;/blockquote&gt;
creates a property named &quot;A&quot; and sets the value to &quot;10&quot;.&lt;/p&gt;

&lt;p&gt;For each incoming data record the PilotScript statements in &lt;i&gt;Expression&lt;/i&gt; are evaluated.&lt;/p&gt;

&lt;p&gt;&lt;b&gt;Notes:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;To initialize global variables such as counters, use &lt;i&gt;Initial Expression&lt;/i&gt;.&lt;/li&gt; 
&lt;li&gt;To clean up global variables or calculate final results use &lt;i&gt;Final Expression&lt;/i&gt;.&lt;/li&gt;
&lt;li&gt;Parameters on Custom Manipulators do not become global variables that can be accessed via &lt;i&gt;@ParameterName&lt;/i&gt; syntax.  They must be accessed by using the 



&lt;i&gt;Parameter(&apos;ParameterName&apos;)&lt;/i&gt; function or by using token substitution via &lt;i&gt;$(ParameterName)&lt;/i&gt; syntax.&lt;/li&gt;
&lt;/ul&gt;

&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;For more information on PilotScript, see &lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/pscript/pscript_overview.htm&apos;)&quot;&gt;PilotScript Overview&lt;/a&gt;.&lt;/
li&gt;
&lt;li&gt;To use PilotScript to filter data records use &lt;a href=&quot;javascript:DoLink(&apos;{DD58ECD1-516F-48FE-A5DB-8328AED680F2}&apos;)&quot;&gt;Custom Filter (PilotScript)&lt;/
a&gt;.&lt;/li&gt;
&lt;/ul&gt;

</sci:value>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>7.0.0.35</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>2</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Data Access and Manipulation\Manipulators\Custom 

Manipulator (PilotScript)</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.ClientTempFiles.1">

<sci:component name="Create Tempfiles for R" version="2">
<sci:arg name="Server Tempfiles" type="StringType" required="false" visibility="visible" 

multi="false">
<sci:help>A comma separated list of global parameter names (such as 

&quot;tmp1,tmp2&quot;) to assign with temporary filenames obtained from the server</sci:help>
<sci:value>Rmodelfile, Rscriptfile, Rstdoutfile, Rinput1file, Rinput2file, 

Rinput3file, Rinput4file, Rinput5file, Routput1file,Routput2file, Routput3file, Routput4file, Routput5file</sci:value>
</sci:arg>
<sci:arg name="Client Tempfiles" type="StringType" required="false" visibility="visible" 

multi="false">
<sci:help>A comma separated list of global parameter names (such as 

&quot;ctmp1,ctmp2&quot;) to assign with temporary filenames obtained from the client</sci:help>
</sci:arg>
<sci:arg name="Force Forward Slashes" type="StringType" required="false" 

visibility="visible" multi="false">
<sci:help>Whether to force all server tempfiles to use forward slashes; 

this is useful if the temp file name is used to communicate with a external program that cannot handle backslashes on Windows</sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>



<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 
multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval>ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>mhassan</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Tue Jul 13 10:17:05 2004</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Create Tempfiles for R</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>ComponentNode</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{2BFBE007-9937-47EB-A9B4-B76491D99C59}</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Client Temp Filenames</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>666 -470</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Obtains temporary filenames from the client or the server that 

are added to the global property list.</sci:value>
<sci:value>&lt;p&gt;These names can be used later within the protocol as 

global variables within component parameters or as PilotScript expressions. For example, if your component executes on the client, but requires specific files to be present, you can create a 
temporary file named &quot;clientTmpFile1&quot; and later refer to it in a parameter or PilotScript entry via &quot;$(clientTmpFile1)&quot;.&lt;/p&gt;

&lt;p&gt;&lt;i&gt;Server Tempfiles&lt;/i&gt;: A comma-separated list of global parameter names to fill with temporary filenames obtained from the server.&lt;/p&gt;

&lt;p&gt;&lt;i&gt;Client Tempfiles&lt;/i&gt;: A comma-separated list of global parameter names to fill with temporary filenames obtained from the client.&lt;/p&gt;

&lt;p&gt;All files created in this way are deleted when the protocol is closed or, in the case of client tempfiles, when the client starts up again. (They are not permanent files.)&lt;/p&gt;</



sci:value>
<sci:value>Generic Data</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>4.1.1.100</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>3</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Analysis and Statistics\R Statistics\Utilities

\Internals\Create Tempfiles for R</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="No-op" version="2">
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="DataActionOnError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:help>When a General or DataType error occurs during processing:  

  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed</sci:help>

<sci:legalval selected="true">LeaveData</sci:legalval>
<sci:legalval>ClearData</sci:legalval>
<sci:legalval>DeleteData</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:help>the action to perform</sci:help>
<sci:value>PassDataToPort</sci:value>

</sci:arg>
<sci:arg name="Port" type="LongType" required="true" visibility="nevershow" multi="false">



<sci:help>the port to pass data to</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 28 16:34:08 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>No-op</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Evaluate Expression</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{6E468A38-A6F7-4371-B65B-501A3ED4C0D9}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>378 -820</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Sends all incoming records out the Pass port unchanged</

sci:value>
<sci:value>&lt;p&gt;Useful in subprotocols to capture the point of input. 

For example, if you wish to perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output 
port.&lt;/p&gt;

&lt;p&gt;You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, 
placing a No-op in the middle reduces the number of required connections and clarifies the logic.&lt;/p&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.1</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 



visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>4</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Data Access and Manipulation\Utilities\Subprotocol 

Utilities\No-op</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.EvaluateExpression.1">

<sci:component name="Custom Filter (PilotScript)" version="2">
<sci:arg name="Expression" type="ExpressionType" required="true" visibility="visible" 

multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>The PilotScript expression used to filter the data.</sci:help>
<sci:member>Initial Expression</sci:member>
<sci:member>Final Expression</sci:member>
<sci:member>Keep Calculated Properties</sci:member>
<sci:value>numvalues(@ExtraOutput) == 0</sci:value>

</sci:arg>
<sci:arg name="Initial Expression" type="ExpressionType" required="false" 

visibility="visible" multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>&lt;p&gt;

An expression evaluated only when the component
is first initialized (when the first data record enters).
&lt;p/&gt;
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Final Expression" type="ExpressionType" required="false" 

visibility="visible" multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>&lt;p&gt;

An expression evaluated only when the
component is finalized (once the last data
record has passed).
&lt;p/&gt;
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Keep Calculated Properties" type="BoolType" required="true" 

visibility="visible" multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>Allows any properties that were calculated in

&quot;Expression&quot; to be included with the exiting
record.
Otherwise, these properties are removed after
the evaluation is complete.</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 



multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval selected="true">ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ExpressionVersion" type="LongType" required="false" visibility="nevershow" 

multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>Version of expression parser to use.</sci:help>
<sci:value>2</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Jan 21 09:57:16 2008</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>No extra output?</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>FILTERNODE</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Custom Filter (PilotScript)</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{DD58ECD1-516F-48FE-A5DB-8328AED680F2}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>666 -820</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Passes data records for which a PilotScript expression evaluates 

to True

</sci:value>
<sci:value>&lt;p&gt;For each incoming data record, the PilotScript 

statements in &lt;i&gt;Expression&lt;/i&gt; are evaluated. If the last statement in the expression evaluates to True or non-zero, the record is sent out the Pass port. Otherwise it is sent out 
the Fail port.&lt;/p&gt;
&lt;p&gt;&lt;b&gt;Notes:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;To initialize global variables such as counters, use &lt;i&gt;Initial Expression&lt;/i&gt;.&lt;/li&gt; 
&lt;li&gt;To clean up global variables or calculate final results use &lt;i&gt;Final Expression&lt;/i&gt;.&lt;/li&gt;
&lt;li&gt;Parameters on Custom Manipulators do not become global variables that can be accessed via &lt;i&gt;@ParameterName&lt;/i&gt; syntax.  They must be accessed by using the 
&lt;i&gt;Parameter(&apos;ParameterName&apos;)&lt;/i&gt; function or by using token substitution via &lt;i&gt;$(ParameterName)&lt;/i&gt; syntax.&lt;/li&gt;



&lt;/ul&gt;
&lt;/ul&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value>Data records for which the final expression in the PilotScript 

evaluates to True or non-zero</sci:value>
<sci:value>Generic</sci:value>
<sci:value>Data records for which the final expression in the PilotScript 

evaluates to False or zero</sci:value>
</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>5</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Data Access and Manipulation\Filters\Custom Filter 

(PilotScript)</sci:value>
</sci:arg>

</sci:component>
<sci:proplist>

<sci:propval name="RegistrationVersion">7.0.0.35</sci:propval>
</sci:proplist>

</sci:data>
<sci:data object="SciTegic.CalculateWithEquation.1">

<sci:component name="CalcWithEquation" version="2">
<sci:arg name="Output" type="StringType" required="false" visibility="visible" 

multi="false">
<sci:help>Output specification</sci:help>
<sci:value>$(ExtraOutput)</sci:value>

</sci:arg>
<sci:arg name="Number of Closest" type="LongType" required="false" visibility="visible" 

multi="false" uimpl="false">
<sci:help>If any of the training data distance outputs are selected, then 

this number is the number of closest training points whose information will be returned. Values between 1 and 10 are allowed.</sci:help>
<sci:value>$(Number of Closest)</sci:value>

</sci:arg>
<sci:arg name="PointInfoText" type="StringType" required="false" visibility="visible" 

multi="false">
<sci:value>$(DomainPointInfoText)</sci:value>

</sci:arg>
<sci:arg name="Numeric Distance Function" type="StringType" required="false" 

visibility="visible" multi="false" uimpl="false">
<sci:help>Supports overriding learner-specified default value for computing 

distance to training samples.</sci:help>
<sci:value>$(Numeric Distance Function)</sci:value>

</sci:arg>
<sci:arg name="Numeric Scaling" type="StringType" required="false" visibility="visible" 

multi="true" uimpl="false">
<sci:help>Supports overriding learner-specified default value for computing 

distance to training samples.</sci:help>
<sci:value>$(Numeric Scaling)</sci:value>

</sci:arg>
<sci:arg name="Fingerprint Distance Function" type="StringType" required="false" 

visibility="visible" multi="false" uimpl="false">
<sci:help>Supports overriding learner-specified default value for computing 

distance to training samples.</sci:help>
<sci:value>$(Fingerprint Distance Function)</sci:value>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 



multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval selected="true">ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Model Type" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>$(Model type)</sci:value>

</sci:arg>
<sci:arg name="LearnedPropertyName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>Base name of model</sci:help>
<sci:value>$(LearnedPropertyName)</sci:value>

</sci:arg>
<sci:arg name="IsLearnedModelImplementation" type="BoolType" required="false" 

visibility="nevershow" multi="false">
<sci:value>true</sci:value>

</sci:arg>
<sci:arg name="ByteArraysAreBase64Strings" type="BoolType" required="false" 

visibility="nevershow" multi="false">
<sci:value>true</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Vars" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>$(vcModelDomain_Vars)</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Constants" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>$(vcModelDomain_Constants)</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Properties" type="StringType" required="false" 

visibility="nevershow" multi="true">
<sci:value>$(vcModelDomain_Properties)</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Loadings" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>$(vcModelDomain_Loadings)</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_ComponentStats" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>$(vcModelDomain_ComponentStats)</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_Variance" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>$(vcModelDomain_Variance)</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_FingerprintFeatures" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>$(vcModelDomain_FingerprintFeatures)</sci:value>

</sci:arg>
<sci:arg name="vcModelDomain_InverseCovariance" type="StringType" required="false" 



visibility="nevershow" multi="false">
<sci:value>$(vcModelDomain_InverseCovariance)</sci:value>

</sci:arg>
<sci:arg name="Cache Properties" type="StringType" required="false" visibility="nevershow" 

multi="true" implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Properties</sci:help>
<sci:value>$(Cache Properties)</sci:value>

</sci:arg>
<sci:arg name="Cache Additional Properties" type="StringType" required="false" 

visibility="nevershow" multi="true" implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Additional Properties</sci:help>
<sci:value>$(Cache Additional Properties)</sci:value>

</sci:arg>
<sci:arg name="Cache Names" type="StringType" required="false" visibility="nevershow" 

multi="true" implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Names</sci:help>
<sci:value>$(Cache Names)</sci:value>

</sci:arg>
<sci:arg name="Cache Y Values" type="StringType" required="false" visibility="nevershow" 

multi="true" implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Y Values</sci:help>
<sci:value>$(Cache Y Values)</sci:value>

</sci:arg>
<sci:arg name="Cache Predictions" type="StringType" required="false" 

visibility="nevershow" multi="true" implbase="{87883106-4E83-4C0F-BE5B-D87AAF2E6BA7}">
<sci:help>Cache Predictions</sci:help>
<sci:value>$(Cache Predictions)</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Registrant</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Registrant Date</sci:help>
<sci:value>Wed Apr 09 11:54:40 2003</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{ADE3C018-875A-470F-A0CB-3BB77FD9CB2D}</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>CalcWithEquation</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Calculate extras</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>954 -820</sci:value>

</sci:arg>



<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 
multi="true">

<sci:value>100</sci:value>
<sci:value>An internal component created when you learn a model of some 

data. Do not directly use this component.</sci:value>
<sci:value>This is an internal component that should not be used 

directly.</sci:value>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>6</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Data Access and Manipulation\Utilities\Internals

\Reference Components\CalcWithEquation</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.EvaluateExpression.1">

<sci:component name="Custom Filter (PilotScript)" version="2">
<sci:arg name="Expression" type="ExpressionType" required="true" visibility="visible" 

multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>The PilotScript expression used to filter the data.</sci:help>
<sci:member>Initial Expression</sci:member>
<sci:member>Final Expression</sci:member>
<sci:member>Keep Calculated Properties</sci:member>
<sci:value>numvalues(@ExtraOutput) == numvalues(@&apos;Model Output&apos;)

</sci:value>
</sci:arg>
<sci:arg name="Initial Expression" type="ExpressionType" required="false" 

visibility="visible" multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>&lt;p&gt;

An expression evaluated only when the component
is first initialized (when the first data record enters).
&lt;p/&gt;
Since there is no data available at initialization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Final Expression" type="ExpressionType" required="false" 

visibility="visible" multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>&lt;p&gt;

An expression evaluated only when the
component is finalized (once the last data
record has passed).
&lt;p/&gt;
Since there is no data available at finalization time, only expressions referencing local or global properties are allowed.
&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="Keep Calculated Properties" type="BoolType" required="true" 

visibility="visible" multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>Allows any properties that were calculated in

&quot;Expression&quot; to be included with the exiting
record.
Otherwise, these properties are removed after
the evaluation is complete.</sci:help>



<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval selected="true">ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ExpressionVersion" type="LongType" required="false" visibility="nevershow" 

multi="false" implbase="{DD58ECD1-516F-48FE-A5DB-8328AED680F2}">
<sci:help>Version of expression parser to use.</sci:help>
<sci:value>2</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Jan 21 09:57:16 2008</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Is extra output the only output?</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>FILTERNODE</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Custom Filter (PilotScript)</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{DD58ECD1-516F-48FE-A5DB-8328AED680F2}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>90 -995</sci:value>

</sci:arg>



<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 
multi="true">

<sci:value>100</sci:value>
<sci:value>Passes data records for which a PilotScript expression evaluates 

to True

</sci:value>
<sci:value>&lt;p&gt;For each incoming data record, the PilotScript 

statements in &lt;i&gt;Expression&lt;/i&gt; are evaluated. If the last statement in the expression evaluates to True or non-zero, the record is sent out the Pass port. Otherwise it is sent out 
the Fail port.&lt;/p&gt;
&lt;p&gt;&lt;b&gt;Notes:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;To initialize global variables such as counters, use &lt;i&gt;Initial Expression&lt;/i&gt;.&lt;/li&gt; 
&lt;li&gt;To clean up global variables or calculate final results use &lt;i&gt;Final Expression&lt;/i&gt;.&lt;/li&gt;
&lt;li&gt;Parameters on Custom Manipulators do not become global variables that can be accessed via &lt;i&gt;@ParameterName&lt;/i&gt; syntax.  They must be accessed by using the 
&lt;i&gt;Parameter(&apos;ParameterName&apos;)&lt;/i&gt; function or by using token substitution via &lt;i&gt;$(ParameterName)&lt;/i&gt; syntax.&lt;/li&gt;
&lt;/ul&gt;
&lt;/ul&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value>Data records for which the final expression in the PilotScript 

evaluates to True or non-zero</sci:value>
<sci:value>Generic</sci:value>
<sci:value>Data records for which the final expression in the PilotScript 

evaluates to False or zero</sci:value>
</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>7</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Data Access and Manipulation\Filters\Custom Filter 

(PilotScript)</sci:value>
</sci:arg>

</sci:component>
<sci:proplist>

<sci:propval name="RegistrationVersion">7.0.0.35</sci:propval>
</sci:proplist>

</sci:data>
<sci:data object="SciTegic.Protocol.1">

<sci:component name="R Model Internal" version="2">
<sci:arg name="RScript" type="TextType" required="true" visibility="visible" 

multi="false">
<sci:help>R script to be used for making predictions</sci:help>
<sci:value># get data set from rinput1 file (must have all independent 

variables)
source(&quot;$(RFunctionsFile)&quot;)

x &lt;- readData(&quot;$(Rinput1file)&quot;, omitNA=FALSE)

# load model object from file
model &lt;- NULL
load(&quot;$(Rmodelfile)&quot;)
if (length(model) == 0)
{
   stop(&quot;Error reading R model file&quot;)
   geterrmessage()
}



if (any(ls()==&quot;goodnames&quot;))
{

# Make sure all properties required by model are present,
# and keep only those properties -- in the correct order.
# Convert to lowercase first so we are case-insensitive

lgoodnames &lt;- tolower(goodnames)
lxnames &lt;- tolower(names(x))
namesFound &lt;- lgoodnames %in% lxnames

if (!all(namesFound))
{

stop(paste(&quot;Missing properties in input:&quot;, paste(goodnames[!namesFound], collapse=&quot;, &quot;)))
geterrmessage()

}

idx &lt;- match(lgoodnames, lxnames)
x &lt;- x[idx]

# Restore original case used when building model, since R is case-sensitive
names(x) &lt;- goodnames

}

# Get and assign levels for any factors to the same levels used for training
# If xlevels is not separately defined, get it from the model
if (!any(ls()==&quot;xlevels&quot;)) xlevels &lt;- model$xlevels

if (length(xlevels) &gt; 0) 
{

for (varname in names(xlevels)) 
{

oldlevels &lt;- xlevels[[varname]]

if (!is.null(oldlevels)) {
newx &lt;- x[[varname]]

newx[is.na(match(levels(newx)[newx], oldlevels))] &lt;- NA
newx &lt;- newx[, drop=TRUE]
levels(newx) &lt;- oldlevels

x[[varname]] &lt;- newx
}

}
}

keep &lt;- complete.cases(x)

# Uncomment the following line to keep even incomplete cases, for those
# models that can handle such data.
# keep &lt;- rep(TRUE, nrow(x))

# Keep only complete cases; pass others out fail port
x &lt;- x[keep, , drop=FALSE]

# Retain indexes of kept records
RModelRecordID &lt;- (1:length(keep))[keep]

if (length(RModelRecordID) &gt; 0)
{

$(RModelScript)
} else {

pred &lt;- NULL
}

x &lt;- pred  # Needed to get name right in output



results &lt;- data.frame(x, RModelRecordID, check.names=FALSE)
write.table(results, file=&quot;$(Routput1file)&quot;, sep=&quot;,&quot;, col.names=T, row.names=F, quote=F, append = FALSE)

</sci:value>
</sci:arg>
<sci:arg name="Tempfiles" type="StringType" required="false" visibility="visible" 

multi="false" implbase="{17001C74-63CE-4B4B-B37C-F0EAA19CE4AA}" uimpl="true">
<sci:help>Temporary files converted by the network to true temporary 

filenames</sci:help>
</sci:arg>
<sci:arg name="RunToCompletion" type="BoolType" required="false" visibility="visible" 

multi="false" implbase="{17001C74-63CE-4B4B-B37C-F0EAA19CE4AA}" uimpl="true">
<sci:help>When the network runs, processes once or until done for each 

process call</sci:help>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval selected="true">ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="DeclareLocal" type="StringType" required="false" visibility="visible" 

multi="false" implbase="{17001C74-63CE-4B4B-B37C-F0EAA19CE4AA}" uimpl="true">
<sci:help>Lists a set of properties (without the @) to create on the 

property list for this protocol. Other properties are created on the global property list and are accessible from all protocols.</sci:help>
<sci:value>ii,stderr,RExitStatus</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/rstats</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Mar 30 15:08:41 2009</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{752B6ED3-D46B-437F-9DE9-29D32CFF0E39}</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>R Model Internal</sci:value>

</sci:arg>
<sci:arg name="Protocol Options" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:help>Protocol Options</sci:help>
<sci:legalval selected="true">Make Shortcut by Default</sci:legalval>



<sci:legalval>Cant Replace With Copy</sci:legalval>
<sci:legalval>Cant Open</sci:legalval>

</sci:arg>
<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Protocol AutoLayout</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>ModelNode</sci:value>

</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" 

multi="false">
<sci:help>Component Revision</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>SubProtocol</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>378 -1170</sci:value>

</sci:arg>
<sci:arg name="ProtocolScale" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Protocol Scale</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" 

multi="false">
<sci:help>By Ref</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Internal R Model component</sci:value>
<sci:value>Internal component containing logic common to R Models. 

&lt;p&gt;
&lt;b&gt;See Also:&lt;/b&gt;
&lt;p&gt;
&lt;a href=&quot;javascript:DoLink(&apos;sciapps/scitegic/rstats/docs/r_stats.pdf&apos;)&quot;&gt;R Statistics Component Collection &lt;/a&gt;
&lt;p&gt;
&lt;a href=&quot;javascript:DoLink(&apos;http://www.r-project.org/&apos;)&quot;&gt;R Project for Statistical Computing Web Site&lt;/a&gt;
&lt;p&gt;
&lt;a href=&quot;javascript:DoLink(&apos;http://finzi.psych.upenn.edu/search.html&apos;)&quot;&gt;R Help Search Web Site&lt;/a&gt;</sci:value>

<sci:value>Generic Data</sci:value>
<sci:value/>
<sci:value>Generic Data</sci:value>
<sci:value>Records passing out of any unconnected pass ports of components 

inside the subprotocol</sci:value>
<sci:value>Generic Data</sci:value>
<sci:value>Records passing out of any unconnected fail ports of components 

inside the subprotocol</sci:value>
</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 



visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.0</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>Protocol Sticky Notes</sci:help>

</sci:arg>
<sci:arg name="ProtocolScale2" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Protocol Scale</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="SubProtocolMadeLinkIntoCopy" type="BoolType" required="false" 

visibility="nevershow" multi="false">
<sci:help>Subprotocol Made Link Into Copy</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="SubProtocolModified" type="BoolType" required="false" 

visibility="nevershow" multi="false">
<sci:help>Subprotocol Modified</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>8</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Analysis and Statistics\R Statistics\Utilities

\Internals\R Model Internal</sci:value>
</sci:arg>

</sci:component>
<sci:protocol/>

</sci:data>
<sci:connectid from="1" to="2" type="true"/>
<sci:connectid from="2" to="3" type="true"/>
<sci:connectid from="4" to="5" type="true"/>
<sci:connectid from="5" to="6" type="false"/>
<sci:connectid from="7" to="4" type="true"/>
<sci:connectid from="7" to="8" type="false"/>
<sci:connectid from="8" to="5" type="true"/>
<sci:connectid from="8" to="5" type="false"/>
<sci:version iVal="2"/>

</sci:protocol>
</sci:data>
<sci:data object="SciTegic.Protocol.1">

<sci:component name="HTML Table Viewer" version="2">
<sci:arg name="Maximum Rows" type="LongType" required="true" visibility="visible" multi="false">

<sci:help>Specifies the maximum number of table rows in the HTML page</sci:help>
<sci:value>2000</sci:value>

</sci:arg>
<sci:arg name="Rows Per Page" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>The number of rows displayed on each page</sci:help>
<sci:value>25</sci:value>

</sci:arg>
<sci:arg name="Tempfiles" type="StringType" required="false" visibility="visible" multi="false" implbase="{7B3502D7-

FA57-4EB5-838B-FE6AB0BF0E69}" uimpl="true">
<sci:help>Lists the set of temporary files which will be converted by the network to true temporary file 

names</sci:help>
<sci:value>temphtml</sci:value>

</sci:arg>



<sci:arg name="DeclareLocal" type="StringType" required="false" visibility="visible" multi="false" 
implbase="{17001C74-63CE-4B4B-B37C-F0EAA19CE4AA}" uimpl="true">

<sci:help>Lists a set of properties (without the @) to be created on the property list for this protocol.
Other properties are created on the global property list
and so are accessible from all protocols.</sci:help>

<sci:value>HTML Filename</sci:value>
</sci:arg>
<sci:arg name="RunToCompletion" type="BoolType" required="false" visibility="visible" multi="false" 

implbase="{7B3502D7-FA57-4EB5-838B-FE6AB0BF0E69}" uimpl="true">
<sci:help>When the network is run, whether we process once or until done for each process call</sci:help>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval>ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Title" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>The optional title of the HTML document</sci:help>
</sci:arg>
<sci:arg name="Freeze Table Header" type="BoolType" required="false" visibility="visible" multi="false" uimpl="false">

<sci:help>&lt;p&gt;When set to True, this table&apos;s header and title will remain visible when the 
table is scrolled vertically.&lt;/p&gt;

&lt;p&gt;&lt;b&gt;Notes:&lt;/b&gt;&lt;/p&gt;

&lt;ul&gt;
&lt;li&gt;This feature only applies to HTML reports.&lt;/li&gt;
&lt;li&gt;The fixed header behavior depends on what container (e.g., plain browser window, Tile component, Dynamic Content Container) that the Table is piped into.&lt;/li&gt; 
&lt;li&gt;To create a table of fixed pixel height, set this parameter to True and pipe this table into a Dynamic Content Container of fixed (i.e., non-percentage) height.&lt;/

li&gt;
&lt;/ul&gt;</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="Protocol Options" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:help>Protocol Options</sci:help>
<sci:legalval selected="true">Make Shortcut by Default</sci:legalval>
<sci:legalval>Cant Replace With Copy</sci:legalval>
<sci:legalval>Cant Open</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Wed Mar 16 14:38:35 2011</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>HTML Table Viewer</sci:value>
</sci:arg>



<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" multi="false">
<sci:help>Protocol AutoLayout</sci:help>
<sci:value>true</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>4410 -470</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>ViewerNode</sci:value>
</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>Component Revision</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="ProtocolCommentSize" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>ProtocolCommentSize</sci:help>
<sci:value>1100 500</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>SubProtocol</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{F6A20C96-BC1C-48f3-82E9-4D8F023F82EE}</sci:value>
</sci:arg>
<sci:arg name="ProtocolScale" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Scale</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>By Ref</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Displays data records as HTML in Internet Explorer</sci:value>
<sci:value>&lt;p&gt;Generates and displays an HTML table page of data records, with one record per row. 

Each property becomes a column in the table and each value a cell.
&lt;p&gt;
&lt;b&gt;Notes:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;Molecules will be displayed if present.&lt;/li&gt;
&lt;li&gt;For hierarchical data records, only top level properties are displayed.&lt;/li&gt;
&lt;li&gt;Any grouped data is displayed in nested tables.&lt;/li&gt;
&lt;/ul&gt;

&lt;b&gt;See Also:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;If you prefer not to view the grouped data, use &lt;a href=&quot;javascript:DoLink(&apos;{ACCDEEEF-FEED-4B27-B263-BA531EABFC9C}&apos;)&quot;&gt;Delete Children&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;For more control over the display of molecules, use &lt;a href=&quot;javascript:DoLink(&apos;{485D30CD-737C-4AD3-89C9-F81CB20E47AE}&apos;)&quot;&gt;HTML Molecular Table Viewer&lt;/
a&gt;.&lt;/li&gt;
&lt;/ul&gt;
</sci:value>

<sci:value>Generic Data</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">



<sci:help>The server version when this component was registered</sci:help>
<sci:value>8.4.5.19</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Sticky Notes</sci:help>
</sci:arg>
<sci:arg name="ProtocolScale2" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Scale</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>34</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Viewers\HTML Table Viewer</sci:value>
</sci:arg>
<sci:arg name="SubProtocolMadeLinkIntoCopy" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Subprotocol Made Link Into Copy</sci:help>
<sci:value>0</sci:value>

</sci:arg>
</sci:component>
<sci:protocol/>

</sci:data>
<sci:data object="SciTegic.CalculateECFP.2">

<sci:component name="Molecular Fingerprints" version="2">
<sci:arg name="Type" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>The type of fingerprint to generate:
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;ExtendedConnectivity&lt;/b&gt;: Generates higher-order features.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Path&lt;/b&gt;: Generates higher-order features.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;AtomEnvironment&lt;/b&gt;: Generates higher-order features using a method developed by Bender &lt;i&gt;et al&lt;/i&gt;.  This generates a String Fingerprint.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;HashedAtomEnvironment&lt;/b&gt;: Uses a hash code to create an Integer Fingerprint representation of the &lt;b&gt;AtomEnvironment&lt;/b&gt; fingerprints for ease of use (e.g. 
learned models, etc.).&lt;/li&gt;
&lt;li&gt;&lt;b&gt;UserKeys&lt;/b&gt;:  Fingerprints derived from user-defined substructures. These substructure queries are stored in MDL mol or sd query format in &quot;data\Queries
\UserQueries&quot;&lt;/li&gt;
&lt;/ul&gt;

&lt;p&gt;&lt;b&gt;Notes:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;For more information on AtomEnvironment fingerprints, see Bender, A., Mussa, H.Y., and Glen, R.C., Molecular Similarity Searching Using Atom Environments, Information-Based Feature 
Selection, and a Naive Bayesian Classifier. J. Chem. Inf. Comput. Sci. 2004, 44, 170-178&lt;/li&gt;
&lt;li&gt;The &lt;b&gt;MDLPublicKeys&lt;/b&gt; fingerprint previously found here is a native Pipeline Pilot implementation of the MDL fingerprint which does not always match the results 
obtained from legacy-MDL products such as the Direct Cartridge.  This fingerprint has been deprecated in favor of an implementation using MDL libraries which is available in the &lt;a 
href=&quot;javascript:DoLink(&apos;{6352F5A7-9C1C-4934-930E-F96B1E785E92}&apos;)&quot;&gt;MDL Key Fingerprints&lt;/a&gt; component as the &lt;b&gt;MDL2DKeys166&lt;/b&gt; descriptor.  
&lt;b&gt;MDLPublicKeys&lt;/b&gt; is now available only as a calculable property (i.e. pilotscript: calculate(&quot;MDLPublicKeys&quot;);)&lt;/li&gt;
&lt;/ul&gt;</sci:help>

<sci:legalval selected="true">ExtendedConnectivity</sci:legalval>
<sci:legalval>Path</sci:legalval>
<sci:legalval>AtomEnvironment</sci:legalval>
<sci:legalval>HashedAtomEnvironment</sci:legalval>
<sci:legalval>UserKeys</sci:legalval>

</sci:arg>
<sci:arg name="AtomAbstraction" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>Method used to assign initial category for atom classes.
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;AtomType&lt;/b&gt;: Uses atom type, charge and hybridization.&lt;/li&gt;

&lt;li&gt;&lt;b&gt;ALogPCode&lt;/b&gt;: Uses ALogP category of atoms.&lt;/li&gt;

&lt;li&gt;&lt;b&gt;FunctionalClass&lt;/b&gt;: Uses the following groups:
&lt;ul&gt;
&lt;li&gt;H-bond acceptor&lt;/li&gt;
&lt;li&gt;H-bond donor&lt;/li&gt;



&lt;li&gt;Positive ionizable&lt;/li&gt;
&lt;li&gt;Negative ionizable&lt;/li&gt; 
&lt;li&gt;Halogen&lt;/li&gt;
&lt;li&gt;Aromatic&lt;/li&gt;
&lt;li&gt;None of the above&lt;/li&gt;
&lt;/ul&gt;
&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Sybyl&lt;/b&gt;: Uses the Sybyl atom types used in the Tripos Mol2 File Format.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;UserAtomTypes&lt;/b&gt;: Assumes that the property &lt;b&gt;UserAtomTypes&lt;/b&gt; is defined on the molecule, and contains an array of integers, one for each atom in the 
molecule.  The i&apos;th value in the array is the user atom type for the i&apos;th atom in the molecule.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Reaction&lt;/b&gt;: Uses type, charge, hybridization, reactant or product, and &quot;reaction site&quot; information.  Atoms are in the reaction site if they are changed by 
the reaction or attached to bonds that change.  This information is perceived from the the reaction&apos;s atom-atom mappings.  Can only be used for reaction inputs.&lt;/li&gt;
&lt;/ul&gt;

&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;Information about Sybyl atom types is available from Tripos:
&lt;a href=&quot;javascript:DoLink(&apos;http://www.tripos.com/mol2/atom_types.html&apos;)&quot;&gt;http://www.tripos.com/mol2/atom_types.html&lt;/a&gt;.
&lt;/li&gt;
&lt;/ul&gt;</sci:help>

<sci:enabledscript>SetDisabledDetails(&apos;This parameter does not apply to MDLPublicKeys or 
UserKeys&apos;);
Parameter(&apos;Type&apos;) ne &apos;MDLPublicKeys&apos; and Parameter(&apos;Type&apos;) ne &apos;UserKeys&apos;</sci:enabledscript>

<sci:legalval selected="true">FunctionalClass</sci:legalval>
<sci:legalval>AtomType</sci:legalval>
<sci:legalval>ALogPCode</sci:legalval>
<sci:legalval>Sybyl</sci:legalval>
<sci:legalval>UserAtomTypes</sci:legalval>
<sci:legalval>Reaction</sci:legalval>

</sci:arg>
<sci:arg name="MaximumDistance" type="LongType" required="true" visibility="visible" multi="false">

<sci:help>The maximum bond distance in the substructures represented in the fingerprint.
&lt;ul&gt;
&lt;li&gt;For extended connectivity fingerprints, this is the diameter of the neighborhood surrounding the central atom, and should be an even number.&lt;/li&gt; 
&lt;li&gt;For path fingerprints, this is the maximum number of bonds in the paths.&lt;/li&gt;
&lt;/ul&gt;</sci:help>

<sci:enabledscript>SetDisabledDetails(&apos;This parameter does not apply to MDLPublicKeys or 
UserKeys&apos;);
Parameter(&apos;Type&apos;) ne &apos;MDLPublicKeys&apos; and Parameter(&apos;Type&apos;) ne &apos;UserKeys&apos;</sci:enabledscript>

<sci:value>6</sci:value>
</sci:arg>
<sci:arg name="OutputType" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>Controls the way the fingerprint is presented:
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;Fingerprint&lt;/b&gt;: A list of the features present in the molecule, with duplicates removed.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Counts&lt;/b&gt;: A list of the features present in the molecule, with duplicates retained; if a feature occurs more than once in a molecule, that bit value is included more 
than once in the output list.&lt;/li&gt;
&lt;/ul&gt;

</sci:help>
<sci:legalvalscript>#legalVals := &apos;Fingerprint&apos;;

if parameter(&apos;Type&apos;) ne &apos;MDLPublicKeys&apos; then
append(#legalVals, &apos;Counts&apos;);

end if;

setLegalValues(#legalVals);</sci:legalvalscript>
<sci:value>Fingerprint</sci:value>

</sci:arg>
<sci:arg name="Options" type="StringType" required="false" visibility="visible" multi="true">

<sci:help>Options for the fingerprint calculation. &lt;b&gt;IncludeStereo&lt;/b&gt; changes the 
fingerprint. The other options cause the calculation of other properties with associated information. The options are:
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;IncludeStereo&lt;/b&gt;: (#S) include information from stereoatoms into fingerprint calculation.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;OutputBitDistance&lt;/b&gt;: (#D) output an array with the length or diameter of each bit.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;OutputBitSubstructure&lt;/b&gt;: (#C) output an array with an example of SMARTS of the fragment.&lt;/li&gt;



&lt;li&gt;&lt;b&gt;OutputBitExactSubstructure&lt;/b&gt;: (#X) output an array with the SMARTS of the fragment, in this molecule.  (This is slower than OutputBitSubstructure, since the former 
can cache the first example it finds in a data set, and re-use it.)&lt;/li&gt;
&lt;li&gt;&lt;b&gt;OutputBitAllAtoms&lt;/b&gt;: (#A) output an array with the set of all atoms involved with a feature anywhere in the molecule.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;OutputBitFeatureAtoms&lt;/b&gt;: (#F) output an array with the set of atoms showing one example of the feature bit.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;OutputBitCentralAtom&lt;/b&gt;: (#Z) output an array with the number of the central atom for each bit.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;AddBitsToCentralAtom&lt;/b&gt;: (#P) output, to each central atoms&apos;s property collection, a list of its generated bits. (The atom property name is the name of the 
fingerprint.)&lt;/li&gt;
&lt;/ul&gt;
</sci:help>

<sci:legalval>IncludeStereo</sci:legalval>
<sci:legalval>OutputBitDistance</sci:legalval>
<sci:legalval>OutputBitSubstructure</sci:legalval>
<sci:legalval>OutputBitExactSubstructure</sci:legalval>
<sci:legalval>OutputBitAllAtoms</sci:legalval>
<sci:legalval>OutputBitFeatureAtoms</sci:legalval>
<sci:legalval>OutputBitCentralAtom</sci:legalval>
<sci:legalval>AddBitsToCentralAtom</sci:legalval>

</sci:arg>
<sci:arg name="UserKeyDirectory" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>If given, use this directory (instead of &quot;data/Queries/UserQueries/&quot;) for the source 
of the user keys.  The name of the directory must end in a slash or backslash.</sci:help>

</sci:arg>
<sci:arg name="ForReactionsInclude" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>Determines which part of inputs to examine.</sci:help>
<sci:legalval selected="true">ReactantsAndProducts</sci:legalval>
<sci:legalval>ReactantsOnly</sci:legalval>
<sci:legalval>ProductsOnly</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Fri Apr 22 11:38:27 2011</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Molecular Fingerprints</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Molecular Fingerprints</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">



<sci:value>CALCULATORNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{C5873CBC-62ED-4F93-A565-13027A5B3512}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>954 -645</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Calculates a variety of molecular fingerprints</sci:value>
<sci:value>Uses one the following algorithms to calculate fingerprints on input molecules:

&lt;ul&gt;
&lt;li&gt;SciTegic extended-connectivity fingerprints
&lt;li&gt;Daylight-style path fingerprints
&lt;li&gt;Fingerprints derived from user-defined substructures. These substructure queries are stored in MDL mol or sd query format in &quot;data\Queries\UserQueries&quot;.
&lt;/ul&gt; 

For both the extended-connectivity and path fingerprints, a number of methods are available to define the atom abstraction used to generate the initial atom code. You should also specify the 
maximum path distance (such as number of bonds) that will be used to index an individual fragment.

</sci:value>
<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Records augmented with the molecular fingerprint property</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>8.4.5.32</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>6</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Chemistry\Property Calculators\Structural\Molecular Fingerprints</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="No-op" version="2">
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="DataActionOnError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:help>When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed</sci:help>

<sci:legalval selected="true">LeaveData</sci:legalval>
<sci:legalval>ClearData</sci:legalval>
<sci:legalval>DeleteData</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>



<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>PassDataToPort</sci:value>

</sci:arg>
<sci:arg name="Port" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>the port to pass data to</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>COMPONENTNODE</sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 28 16:34:08 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>No-op</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Evaluate Expression</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{6E468A38-A6F7-4371-B65B-501A3ED4C0D9}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>1242 -645</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Sends all incoming records out the Pass port unchanged</sci:value>
<sci:value>&lt;p&gt;Useful in subprotocols to capture the point of input. For example, if you wish to 

perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.&lt;/p&gt;

&lt;p&gt;You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, 
placing a No-op in the middle reduces the number of required connections and clarifies the logic.&lt;/p&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.1</sci:value>

</sci:arg>



<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>15</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="No-op" version="2">
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="DataActionOnError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:help>When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed</sci:help>

<sci:legalval selected="true">LeaveData</sci:legalval>
<sci:legalval>ClearData</sci:legalval>
<sci:legalval>DeleteData</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>PassDataToPort</sci:value>

</sci:arg>
<sci:arg name="Port" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>the port to pass data to</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>COMPONENTNODE</sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 28 16:34:08 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>No-op</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Evaluate Expression</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">



<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{6E468A38-A6F7-4371-B65B-501A3ED4C0D9}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>1530 -645</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Sends all incoming records out the Pass port unchanged</sci:value>
<sci:value>&lt;p&gt;Useful in subprotocols to capture the point of input. For example, if you wish to 

perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.&lt;/p&gt;

&lt;p&gt;You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, 
placing a No-op in the middle reduces the number of required connections and clarifies the logic.&lt;/p&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.1</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>16</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="No-op" version="2">
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="DataActionOnError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:help>When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed</sci:help>

<sci:legalval selected="true">LeaveData</sci:legalval>
<sci:legalval>ClearData</sci:legalval>
<sci:legalval>DeleteData</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>



<sci:legalval>Pass</sci:legalval>
</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>PassDataToPort</sci:value>

</sci:arg>
<sci:arg name="Port" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>the port to pass data to</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>COMPONENTNODE</sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 28 16:34:08 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>No-op</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Evaluate Expression</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{6E468A38-A6F7-4371-B65B-501A3ED4C0D9}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>1818 -645</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Sends all incoming records out the Pass port unchanged</sci:value>
<sci:value>&lt;p&gt;Useful in subprotocols to capture the point of input. For example, if you wish to 

perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.&lt;/p&gt;

&lt;p&gt;You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, 
placing a No-op in the middle reduces the number of required connections and clarifies the logic.&lt;/p&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.1</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>17</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op</sci:value>



</sci:arg>
</sci:component>

</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="No-op" version="2">
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="DataActionOnError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:help>When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed</sci:help>

<sci:legalval selected="true">LeaveData</sci:legalval>
<sci:legalval>ClearData</sci:legalval>
<sci:legalval>DeleteData</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>PassDataToPort</sci:value>

</sci:arg>
<sci:arg name="Port" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>the port to pass data to</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>COMPONENTNODE</sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 28 16:34:08 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>No-op</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Evaluate Expression</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{6E468A38-A6F7-4371-B65B-501A3ED4C0D9}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">



<sci:value>2106 -645</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Sends all incoming records out the Pass port unchanged</sci:value>
<sci:value>&lt;p&gt;Useful in subprotocols to capture the point of input. For example, if you wish to 

perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.&lt;/p&gt;

&lt;p&gt;You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, 
placing a No-op in the middle reduces the number of required connections and clarifies the logic.&lt;/p&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.1</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>18</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="No-op" version="2">
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="DataActionOnError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:help>When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed</sci:help>

<sci:legalval selected="true">LeaveData</sci:legalval>
<sci:legalval>ClearData</sci:legalval>
<sci:legalval>DeleteData</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>PassDataToPort</sci:value>

</sci:arg>
<sci:arg name="Port" type="LongType" required="true" visibility="nevershow" multi="false">



<sci:help>the port to pass data to</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>COMPONENTNODE</sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 28 16:34:08 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>No-op</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Evaluate Expression</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{6E468A38-A6F7-4371-B65B-501A3ED4C0D9}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>2394 -645</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Sends all incoming records out the Pass port unchanged</sci:value>
<sci:value>&lt;p&gt;Useful in subprotocols to capture the point of input. For example, if you wish to 

perform two different sequences of operations on the same input data, use No-op as the first component of the subprotocol and connect both pipes to the No-op output port.&lt;/p&gt;

&lt;p&gt;You can also use this component to simplify the layout for complex protocols. For example, if you have three Reader components that need to be connected to three Viewer components, 
placing a No-op in the middle reduces the number of required connections and clarifies the logic.&lt;/p&gt;
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.1</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>19</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Utilities\Subprotocol Utilities\No-op</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.MergeProperties.1">

<sci:component name="Merge Data" version="2">
<sci:arg name="MergeUsing" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;Name of the property (or a comma-separated list of properties) that will be used to 



merge on.  Data records having the same value for this property will be merged.  This property must contain scalar (i.e., non-array) data.

&lt;p&gt;If multiple properties are specified, the values must be the same for all of the properties (unless &lt;i&gt;MergeUsingListType&lt;/i&gt; is set to UseFirstDefinedValue).&lt;/p&gt;
</sci:help>

<sci:member>MergeUsingListType</sci:member>
<sci:member>MergePropertyType</sci:member>
<sci:member>AcceptNonNumericStringsAsNumbers</sci:member>
<sci:member>IgnoreCase</sci:member>
<sci:value>Name</sci:value>

</sci:arg>
<sci:arg name="MergeUsingListType" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>&lt;p&gt;How &lt;i&gt;MergeUsing&lt;/i&gt; properties are interpreted when more than one 
property is listed:&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;UseFirstDefinedValue: Use only the first property in the list that has a defined value for a record as the merge key.&lt;/li&gt;
&lt;li&gt;UseAllValues: Use the concatentation of values of all properties listed as the merge key.&lt;/li&gt;
&lt;/ul&gt;</sci:help>

<sci:legalval>UseFirstDefinedValue</sci:legalval>
<sci:legalval selected="true">UseAllValues</sci:legalval>

</sci:arg>
<sci:arg name="MergePropertyType" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;The types of values found in the property specified by &lt;i&gt;MergeUsing&lt;/i&gt;:

&lt;ul&gt;
&lt;li&gt;IsNumeric: All numbers are converted to doubles for comparison (e.g., 1 = 1.0).&lt;/li&gt;
&lt;li&gt;IsText: All comparisons are made as string values.&lt;/li&gt;
&lt;li&gt;IsDate: The key is considered a date.&lt;/li&gt;
&lt;li&gt;IsFingerprint: The key is considered a fingerprint.  Fingerprint bits are sorted before making the comparison.&lt;/li&gt;
&lt;/ul&gt;
</sci:help>

<sci:legalval>IsNumeric</sci:legalval>
<sci:legalval selected="true">IsText</sci:legalval>
<sci:legalval>IsDate</sci:legalval>
<sci:legalval>IsFingerprint</sci:legalval>

</sci:arg>
<sci:arg name="IgnoreCase" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;Considers lower-case and upper-case letters as equivalent when determining the 
identity of &lt;i&gt;MergeUsing&lt;/i&gt; property values.&lt;/p&gt;
</sci:help>

<sci:enabledscript>SetDisabledDetails(&apos;To enable, set MergePropertyType to IsText&apos;);
Parameter(&apos;MergePropertyType&apos;) eq &apos;IsText&apos;</sci:enabledscript>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="MergeBehavior" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;Controls how properties, other than the &lt;i&gt;MergeUsing&lt;/i&gt; property, are 
handled.&lt;/p&gt;

&lt;ul&gt;
&lt;li&gt;KeepAll: Keeps all property values by appending values into an array.&lt;/li&gt;
&lt;li&gt;KeepFirst: Keeps only the properties and values from the first example received.  All properties and values from subsequent records matching the property specified by 
&lt;i&gt;MergeUsing&lt;/i&gt; are discarded.&lt;/li&gt;
&lt;/ul&gt; 
</sci:help>

<sci:member>WhenMerging</sci:member>
<sci:member>KeepAllNullString</sci:member>
<sci:member>KeepAllPreferredNodeName</sci:member>
<sci:member>PrefixUsingProperty</sci:member>
<sci:member>Data Are Sorted</sci:member>
<sci:legalval selected="true">KeepAll</sci:legalval>
<sci:legalval>KeepFirst</sci:legalval>

</sci:arg>
<sci:arg name="WhenMerging" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;When merging using KeepAll behavior, provides fine control over how multiple values 
are treated.&lt;/p&gt;



 
&lt;ul&gt;
&lt;li&gt;OverwriteOrCreate: Copies all properties of each merged record sequentially, overwriting any values that may already exist (instead of generating an array).&lt;/li&gt;
&lt;li&gt;OverwriteExisting: Only copies properties that already exist on the first merged record, overwriting those original values (instead of creating an array).&lt;/li&gt;
&lt;li&gt;CreateIfNew: Leaves any existing properties alone, and writes only new properties.&lt;/li&gt;
&lt;li&gt;AppendOrCreate: Appends (as an array) if a property already exists, otherwise creates it.&lt;/li&gt;
&lt;li&gt;AppendExisting: Appends (as an array) only to currently existing properties, and discards other new property values.&lt;/li&gt;
&lt;/ul&gt;

</sci:help>
<sci:legalval>OverwriteOrCreate</sci:legalval>
<sci:legalval>OverwriteExisting</sci:legalval>
<sci:legalval>CreateIfNew</sci:legalval>
<sci:legalval selected="true">AppendOrCreate</sci:legalval>
<sci:legalval>AppendExisting</sci:legalval>

</sci:arg>
<sci:arg name="KeepAllNullString" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>&lt;p&gt;This string is used during append using KeepAll &lt;i&gt;MergeBehavior&lt;/i&gt; to 
pad out empty values. It keeps the number of values of generated arrays of values the same, and in sync, for multiple samples. The default value is None, which causes no padding to occur.&lt;/
p&gt;
</sci:help>

<sci:enabledscript>SetDisabledDetails(&apos;To enable, set MergeBehavior to KeepAll&apos;);
Parameter(&apos;MergeBehavior&apos;) eq &apos;KeepAll&apos;</sci:enabledscript>

<sci:value>None</sci:value>
</sci:arg>
<sci:arg name="KeepAllPreferredNodeName" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>&lt;p&gt;If defined, and &lt;i&gt;MergeBehavior&lt;/i&gt; is KeepAll, this contains a name that 
is used to prioritize which underlying data record should be kept.  If not defined, the first record with a given merge value is kept; if this is defined, and at least one of the data records 
contains a node of this type, then the first example of that type is kept.&lt;/p&gt;</sci:help>

<sci:enabledscript>SetDisabledDetails(&apos;To enable, set MergeBehavior to KeepAll&apos;);
Parameter(&apos;MergeBehavior&apos;) eq &apos;KeepAll&apos;</sci:enabledscript>

<sci:value>Molecule</sci:value>
</sci:arg>
<sci:arg name="PrefixUsingProperty" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>&lt;p&gt;When multiple values for a property are retained (under KeepAll merge behavior), the 
original property name is prefixed differently for each original value it must hold. The prefix is constructed from the value of this property, followed by an underscore.
When not specified, a prefix is not used and multiple values are separated as an array (such as property[1], property[2], etc).&lt;/p&gt;

</sci:help>
</sci:arg>
<sci:arg name="Data Are Sorted" type="BoolType" required="false" visibility="visible" multi="false" uimpl="false">

<sci:help>Specifies whether the input data are already sorted by the &lt;i&gt;MergeUsing&lt;/i&gt; 
properties. If so, then the merge can be done much faster with less memory impact. Use this option only if you are certain that the input data are sorted.
&lt;p&gt;
&lt;b&gt;Note:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;If you set &lt;i&gt;Data Are Sorted&lt;/i&gt; to True and the input data are &lt;b&gt;not&lt;/b&gt; sorted, an error is generated.
&lt;/ul&gt;</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="OutputFrequency" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;Add a property called &quot;Frequency&quot; that contains the number of individual 
records included in the resulting merged record.&lt;/p&gt;
</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>



<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval selected="true">ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="AcceptNonNumericStringsAsNumbers" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Determines whether &lt;b&gt;all&lt;/b&gt; string values for the MergeUsing property -- even 
non-numeric ones such as &apos;abc&apos; or &apos;1.0c&apos; -- will be coerced to numbers when  MergePropertyType is set to IsNumeric.  

If set to True, then a string such as &apos;abc&apos; that does not begin with a numeric portion will be coerced to zero, while a string such as &apos;1.0c&apos; that begins with a numeric 
portion will be coerced to the corresponding number (in this case 1.0).  

If set to False, then records containing non-numeric strings for the MergeUsing property will be sent out the Fail port.</sci:help>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Tue Mar 15 13:01:38 2011</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Merge Data on name</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Merge Data</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>JOINNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{1E393621-138C-466E-8A2B-275A3FAB26E3}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>2682 -645</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Merges properties of all data records that share the same key property value into a single 

data record</sci:value>
<sci:value>&lt;p&gt;Incoming data records are merged into a single data record if they have the same 

value for the &lt;i&gt;MergeUsing&lt;/i&gt; property.&lt;/p&gt;

&lt;p&gt;&lt;i&gt;MergeBehavior&lt;/i&gt; controls how properties, other than the &lt;i&gt;MergeUsing&lt;/i&gt; property, are handled.&lt;/p&gt;

&lt;b&gt;Note:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;Multiple &lt;i&gt;MergeUsing&lt;/i&gt; properties can be specified.  In this case, data records are merged if the value for each &lt;i&gt;MergeUsing&lt;/i&gt; property matches across 
the data records.&lt;/li&gt;
&lt;/ul&gt;



&lt;p&gt;&lt;b&gt;See Also: &lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;p&gt;If you wish to merge records based on molecular structures, use &lt;a href=&quot;javascript:DoLink(&apos;{2E21E16B-6901-46F3-8780-F14D3D7057CE}&apos;)&quot;&gt;
Merge Molecules&lt;/a&gt; (which requires the Chemistry Collection).&lt;/p&gt;
&lt;/ul&gt;</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value>Data records that contain the properties being used for merging</sci:value>
<sci:value>Generic</sci:value>
<sci:value>Data records that do not contain the properties being used for merging</sci:value>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>8.4.5.20</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ReplaceNullsInFirstRecord" type="BoolType" required="false" visibility="nevershow" multi="false" 

uimpl="false">
<sci:help>Specifies whether to replace nulls in the first merged record when KeepAllNullString is 

specified.</sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>21</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Manipulators\Merge Data</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.MDLSDReader.1">

<sci:component name="SD Reader" version="2">
<sci:arg name="Source" type="URLType" required="true" visibility="visible" multi="false" expanded="true">

<sci:help>The file or URL source to read</sci:help>
<sci:member>Maximum</sci:member>
<sci:member>SourceTag</sci:member>
<sci:member>Keep Properties</sci:member>

</sci:arg>
<sci:arg name="Maximum" type="LongType" required="false" visibility="visible" multi="false">

<sci:help>The maximum number of data records to read (all if value is empty)</sci:help>
</sci:arg>
<sci:arg name="SourceTag" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;p&gt;The type of tag to create to identify the source of data records. A property called 
&lt;b&gt;SourceTag&lt;/b&gt; is created and holds the value indicated.&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;None&lt;/b&gt;: No SourceTag property is created and any existing ones are removed.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Filename&lt;/b&gt;: The name of the file read.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;FilenameAndExtension&lt;/b&gt;: The name of the file read with its file extension.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;FullFilename&lt;/b&gt;: The name of the file read, including the directory path.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;ZipFilename&lt;/b&gt;: When reading a compressed zip file, the filename within the compressed archive.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Number&lt;/b&gt;: When multiple files are read in this component, they are numbered 1,2,3...&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Letter&lt;/b&gt;: When multiple files are read in this component, they are lettered A, B, C...&lt;/li&gt;
&lt;li&gt;&lt;b&gt;KeepCurrent&lt;/b&gt;: Keeps the current value of SourceTag.&lt;/li&gt;
&lt;/ul&gt;</sci:help>

<sci:legalval>None</sci:legalval>
<sci:legalval selected="true">Filename</sci:legalval>
<sci:legalval>FilenameAndExtension</sci:legalval>
<sci:legalval>FullFilename</sci:legalval>
<sci:legalval>ZipFilename</sci:legalval>
<sci:legalval>Number</sci:legalval>
<sci:legalval>Letter</sci:legalval>



<sci:legalval>KeepCurrent</sci:legalval>
</sci:arg>
<sci:arg name="Keep Properties" type="PropertyPreviewType" required="false" visibility="visible" multi="false">

<sci:help>A list of properties the reader should retain for each data record that is output. If a value 
is not defined, retains all properties. If the parameter contains the value &quot;-&quot; (minus sign), properties are not retained.</sci:help>

</sci:arg>
<sci:arg name="Additional Options" type="GroupType" required="false" visibility="visible" multi="false">

<sci:help>Contains less commonly used parameters</sci:help>
<sci:member>ReadProperties</sci:member>
<sci:member>PutNameInProperty</sci:member>
<sci:member>ReadQueryInfo</sci:member>
<sci:member>PutCommentInProperty</sci:member>
<sci:member>SD Format Options</sci:member>

</sci:arg>
<sci:arg name="SD Format Options" type="StringType" required="false" visibility="visible" multi="true">

<sci:help>&lt;p&gt;Options available for the SD Reader:&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;Properties Can Contain $$$$:&lt;/b&gt;  By the MDL CTFile standard, a property can contain a &apos;$$$$&apos;-line.  Properties or data field values are terminated by a blank 
line.  Only then will the &apos;$$$$&apos;-line terminate the full data block.  Setting this option off will terminate the data block upon any read of a &apos;$$$$&apos;-line.  This option is 
available to provide compatibility with some 3rd Party SD files.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;One-space Lines Terminate Properties:&lt;/b&gt;  By the MDL CTFile standard, properties or data fields values are terminated by a blank line. Selecting this option will 
terminate the data block when encountering a line containing a space as the only character in the line.  This option is available to provide compatibility with some 3rd Party SD files.&lt;/
li&gt;
&lt;li&gt;&lt;b&gt;Unwrap Long Property Lines:&lt;/b&gt;  By the MDL CTFile standard, lines in property fields cannot exceed 200 characters.  When this option is selected and a property line of 
exactly 200 characters is found, the newline character will be ignored and property string will continue on the next line.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Read Unknown Stereo Parity:&lt;/b&gt;  When selected, the SD Reader will use the &apos;Atom Parity&apos; value (parity of &apos;3&apos;) to mark unknown stereo centers in 3D 
mol files.  This will leave these atoms marked as &apos;unknown stereo&apos; and will not calculate the stereo from the coordinates.&lt;/li&gt;
&lt;/ul&gt;
</sci:help>

<sci:legalval selected="true">Properties Can Contain $$$$</sci:legalval>
<sci:legalval>One-space Lines Terminate Properties</sci:legalval>
<sci:legalval selected="true">Unwrap Long Property Lines</sci:legalval>
<sci:legalval>Read Unknown Stereo Parity</sci:legalval>

</sci:arg>
<sci:arg name="ReadProperties" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>Select True to read the properties for each molecule (in addition to the structures)</sci:help>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="ReadQueryInfo" type="BoolType" required="true" visibility="visible" multi="false">

<sci:help>If properties starting with &quot;QueryInfo&quot; are present, use them to set up query 
information on the atoms and bonds. (This is how, for example, SMARTS query information can be preserved when writing to an MDL SD format file.) For molecules saved in MDL format, this 
information only contains information that cannot be written out in MDL SD format.</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="PutNameInProperty" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>What to call the property that holds the name of each molecule</sci:help>
<sci:value>Name</sci:value>

</sci:arg>
<sci:arg name="PutCommentInProperty" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>What to call the property that holds the comment associated with each molecule</sci:help>
</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>



<sci:legalval>ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="AllowUnknownDoubleBondsFromCoordinates" type="BoolType" required="false" visibility="nevershow" 

multi="false">
<sci:help>According to the MDL CTfile specifications, the cis/trans character of double bonds with bond 

stereo set to zero is determined from the coordinates. This parameter controls whether or not to assign unknown bond stereo to double bonds for which the stereo could not be determined from the 
coordinates, either because there are no coordinates or because of colinearity issues.  When the parameter is set to False and the stereo could not be determined, no specific stereo 
configuration is assigned to the double bond, but it is not marked as unknown stereo.</sci:help>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="DeleteOnClose" type="BoolType" required="true" visibility="nevershow" multi="false">

<sci:help>Delete the file after the data is read [Be Careful!]</sci:help>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Comment</sci:help>
<sci:value>Reads MDL MOL (molecule CTAB) files and MDL SD (structured data) files.</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Tue Mar 20 10:03:13 2007</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Component Usage</sci:help>
<sci:value>Creates a molecule data record for each molecule represented in the &apos;Source&apos; data 

file.  Can read zipped (.zip) and url-based files.  Any properties contained in the file will be read into the data records created if the user specifies.

Output Pass  - Molecule data records</sci:value>
</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Molecule structures reader</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>DOCUMENTNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{CA65B896-4FE6-4E3A-B884-DC16B53B8D26}</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>SD Reader</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>90 -820</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Reads MDL MOL (molecule CTAB) files and MDL SD (structured data) files</sci:value>
<sci:value>&lt;p&gt;Creates a molecular data record for each molecule represented in the 

&lt;i&gt;Source&lt;/i&gt; data file.  All properties contained in the file are read into the data records.&lt;/p&gt;

&lt;p&gt;&lt;b&gt;Note:&lt;/b&gt;&lt;p&gt;



&lt;ul&gt;
&lt;li&gt;This component can also read zipped (.zip) and URL-based files.&lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;p&gt;
&lt;ul&gt;
&lt;li&gt;To write files in MDL MOL or SD format, use the &lt;a href=&quot;javascript:DoLink(&apos;{DC8EE7B0-0620-42FE-944C-B4CD1E79480E}&apos;)&quot;&gt;SD Writer&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;To convert a molecule to and from between text properties in CTAB format, use &lt;a href=&quot;javascript:DoLink(&apos;{E622FBD9-9FA9-451A-A102-1800B5F28B6D}&apos;)&quot;&gt;Molecule 
to CTAB&lt;/a&gt; and &lt;a href=&quot;javascript:DoLink(&apos;{7D354B65-DDD8-4EA4-83A7-21501A8A6852}&apos;)&quot;&gt;Molecule from CTAB&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;Other related MDL format file readers include &lt;a href=&quot;javascript:DoLink(&apos;{169AB4E5-A470-477B-AA65-50464411036C}&apos;)&quot;&gt;RG Reader&lt;/a&gt;, &lt;a 
href=&quot;javascript:DoLink(&apos;{036731AA-0015-4606-9750-7D9D020F21C8}&apos;)&quot;&gt;RXN Reader&lt;/a&gt; and &lt;a href=&quot;javascript:DoLink(&apos;{55431CCB-06EA-4741-
B95B-633C877E3E9B}&apos;)&quot;&gt;RD Reader&lt;/a&gt;.&lt;/li&gt; 
&lt;/ul&gt;

</sci:value>
<sci:value>None</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Data fields in the SD file will be added to the property fields</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.1.0.11</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>5</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Chemistry\Data Access and Manipulation\Readers\SD Reader</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="Rename Property" version="2">
<sci:arg name="Property" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>Property name to change</sci:help>
<sci:value>Sourcetag</sci:value>

</sci:arg>
<sci:arg name="NewProperty" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>Name of the new property</sci:help>
<sci:value>Name</sci:value>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="DataActionOnError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:help>When a General or DataType error occurs during processing:  
  LeaveData: The data is passed unalterd
  ClearData: The data is cleared before being passed (an empty data item)
  DeleteData: The data is deleted and not passed</sci:help>

<sci:legalval selected="true">LeaveData</sci:legalval>
<sci:legalval>ClearData</sci:legalval>
<sci:legalval>DeleteData</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">



<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>Rename</sci:value>

</sci:arg>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>EXPRESSIONNODE</sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Fri Sep 15 10:07:49 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Create name from sourcetag</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Evaluate Expression</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{5A384E06-8AF2-4C10-A9B7-7302DD110A48}</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>378 -820</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Renames a property</sci:value>
<sci:value>For each data record entering the component, the property with name specified by 

&lt;i&gt;Property&lt;/i&gt; is renamed to the name specified by &lt;i&gt;NewProperty&lt;/i&gt;.</sci:value>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.0.46</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>8</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Manipulators\Rename Property</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.Protocol.1">



<sci:component name="Standardize Molecules" version="2">
<sci:arg name="Tempfiles" type="StringType" required="false" visibility="visible" multi="false" uimpl="true">

<sci:help>&lt;p&gt;A comma delimited list of global properties, each of which will automatically hold the 
name of a file in the job&apos;s temporary folder, whose name is guaranteed to be unique.&lt;p/&gt;For each global name, an additional global is created (with the suffix &lt;i&gt;_Filename&lt;/
i&gt;) that hold just the leaf file name of the temporary file.&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="DeclareLocal" type="StringType" required="false" visibility="visible" multi="false" uimpl="true">

<sci:help>&lt;p&gt;Lists a set of properties (without the @) to create on the global property list for 
this subprotocol. Such properties can only be accessed within the scope of this subprotocol and its descendent subprotocols.&lt;p/&gt;Any global property not declared in this way is created on 
the top level global property list and is accessible from all protocols, but may collide with another property of the same name.&lt;/p&gt;&lt;p&gt;Scoping global properties to the subprotocol 
where they are used is highly recommended.&lt;/p&gt;</sci:help>

</sci:arg>
<sci:arg name="RunToCompletion" type="StringType" required="false" visibility="visible" multi="false" uimpl="true">

<sci:help>When &lt;i&gt;RunToCompletion&lt;/i&gt; is set to &quot;True - For Each Data Record&quot;, the 
subprotocol is re-initialized and executed in its entirety for each individual data record it processes.
&lt;p&gt;
When set to &quot;True - For Each Category&quot;, the data records are divided into categories based on the value of the Categorize Using parameter and then the subprotocol is re-initialized 
and executed in its entirety for each category of data records. When used in conjunction with &lt;i&gt;Parallel Processing Options&lt;/i&gt;, each category of data records will be sent to the 
remote server as part of one single batch.</sci:help>

<sci:member>RunToCompletion Categorize Using</sci:member>
<sci:legalval selected="true">False</sci:legalval>
<sci:legalval>True - For Each Data Record</sci:legalval>
<sci:legalval>True - For Each Category</sci:legalval>

</sci:arg>
<sci:arg name="RunToCompletion Categorize Using" type="StringType" required="false" visibility="visible" multi="false" 

uimpl="true">
<sci:help>Required when RunToCompletion is set to &lt;i&gt;True - For Each Category&lt;/i&gt;, this 

parameter specifies the property or properties used to define the categories.</sci:help>
<sci:validscript>SetInvalidDetails(&apos;This parameter is required when RunToCompletion is set to True - 

For Each Category&apos;);
Parameter() ne &apos;&apos;;</sci:validscript>

<sci:enabledscript>SetDisabledDetails(&apos;To Enable, Set RunToCompletion to True - For Each 
Category&apos;);
Parameter(&apos;RunToCompletion&apos;) eq &apos;True - For Each Category&apos;;</sci:enabledscript>

</sci:arg>
<sci:arg name="Parallel Processing Options" type="BoolType" required="false" visibility="visible" multi="false" 

uimpl="true">
<sci:help>&lt;p&gt;

When set to True, this set of options allow the subprotocol to execute in parallel on one or more independent Pipeline Pilot servers, running local or remote.  Additional parameters control the 
number of data records to send in each process batch, the list of Pipeline Pilot servers to use, the number of protocol processes that can be executed on each server, and whether to preserve 
the order of the processed data records.
&lt;/p&gt;&lt;p&gt;
Use this option judiciously, since it will not increase throughput in all circumstances. In general, it will yield improved performance when the parallelization benefits outweigh the data 
transfer overhead for the specified batch size.  As a rough guide, performance can be improved when each individual batch requires at least 10 seconds to execute, although this can be affected 
by the size of each data record.
&lt;/p&gt;&lt;p&gt;
When running the protocol with debugging, the subprotocol will provide debugging messages to detail each of the various steps of execution.  Also, components located within the parallel 
subprotocol will display their debugging messages as well.
&lt;/p&gt;&lt;p&gt;
For more information on the parallel subprotocol options, see &lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/subprots/subprot_parallel_processing.htm&apos;)&quot;&gt;Parallel 
Processing Subprotocols&lt;/a&gt;.
&lt;/p&gt;
</sci:help>

<sci:member>Parallel Processing Options Batch Size</sci:member>
<sci:member>Parallel Processing Options Server</sci:member>
<sci:member>Parallel Processing Options Preserve Order</sci:member>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="Parallel Processing Options Batch Size" type="LongType" required="true" visibility="visible" 

multi="false" uimpl="true">
<sci:help>&lt;p&gt;The number of records to send to the remote server(s) for each subprotocol execution.  

In general, performance is optimized when the amount of time required to process each batch is at least 10 seconds (note that this can vary depending on the characteristics of the remote 
server&apos;s hardware).  Use a batch size of -1 to pass all data in a single batch.&lt;/p&gt;
&lt;p&gt;When &lt;i&gt;RunToCompletion&lt;/i&gt; is set to &quot;True - for each category&quot;, the batch sizes will be determined by the number of records in each individual category.  



Therefore, the &lt;i&gt;Batch Size&lt;/i&gt; parameter is not applicable.</sci:help>
<sci:enabledscript>#parallel := Parameter(&apos;Parallel Processing Options&apos;);

#rtcForEachCategory := (Parameter(&apos;RunToCompletion&apos;) eq &apos;True - For Each Category&apos;);
if (not #parallel) then

SetDisabledDetails(&quot;This parameter is only applicable if &apos;Parallel Processing Options&apos; is &apos;True&apos;&quot;);
elsif (#rtcForEachCategory) then

SetDisabledDetails(&quot;This parameter is not applicable when &apos;RunToCompletion&apos; is set to &apos;True - For Each Category&apos;&quot;);
end if;
#parallel and not #rtcForEachCategory;</sci:enabledscript>

</sci:arg>
<sci:arg name="Parallel Processing Options Server" type="StringType" required="false" visibility="visible" multi="true" 

expanded="true" legalvalsenforced="false" uimpl="true">
<sci:help>&lt;p&gt;

Comma separated list of Pipeline Pilot servers on which to execute the parallel subprotocol.  The server names should be in the same format as the Pipeline Pilot Client&apos;s change server 
dialog (server-name:port-number).
&lt;/p&gt;&lt;p&gt;
Specifying &lt;b&gt;localhost&lt;/b&gt; as a server will cause the subprotocol to use its own Pipeline Pilot server.  This can be helpful on multi-CPU/multi-core systems (where the subprotocol 
jobs are spawned on the same machine) and Pipeline Pilot Linux clusters (where &apos;localhost&apos; requests spawning the subprotocol jobs on the same cluster).
&lt;/p&gt;</sci:help>

<sci:member>Parallel Processing Options Server Processes</sci:member>
<sci:member>Parallel Processing Options Server Run On Grid</sci:member>
<sci:validscript>SetInvalidDetails(&apos;This parameter is required.&apos;);

Parameter() ne &apos;&apos;;</sci:validscript>
<sci:enabledscript>SetDisabledDetails(&quot;This parameter is only applicable if &apos;Parallel 

Processing Options&apos; is &apos;True&apos;&quot;);
Parameter(&apos;Parallel Processing Options&apos;);</sci:enabledscript>

</sci:arg>
<sci:arg name="Parallel Processing Options Server Processes" type="StringType" required="false" visibility="visible" 

multi="false" uimpl="true">
<sci:help>Comma separated list of maximum number of batches that can be simultaneously executed on each 

remote server.  The number of entries in this parameter must equal the number of servers. If &apos;*&apos; is specified as the number of processes, then that server will only launch as many 
batches as the administrator of the remote server has permitted.</sci:help>

<sci:validscript>/* Server Processes must have the same number of comma separated entries as the Server 
parameter and must have a value*/
#processes := parameter();
expand(&apos;,&apos;, #processes);
#servers := parameter(&apos;Parallel Processing Options Server&apos;);
expand(&apos;,&apos;, #servers);

if (numvalues(#processes) == 0) then
SetInvalidDetails(&apos;This parameter is required.&apos;);

else
SetInvalidDetails(&apos;The number of server processes (&apos; . numvalues(#processes) . &apos;) must equal the number of servers (&apos; . numvalues(#servers) . &apos;).&apos;);

end if;
numvalues(#processes) &gt; 0 and numvalues(#processes) == numvalues(#servers);</sci:validscript>

<sci:enabledscript>SetDisabledDetails(&quot;This parameter is only applicable if &apos;Parallel 
Processing Options&apos; is &apos;True&apos;&quot;);
Parameter(&apos;Parallel Processing Options&apos;);</sci:enabledscript>

</sci:arg>
<sci:arg name="Parallel Processing Options Server Run On Grid" type="BoolType" required="false" visibility="visible" 

multi="false" uimpl="true">
<sci:help>Run subprotocol on grid engine if available.</sci:help>
<sci:member>Parallel Processing Options Server Run On Grid Queue Name</sci:member>
<sci:enabledscript>parameter(&apos;Parallel Processing Options&apos;);</sci:enabledscript>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="Parallel Processing Options Server Run On Grid Queue Name" type="StringType" required="false" 

visibility="visible" multi="false" legalvalsenforced="false" uimpl="true">
<sci:help>Select the queue name on the grid to submit jobs to. Leave blank to use default queue name.</

sci:help>
<sci:enabledscript>parameter(&apos;Parallel Processing Options Server Run On Grid&apos;);</

sci:enabledscript>
</sci:arg>
<sci:arg name="Parallel Processing Options Preserve Order" type="BoolType" required="false" visibility="visible" 



multi="false" uimpl="true">
<sci:help>Whether to preserve the order of the data as it enters and leaves the remote subprotocol.</

sci:help>
<sci:enabledscript>SetDisabledDetails(&quot;This parameter is only applicable if &apos;Parallel 

Processing Options&apos; is &apos;True&apos;&quot;);
Parameter(&apos;Parallel Processing Options&apos;);</sci:enabledscript>

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Standardize Molecules</sci:value>
</sci:arg>
<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol AutoLayout</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>SUBPROTOCOLNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>Component Revision</sci:help>
<sci:value>790</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{9CD5CFA5-F3C4-45B2-8BA0-B9338FA14CF1}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>666 -820</sci:value>
</sci:arg>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>By Ref</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Builds subprotocols in Pipeline Pilot.</sci:value>
<sci:value>&lt;p&gt;

Use a subprotocol to collapse one or more components into a single item. Open a subprotocol to view or edit its contents. 
&lt;/p&gt;&lt;p&gt;
To define input and output ports, display icon, and parameter settings, right-click and select Edit. You can save subprotocols and reuse them. For more information, see the User Guide help for 
&lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/subprots/subprot_overview.htm&apos;)&quot;&gt;Subprotocols Overview&lt;/a&gt;.
&lt;/p&gt;&lt;p&gt;
For more information on the parallel subprotocol options, see &lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/subprots/subprot_parallel_processing.htm&apos;)&quot;&gt;Parallel 
Processing Subprotocols&lt;/a&gt;.



&lt;/p&gt;&lt;p&gt;
Tip: Any component can be made into a shortcut, so that the latest version is always used. For more information, see &lt;a href=&quot;javascript:DoLink(&apos;scihelpdocs/user/subprots/
shortcuts.htm&apos;)&quot;&gt;Creating Shortcuts&lt;/a&gt;.
&lt;/p&gt;</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value>Records passing out of any unconnected pass ports of components inside the subprotocol</

sci:value>
<sci:value>Generic</sci:value>
<sci:value>Records passing out of any unconnected fail ports of components inside the subprotocol</

sci:value>
</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>8.5.0.200</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Sticky Notes</sci:help>
</sci:arg>
<sci:arg name="ProtocolScale2" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Scale</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="Protocol Options" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Options</sci:help>
<sci:legalval>Owner Access Only</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>gerard</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Sun Dec 11 13:58:36 2011</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>4</sci:value>

</sci:arg>
<sci:arg name="OriginalPackage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>OriginalPackage</sci:help>
<sci:value>scitegic/coreutils</sci:value>

</sci:arg>
<sci:arg name="SubProtocolMadeLinkIntoCopy" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Subprotocol Made Link Into Copy</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="SubProtocolModified" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>Subprotocol Modified</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Gerard\General Components\Standardize Molecules</sci:value>
</sci:arg>

</sci:component>
<sci:protocol>

<sci:data object="SciTegic.TransformMolecule.1">
<sci:component name="Add Hydrogens" version="2">

<sci:arg name="Action" type="StringType" required="false" visibility="visible" 
multi="false">

<sci:help>Specifies the Hydrogen fill mode:

&lt;p&gt;Adds explicit hydrogens to the molecule. Options include: &lt;/p&gt;



&lt;ul&gt;
&lt;li&gt;&lt;b&gt;AddHydrogens&lt;/b&gt;:  Add hydrogens to all atoms.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;AddHeteroHydrogens&lt;/b&gt;:  Add hydrogens just to heteroatoms.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;AddStereoHydrogens&lt;/b&gt;:  Add hydrogens just to stereoatoms. Explicit Hydrogens are only added to stereoatoms in which all the atoms attached to the chiral center are in 
rings or the attached atoms are also stereocenters. Adding these hydrogens often avoids having to put a wedge bond on a ring bond or on a bond to another stereoatom.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;AddBridgeHeadHydrogens&lt;/b&gt;:  Add hydrogens to any bridgehead atom.&lt;/li&gt;
&lt;/ul&gt;
</sci:help>

<sci:legalval selected="true">AddHydrogens</sci:legalval>
<sci:legalval>AddHeteroHydrogens</sci:legalval>
<sci:legalval>AddStereoHydrogens</sci:legalval>
<sci:legalval>AddBridgeHeadHydrogens</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Componet Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Tue Feb 27 09:41:27 2007</sci:value>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Comment</sci:help>
<sci:value>Adds Hydrogens to all atoms in a molecule or just to the hetero 

(non-carbon) atoms.</sci:value>
</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Usage</sci:help>
<sci:value>Add Hydrogens to either all atoms in a molecule or just to the 

hetero (non-carbon) atoms.

Input             - Molecular data records
Output Pass  - Molecular data records with hydrogens added</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Add Hydrogens</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 



multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{4A7D57EA-6B39-43DE-B92C-858BD216569A}</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Add Hydrogens</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>90 -95</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Adds hydrogens to the molecule</sci:value>
<sci:value>&lt;p&gt;Adds explicit hydrogens to the molecule. Options 

include: &lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;AddHydrogens&lt;/b&gt;:  Add hydrogens to all atoms.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;AddHeteroHydrogens&lt;/b&gt;:  Add hydrogens just to heteroatoms.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;AddStereoHydrogens&lt;/b&gt;:  Add hydrogens just to stereoatoms. Explicit Hydrogens are only added to stereoatoms in which all the atoms attached to the chiral center are in 
rings or the attached atoms are also stereocenters. Adding these hydrogens often avoids having to put a wedge bond on a ring bond or on a bond to another stereoatom.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;AddBridgeHeadHydrogens&lt;/b&gt;:  Add hydrogens to any bridgehead atom.&lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;To remove explicit hydrogens, use &lt;a href=&quot;javascript:DoLink(&apos;{5A520938-939F-4210-A816-A023520422D7}&apos;)&quot;&gt;Remove Hydrogens&lt;/a&gt;.&lt;/li&gt;
&lt;/ul&gt;</sci:value>

<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Chemistry\Data Access and Manipulation\Manipulators

\Add Hydrogens</sci:value>
</sci:arg>

</sci:component>
<sci:proplist>

<sci:propval name="RegistrationVersion">6.1.0.8</sci:propval>
</sci:proplist>

</sci:data>
<sci:data object="SciTegic.StripSalts.1">

<sci:component name="Strip Salts" version="2">
<sci:arg name="Salt Files" type="GroupType" required="false" visibility="visible" 

multi="false" expanded="true">



<sci:member>Scitegic Salts</sci:member>
<sci:member>User Salts</sci:member>

</sci:arg>
<sci:arg name="Scitegic Salts" type="URLType" required="false" visibility="visible" 

multi="false">
<sci:help>File that contains the default salt queries</sci:help>
<sci:value>data\Salts\Scitegic\Salts.sd</sci:value>

</sci:arg>
<sci:arg name="User Salts" type="URLType" required="false" visibility="visible" 

multi="false">
<sci:help>File containing user-defined salt queries</sci:help>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Comment</sci:help>
<sci:value>Evaluates each molecule for the presence of indicated 

substructure(s). The results are placed onto the property list.</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Substructure Map</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Tue Sep 12 08:26:21 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Usage</sci:help>
<sci:value>Enter one or more queries in the Source parameter.  You will 

then 
get outputs as specified by the MapOutput parameter.

If atom-to-atom maps are requested, a number of properties are output
for each query.  If the name of the query is XXX, then the property
XXX_Maps will contain one or more mappings of the query onto the target. XXX_AllMapped will contain all atoms in all values of XXX_Maps.  Thus, the results from different queries will go into 
different properties.



If SeparateQueryOutputs is requested, then the results from different queries will all go into the same properties: Query_Maps and Query_AllMapped.</sci:value>
</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Strip Salts</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{1A8DDD51-D1AE-45d9-823B-80E81B7BCAA6}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>378 -95</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Finds and removes salt fragments from the incoming molecules</

sci:value>
<sci:value>&lt;p&gt;Salt fragments in the input molecules are identified 

using supplied salt queries and removed.  The default salt queries are specified by the &lt;i&gt;Scitegic Salts&lt;/i&gt; parameter and are contained in the file data/Salts/Scitegic/
Salts.sd.&lt;/p&gt;
&lt;p&gt;&lt;i&gt;User Salts&lt;/i&gt; allows users to add their own salt queries by specifying the file or files containing them. Queries can be defined in either mol format (.mol, .sd, .sdf 
extension) or SMARTS (.sma extension).&lt;/p&gt;
&lt;p&gt;
When salts are identified and removed, the property &lt;b&gt;RemovedSalts&lt;/b&gt; is defined for the molecule. This array property contains the names of the removed salts. If the same salt 
fragment was present &lt;i&gt;N&lt;/i&gt; times, its name appears &lt;i&gt;N&lt;/i&gt; times in the array. 
&lt;p&gt;&lt;b&gt;Note:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;Only molecules consisting of more than one fragment are considered for salt removal.&lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;To only identify (and not remove) salt fragments, use &lt;a href=&quot;javascript:DoLink(&apos;{65582FDD-27E4-442f-BED7-71A254321894}&apos;)&quot;&gt;Identify Salts&lt;/a&gt;.&lt;/
li&gt;
&lt;/ul&gt;</sci:value>

<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Molecules with salts removed</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.0.41</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>1</sci:value>

</sci:arg>



<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 
multi="false">

<sci:value>Components\Chemistry\Data Access and Manipulation\Manipulators
\Strip Salts</sci:value>

</sci:arg>
</sci:component>

</sci:data>
<sci:data object="SciTegic.TransformMolecule.1">

<sci:component name="Standardize Molecule" version="2">
<sci:arg name="Action" type="StringType" required="false" visibility="visible" 

multi="true">
<sci:help>Options for the type of standardization you can perform. The 

default is to standardize the charging and stereochemistry of the molecule. If multiple actions are selected, they are performed in  the given order.</sci:help>
<sci:member>Invert Wedge Bond When Changing Direction</sci:member>
<sci:legalval selected="true">StandardizeStereo</sci:legalval>
<sci:legalval selected="true">StandardizeCharges</sci:legalval>
<sci:legalval>CenterMolecule</sci:legalval>
<sci:legalval>RemoveSingleAtomFragments</sci:legalval>
<sci:legalval>KeepSmallestFragment</sci:legalval>
<sci:legalval>KeepLargestFragment</sci:legalval>
<sci:legalval>RemoveLargestFragment</sci:legalval>
<sci:legalval>MakeNon[H]Atoms[C]Atoms</sci:legalval>
<sci:legalval>MakeNon[H]Atoms[A]Atoms</sci:legalval>
<sci:legalval>MakeNon[C,H]Atoms[Q]Atoms</sci:legalval>
<sci:legalval>MakeAllBondsSingle</sci:legalval>
<sci:legalval>ClearCoordinates</sci:legalval>
<sci:legalval>ClearMolecule</sci:legalval>
<sci:legalval>RemoveMolecule</sci:legalval>
<sci:legalval>ClearStereo</sci:legalval>
<sci:legalval>ClearUnknownStereo</sci:legalval>
<sci:legalval>ClearCisTransBondStereo</sci:legalval>
<sci:legalval>SetStereoFromCoordinates</sci:legalval>
<sci:legalval>RepositionStereoBonds</sci:legalval>
<sci:legalval>FixDirectionOfWedgeBonds</sci:legalval>
<sci:legalval>ClearCharges</sci:legalval>
<sci:legalval>ClearSgroupData</sci:legalval>
<sci:legalval>ClearHighlightColors</sci:legalval>
<sci:legalval>ClearQueryInfo</sci:legalval>
<sci:legalval>ClearAtomLabels</sci:legalval>
<sci:legalval>ClearBondLabels</sci:legalval>
<sci:legalval>NeutralizeBondedZwitterions</sci:legalval>
<sci:legalval>ClearUnusualValence</sci:legalval>

</sci:arg>
<sci:arg name="Invert Wedge Bond When Changing Direction" type="BoolType" required="false" 

visibility="visible" multi="false">
<sci:help>This parameter controls whether or not to invert the bond stereo 

(up or down) when changing the direction of the wedge bond by selecting &quot;FixDirectionOfWedgeBonds&quot; in the &lt;i&gt;Action&lt;/i&gt; parameter.</sci:help>
<sci:enabledscript>contains(parameter(&apos;Action&apos;), 

&apos;FixDirectionOfWedgeBonds&apos;)</sci:enabledscript>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 



multi="true">
<sci:help>Componet Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Wed Apr 11 14:39:40 2007</sci:value>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Comment</sci:help>
<sci:value>Contains a number of actions that are useful for taking 

molecules from different sources and correcting non-uniform features.</sci:value>
</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Usage</sci:help>
<sci:value>One or more actions can be applied to each molecule to 

standardize the way molecules are presented to downstream components.

Input             - Molecular data records
Output Pass  - Molecular data records with standardization changes

Description of StandardizeStereo option:

Atoms that are perceived as true stereo atoms but which have no stereochemical markings (UnknownAtomStereo, EvenAtomStereo, or OddAtomStereo) are set to UnknownAtomStereo.  Atoms that have 
stereochemical markings but which are not true stereoatoms are set to NoAtomStereo. 2D or 3D coordinates are not used in this process.

Similarly, bonds that are perceived as true stereo double bonds but 
which have no stereochemical markings (UnknownBondStereo, CisBondStereo, or TransBondStereo) are set to UnknownBondStereo.  Bonds that have stereochemical markings but which are not true stereo 
bonds are set to NoBondStereo. Again, 2D or 3D coordinates are not used in this process.</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Standardize Molecule</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Standardize Charges</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{EFEA1A46-A6DB-4DB9-A5A9-C7F3D2ADFDE2}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 



multi="false">
<sci:value>666 -95</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Applies selected predefined actions to the input molecules

</sci:value>
<sci:value>&lt;p&gt;One or more actions can be applied to each molecule to 

standardize the way molecules are presented to downstream components. 
&lt;p&gt;
Standardization is important when comparing molecular libraries from different sources. If different rules were used for structural representation when creating these libraries, a straight 
comparison would yield incorrect results. This component allows you to apply a consistent set of rules to structures before comparing them.
&lt;p&gt;
Available actions:
&lt;ul&gt;
&lt;li&gt;&lt;strong&gt;StandardizeStereo: &lt;/strong&gt; 
Atoms that are perceived as true stereo atoms but which have no stereochemical 
markings (UnknownAtomStereo, EvenAtomStereo, or OddAtomStereo) are set to UnknownAtomStereo. 
Atoms that have stereochemical markings but which are not true stereoatoms are 
set to NoAtomStereo. 2D or 3D coordinates are not used in this process. &lt;br /&gt;
Similarly, bonds that are perceived as true stereo double bonds, but which have 
no stereochemical markings (UnknownBondStereo, CisBondStereo, or TransBondStereo) 
are set to UnknownBondStereo. Bonds that have stereochemical markings but which 
are not true stereo bonds are set to NoBondStereo. Again, 2D or 3D coordinates 
are not used in this process.&lt;/li&gt;
&lt;li&gt;&lt;strong&gt;StandardizeCharges:&lt;/strong&gt; 
Sets standard formal charges for common functional groups: Quaternary Nitrogen: 
+1 &lt;br /&gt;
Nitro groups: N+(=O)O- &lt;br&gt;
Diazonium N: +1 &lt;br&gt;
Oxygen with three attachments: +1 &lt;br&gt;
X=O-C Oxygen: +1 &lt;br&gt;
Sulfur with three attachments: +1 &lt;br&gt;
S=O-C Sulfur: +1 &lt;br&gt;
F, Cl, Br, I with no attachments: -1 &lt;br&gt;
Note that halogen acids with explicit hydrogens (H-X) are not modified. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;CenterMolecule:&lt;/strong&gt; 
Translates the molecule to the center of geometry. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;RemoveSingleAtomFragments:&lt;/strong&gt; 
Removes all unattached atoms from the molecule. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;KeepSmallestFragment:&lt;/strong&gt; 
Keeps only the fragment with fewer atoms in the case of multifragment molecules. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;MakeNon[H]Atoms[C]Atoms:&lt;/strong&gt; 
Converts all the atoms in the molecule to Carbon. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;MakeNon[C,H]Atoms[Q]Atoms: &lt;/strong&gt; 
Converts all non-carbon, non-hydrogen atoms in the molecule to the Q query atom type. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;MakeNon[H]Atoms[A]Atoms: &lt;/strong&gt; 
Converts all non-hydrogen atoms in the molecule to the A query atom type. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;MakeAllBondsSingle: &lt;/strong&gt; 
Converts all the bonds in the molecule to Single bonds. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearCoordinates:&lt;/strong&gt; 
Sets all x, y, z coordinates to zero. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearMolecule:&lt;/strong&gt; 
Deletes all atoms and bonds in the molecule, keeping the molecule object in the data record. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;RemoveMolecule:&lt;/strong&gt; 
Deletes the molecule object from the data record. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearStereo: &lt;/strong&gt; 
Sets all atoms and bonds to NoStereo. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearUnknownStereo:&lt;/strong&gt; 
Sets all atoms and bonds that are marked UnknownStereo to NoStereo. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearCisTransBondStereo:&lt;/strong&gt; 
Sets all bonds that are marked CisStereo or TransStereo to UnknownStereo. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearCharges: &lt;/strong&gt; 



Sets all formal charges to zero. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;SetStereoFromCoordinates: &lt;/strong&gt; 
This option uses the 2D coordinates and up/down bond markings, or the 
3D coordinates, to assign the stereochemistry of the atoms or bonds. Typically, 
this is done by the readers or the molecules from text components. Occasionally, 
components may create molecules that need to have their stereo reperceived. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;RepositionStereoBonds: &lt;/strong&gt; 
This option repositions the stereo bond markings, trying to find the best bond to mark as a wedge bond for each stereo atom. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;FixDirectionOfWedgeBonds: &lt;/strong&gt; 
This option checks the wedge bonds in the molecule to make sure that the wedge is drawn with the stereo atom at the narrow end of the wedge. Any wedge bond for which there is a stereo atom at 
the wide end and no stereo atom at the narrow end is reversed to point in the other direction. A separate option, &lt;i&gt;Invert Wedge Bond When Changing Direction&lt;/i&gt;, controls whether 
or not to invert the bond stereo (up or down) when changing the direction of the wedge bond. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearQueryInfo: &lt;/strong&gt; 
Deletes all query information from atoms and bonds. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;NeutralizeBondedZwitterions:&lt;/strong&gt; 
Converts directly bonded zwitterions (positively charged atom bonded to negatively charged atom, A+B-) to the neutral representation (A=B). &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearSGroupData:&lt;/strong&gt; 
Clears any SGroup information from the molecule. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearHighlightColors:&lt;/strong&gt; 
Clears any highlight colors from atoms and bonds. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearAtomLabels:&lt;/strong&gt; 
Clears any labels assigned to the atoms. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearBondLabels:&lt;/strong&gt; 
Clears any labels assigned to the bonds. &lt;/li&gt;
&lt;li&gt;&lt;strong&gt;NeutralizeBondedZwitterions:&lt;/strong&gt; 
Converts directly bonded zwitterions (positively charged atom bonded to negatively charged atom, A+B-) to the neutral representation (A=B)&lt;/li&gt;
&lt;li&gt;&lt;strong&gt;ClearUnusualValence:&lt;/strong&gt; 
Clears any atom valence query features and resets all implicit hydrogen counts to their standard values.&lt;/li&gt;
&lt;/ul&gt;</sci:value>

<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Transformed molecules </sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.1.0.16</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>2</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Chemistry\Data Access and Manipulation\Manipulators

\Standardize Molecule</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.TransformMolecule.1">

<sci:component name="Keep Largest Fragment" version="2">
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">



<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:help>Parameter Help</sci:help>
<sci:value>KeepLargestFragment</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Wed Sep 20 11:22:50 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Comment</sci:help>
<sci:value>Keeps only the largest fragment in the molecule.</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Usage</sci:help>
<sci:value>Delete all atoms not part of the largest structure fragment in 

each molecular data record that contains more than one fragment.  Largest is defined as having the largest number of atoms.

Input             - Molecular data records
Output Pass  - Molecular data records with all but the largest 
                       fragment deleted.</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Keep Largest Fragment</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{54DE113D-340C-4846-9EC1-531A01FDAB91}</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>954 -95</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>Keep Largest Fragment</sci:value>

</sci:arg>



<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 
multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Keeps only the largest fragment in the molecule.</sci:value>
<sci:value>This component deletes all atoms that are not part of the 

largest connected structure fragment in each input molecule. Fragment size is defined based on number of atoms. Molecules consisting of only one fragment are passed unmodified.
&lt;p&gt;
&lt;b&gt;See Also:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;To carry out other common molecular manipulations, see &lt;a href=&quot;javascript:DoLink(&apos;{EFEA1A46-A6DB-4DB9-A5A9-C7F3D2ADFDE2}&apos;)&quot;&gt;Standardize Molecule&lt;/
a&gt;&lt;/li&gt;
&lt;li&gt;To identify and remove salt fragments from molecules see &lt;a href=&quot;javascript:DoLink(&apos;{65582FDD-27E4-442f-BED7-71A254321894}&apos;)&quot;&gt;Identify Salts&lt;/a&gt; and 
&lt;a href=&quot;javascript:DoLink(&apos;{1A8DDD51-D1AE-45d9-823B-80E81B7BCAA6}&apos;)&quot;&gt;Strip Salts.&lt;/a&gt; &lt;/li&gt;
&lt;/ul&gt;
</sci:value>

<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Molecule record with all but the largest fragment removed</

sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>3</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Chemistry\Data Access and Manipulation\Manipulators

\Keep Largest Fragment</sci:value>
</sci:arg>

</sci:component>
<sci:proplist>

<sci:propval name="RegistrationVersion">6.0.1.0</sci:propval>
</sci:proplist>

</sci:data>
<sci:data object="SciTegic.PKA.1">

<sci:component name="Ionize Molecule at pH" version="2">
<sci:arg name="pH" type="DoubleType" required="true" visibility="visible" multi="false">

<sci:help>pH value to use in the calculation of the ionization state.</
sci:help>

<sci:value>7.4</sci:value>
</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>



<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 
multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="AddPkaValuesToAtoms" type="BoolType" required="false" 

visibility="nevershow" multi="false">
<sci:help>Displays the pKa values associated with the pKa sites in the 2D 

molecular picture.
</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="SiteQueriesUser" type="URLType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Directory with molecular query files defined by the user. 

These queries are used to search for pKa sites in the molecule</sci:help>
<sci:value>data\pKa\AcidBaseSites\User\*.sd</sci:value>

</sci:arg>
<sci:arg name="SiteExamplesUser" type="URLType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Directory with pKa site examples information. 

The site examples files are created using the pKa component &quot;Add pKa Data&quot;. 
The site example information is used in the calculation of pKa values. 
This directory contains files created by the user</sci:help>

<sci:value>data\pKa\Data\User\SiteExamples_*.tab</sci:value>
</sci:arg>
<sci:arg name="SiteQueriesScitegic" type="URLType" required="true" visibility="nevershow" 

multi="false">
<sci:help>Directory with the molecular query files defined by Scitegic 

during the 
implementation of the pKa components. 
These queries are used to search for pKa sites in the molecule</sci:help>

<sci:value>data\pKa\AcidBaseSites\Scitegic\*.sd</sci:value>
</sci:arg>
<sci:arg name="SiteExamplesScitegic" type="URLType" required="true" visibility="nevershow" 

multi="false">
<sci:help>Directory with pKa site examples information. 

The site examples files are created using the pKa component &quot;Add pKa Data&quot;. 
The site example information is used in the calculation of pKa values. 
This directory contains the original site examples files created by Scitegic 
during the implementation of the pKa components.</sci:help>

<sci:value>data\pKa\Data\Scitegic\SiteExamples_*.tab</sci:value>
</sci:arg>
<sci:arg name="pKa Models" type="URLType" required="true" visibility="nevershow" 

multi="false">
<sci:help>Directory with pKa Models. 

These models are used to calculate pKa values for the molecule. 
Several pKa models for different pKa sites developed by Scitegic 
are included in this directory</sci:help>

<sci:value>data\pKa\Models\PKAModel_*.txt</sci:value>
</sci:arg>
<sci:arg name="Mode" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:help>Mode</sci:help>
<sci:value>Protonate at pH</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistryadv</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">



<sci:help>The date this component was registered.</sci:help>
<sci:value>Tue Oct 31 12:34:50 2006</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>PKA</sci:value>

</sci:arg>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{72D1AEC5-EE9E-4a39-A3D6-63637069BF6E}</sci:value>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Comment</sci:help>
<sci:value>Calculates the ionization state of the molecule</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Usage</sci:help>
<sci:value>Use this component to calculate pKa values.

Input            - Molecule data records
Output Pass - Molecule data records augmented with pKa data</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>Ionize Molecule at pH</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>1242 -95</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Sets the protonation state of the pKa sites according to a given 

pH</sci:value>
<sci:value>&lt;p&gt;Finds pKa sites and calculates the corresponding pKa 

values. The molecule is then modified so that the protonation state of those sites is set according to the specified pH.&lt;/p&gt;

&lt;p&gt;&lt;b&gt;Notes: &lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;pKa sites are located based on the molecular query files located in &quot;data/pKa/AcidBaseSites/&quot;.&lt;/li&gt;
&lt;li&gt;Pka values are calculated based on site examples files located in &quot;data/pKa/Data/&quot; and on PLS Models located in &quot;data/pKa/Models&quot;.&lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;&lt;b&gt;See Also: &lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;For calculation of pKa information for each atom in the molecule, use &lt;a href=&quot;javascript:DoLink(&apos;{A09482AD-1A24-4a94-B050-43CEF82DE630}&apos;)&quot;&gt;pKa&lt;/
a&gt;&lt;/li&gt;
&lt;li&gt;To calculate the octanol/water partition coefficient utilizing pKa information, use &lt;a href=&quot;javascript:DoLink(&apos;{DDDB7E61-D653-45e8-9564-39FB67159FD4}
&apos;)&quot;&gt;logD&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;To enumerate all the possible ionization states of the molecule based on the pKa values and the pH range, use &lt;a href=&quot;javascript:DoLink(&apos;{B07C705E-49AC-4d54-887F-
E4CE2DABA42D}&apos;)&quot;&gt;Enumerate Ionization States&lt;/a&gt;&lt;/li&gt;
&lt;li&gt;To add your own data to the pKa model, use &lt;a href=&quot;javascript:DoLink(&apos;{DF099F9F-CB30-4a20-98BA-2ECAE394AF07}&apos;)&quot;&gt;Add pKa Data&lt;/a&gt;.&lt;/li&gt;



&lt;li&gt;To see the number of pkA sites and data points in the existing model, use &lt;a href=&quot;javascript:DoLink(&apos;{192A4F24-B54B-49ec-834C-C9A6A13C58FC}&apos;)&quot;&gt;pKa Site 
Stats Reader&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;For other information the calculation of pKa Calculation, see the &lt;a href=&quot;javascript:DoLink(&apos;sciapps/scitegic/chemistryadv/docs/
chemistry_two.pdf&apos;)&quot;&gt;Advanced Chemistry User Guide&lt;/a&gt;&lt;/li&gt;
&lt;/ul&gt;</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value>Molecule with ionizable groups in the protonation state 

corresponding to the specified pH</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.7</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>6</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Chemistry\Data Access and Manipulation\Manipulators

\Ionize Molecule at pH</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.Calculate2DCoords.1">

<sci:component name="2D Coords" version="2">
<sci:arg name="UseTemplates" type="BoolType" required="false" visibility="visible" 

multi="false">
<sci:help>Look for predefined 2D templates of ring and bridge assemblies 

and use their 2D coordinates to build the molecule.

 The predefined 2D templates are in public/data/Templates2D/Scitegic.</sci:help>
<sci:member>ShowTemplateSmiles</sci:member>
<sci:member>User Templates Folder</sci:member>
<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="ShowTemplateSmiles" type="BoolType" required="false" visibility="visible" 

multi="false">
<sci:help>Add a property to each incoming molecule showing the SMILES of 

each 2D template used to construct the molecule, if any. The property name is &quot;TemplateSmiles&quot;.</sci:help>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="User Templates Folder" type="URLType" required="false" visibility="visible" 

multi="false">
<sci:help>Folder with tdt  files with additional 2D Templates created by 

the user. These 2D Templates can be created using the &lt;i&gt;Learn 2D Templates&lt;/i&gt; component. You can specify just the folder name, in which case all tdt files in the folder will be 
read, or select a specific tdt file.</sci:help>

</sci:arg>
<sci:arg name="ResolveBumps" type="BoolType" required="false" visibility="visible" 

multi="false">
<sci:help>Resolve bumps among atoms present in the 2D coords</sci:help>
<sci:member>ResolveBumpsOnly</sci:member>
<sci:member>ResolveBumpsOptions</sci:member>
<sci:member>ShowBumpInfo</sci:member>
<sci:member>Bump Distance</sci:member>



<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="ResolveBumpsOnly" type="BoolType" required="false" visibility="visible" 

multi="false">
<sci:help>Do not regenerate the 2D coordinates. Check the original 

coordinates of each incoming molecule for bumps and try to resolve them by flipping attachments and doing other transformations.</sci:help>
<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="ResolveBumpsOptions" type="StringType" required="false" 

visibility="visible" multi="true">
<sci:help>2D transformations to use when resolving bumps in the 2D Coords.

 - CheckBondCrossing: Check for cases of bonds crossing each other and try to resolve them.

 - ShortenTerminalBonds: Shorten the bond length to all terminal atoms.

 - FlipTorsions: Flip rotatable bonds.

 - BendTorsions: Bend bond angle of rotatable bonds. 

 - Gen2DConf: Generate different 2D conformations to attempt to resolve the bumps. 

 - RotateTerminalAtoms: Rotate terminal bumping atoms to try to find a position around the connected atom where the bumps are resolved.

 - RandomKick: Apply a small random translation to bumping atoms.

</sci:help>
<sci:legalval selected="true">CheckBondCrossing</sci:legalval>
<sci:legalval selected="true">ShortenTerminalBonds</sci:legalval>
<sci:legalval selected="true">FlipTorsions</sci:legalval>
<sci:legalval selected="true">BendTorsions</sci:legalval>
<sci:legalval selected="true">RotateTerminalAtoms</sci:legalval>
<sci:legalval>RandomKick</sci:legalval>
<sci:legalval>Gen2DConf</sci:legalval>

</sci:arg>
<sci:arg name="ShowBumpInfo" type="BoolType" required="false" visibility="visible" 

multi="false">
<sci:help>Add a property to each molecule with information about the 2D 

transformations used to resolve bumps present in the 2D Coords. The property name is &quot;ResolveBumpsActions&quot;. If the initial 2D Coords generated for the molecule have no bumps, the 
property is not defined.</sci:help>

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="Bump Distance" type="DoubleType" required="false" visibility="visible" 

multi="false">
<sci:help>Minimum distance allowed between atoms. If the atoms are closer 

than this distance, they are considered to be bumping each other.</sci:help>
<sci:value>0.50</sci:value>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">



<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Nov 02 13:08:16 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{9164525E-5964-47A2-82D9-B8155B215724}</sci:value>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Comment</sci:help>
<sci:value>Generates 2D coordinates for molecules.</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Component Usage</sci:help>
<sci:value>Two-dimensional structural coordinates are calculated for each 

incoming molecular data record. 

Input             - Molecular data records
Output Pass  - Molecular data records with generated 2D coordinates.</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>2D Coords</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>2D Coords</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>1530 -95</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Generates 2D coordinates for each input molecule</sci:value>
<sci:value>This component calculates two-dimensional structural coordinates 

(2D depiction) for each incoming molecular data record. Any original coordinates present in the molecule are discarded (unless the parameter &lt;i&gt;ResolveBumpsOnly&lt;/i&gt; is set to 
&quot;True&quot;, in which case the original coordinates are preserved and an attempt is made to resolve any bumps).
&lt;p&gt;



&lt;strong&gt;Notes:&lt;/strong&gt;
&lt;ul&gt;
&lt;li&gt;The 2D coordinates are constructed by breaking up the molecule into ring systems and chains, generating 2D coordinates for each fragment, and assembling them together.&lt;/li&gt;
&lt;li&gt;When generating 2D coordinates for ring systems, a set of predefined &apos;templates&apos; are used. The templates are mapped to the ring system fragment and, if a match is found, the 
2D coordinates of the template are assigned to the fragment. Over 6000 templates are provided as TDT files in the &lt;i&gt;scitegic root/chemistry/dataroot/data/Templates2D/Scitegic/&lt;/i&gt; 
folder.&lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;
&lt;strong&gt;See also:&lt;/strong&gt;
&lt;ul&gt;
&lt;li&gt;To generate your own 2D templates, see &lt;a href=&quot;javascript:DoLink(&apos;{7AE7B42A-6319-4977-9250-498B195ACECB}&apos;)&quot;&gt;Learn 2D Templates&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;To generate 3D coordinates for the molecule, see &lt;a href=&quot;javascript:DoLink(&apos;{E145CB33-02C3-455E-94CC-F0FA0B88B2AC}&apos;)&quot;&gt;3D Coords&lt;/a&gt;.&lt;/li&gt;
&lt;/ul&gt;
</sci:value>

<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>With 2D coordinates</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 

visibility="nevershow" multi="false"/>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.7</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>7</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Chemistry\Data Access and Manipulation\Manipulators

\2D Coords</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:data object="SciTegic.Calculate3DCoords.1">

<sci:component name="3D Coords" version="2">
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" 

multi="false">
<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" 

multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The user who registered this component.</sci:help>



<sci:value>scitegic/chemistryadv</sci:value>
</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The date this component was registered.</sci:help>
<sci:value>Fri Feb 04 13:10:48 2011</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:value>3D Coordinates</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" 

multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" 

multi="false">
<sci:value>COMPONENTNODE</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>{E145CB33-02C3-455E-94CC-F0FA0B88B2AC}</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:help>The component this component is based upon.</sci:help>
<sci:value>3D Coords</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>1818 -95</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" 

multi="true">
<sci:value>100</sci:value>
<sci:value>Generates 3D coordinates for the input molecules</sci:value>
<sci:value>Calculates three-dimensional atomic coordinates for each 

incoming molecule and assigns them to the molecule, discarding any existing original coordinates, either 2D or 3D.
&lt;p&gt;
The coordinates are calculated by dividing the molecule into chains and ring systems, generating 3D coordinates for each fragment and putting them together. A few cycles or energy minimization 
are carried out at the end to clean up the structure and remove any bumps.
&lt;p&gt;
&lt;b&gt;See also:&lt;/b&gt;
&lt;li&gt;To optimize the 3D coordinates to minimize the molecular energy, see &lt;a href=&quot;javascript:DoLink(&apos;{FA683576-279B-429B-A1D1-D6B784A8FF8F}&apos;)&quot;&gt;Minimize 
Molecule&lt;/a&gt;.&lt;/li&gt;
&lt;li&gt;To generate different 3D conformations of the molecule, see &lt;a href=&quot;javascript:DoLink(&apos;{E88DC05D-6E85-40D2-933C-F49DABE0F3BA}&apos;)&quot;&gt;3D Conformations&lt;/
a&gt;.&lt;/li&gt;
&lt;/ul&gt;

</sci:value>
<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Molecules with 3D coordinates</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" 

visibility="nevershow" multi="false">
<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.0</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" 



visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" 

multi="false">
<sci:help>Local Component Identifier</sci:help>
<sci:value>9</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" 

multi="false">
<sci:value>Components\Chemistry\Data Access and Manipulation\Manipulators

\3D Methods\3D Coords</sci:value>
</sci:arg>

</sci:component>
</sci:data>
<sci:connectid from="0" to="1" type="true"/>
<sci:connectid from="1" to="2" type="true"/>
<sci:connectid from="2" to="3" type="true"/>
<sci:connectid from="3" to="6" type="true"/>
<sci:connectid from="6" to="7" type="true"/>
<sci:connectid from="7" to="9" type="true"/>
<sci:version iVal="1"/>

</sci:protocol>
</sci:data>
<sci:data object="SciTegic.PropertyFunctions.1">

<sci:component name="Create New Property" version="2">
<sci:arg name="NewProperty" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>Name of the new property to create</sci:help>
<sci:value>Protein</sci:value>

</sci:arg>
<sci:arg name="DefaultValue" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>Value to give to the new property</sci:help>
<sci:value>1B3</sci:value>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="Action" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:help>the action to perform</sci:help>
<sci:value>Create</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/generic</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Fri Sep 15 10:04:44 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Add 1B3 Identifier</sci:value>
</sci:arg>
<sci:arg name="ProtocolAutoLayout" type="BoolType" required="false" visibility="nevershow" multi="false">



<sci:help>Protocol AutoLayout</sci:help>
<sci:value>1</sci:value>

</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>EXPRESSIONNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentRevision" type="LongType" required="true" visibility="nevershow" multi="false">

<sci:help>Component Revision</sci:help>
<sci:value>100</sci:value>

</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>SubProtocol</sci:value>

</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{EDF965C5-6B38-4DB7-A9EB-FD885343B2CC}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>2970 -820</sci:value>
</sci:arg>
<sci:arg name="ProtocolScale" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Scale</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ByReference" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:help>By Ref</sci:help>
<sci:value>0</sci:value>

</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Creates a new property with a specified value

</sci:value>
<sci:value>For every data record that enters the component, a new property with name given by 

&lt;i&gt;NewProperty&lt;/i&gt; is created with the value specified in &lt;i&gt;DefaultValue&lt;/i&gt;.

For example, to create a new property with today&apos;s date for each record, enter &quot;Date&quot; in &lt;i&gt;NewProperty&lt;/i&gt;
and today&apos;s date in &lt;i&gt;DefaultValue&lt;/i&gt;.
</sci:value>

<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>Generic</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.0.46</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Protocol Sticky Notes</sci:help>
</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>23</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Data Access and Manipulation\Manipulators\Create New Property</sci:value>
</sci:arg>

</sci:component>



</sci:data>
<sci:data object="SciTegic.CalculateMoleculeInfo.1">

<sci:component name="Molecular Property Counts" version="2">
<sci:arg name="Output" type="StringType" required="false" visibility="visible" multi="true">

<sci:help>&lt;i&gt;Output&lt;/i&gt; properties can be calculated &quot;on demand&quot; by simply using 
their names within a PilotScript expression or as the parameter value to many parameters that require a property name.</sci:help>

<sci:legalval type="StringType" selected="true">Num_Atoms</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_Bonds</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_Hydrogens</sci:legalval>
<sci:legalval type="StringType">Num_ExplicitHydrogens</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_PositiveAtoms</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_NegativeAtoms</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_RingBonds</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_RotatableBonds</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_AromaticBonds</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_BridgeBonds</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_Rings</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_AromaticRings</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_RingAssemblies</sci:legalval>
<sci:legalval type="StringType">Num_Rings3</sci:legalval>
<sci:legalval type="StringType">Num_Rings4</sci:legalval>
<sci:legalval type="StringType">Num_Rings5</sci:legalval>
<sci:legalval type="StringType">Num_Rings6</sci:legalval>
<sci:legalval type="StringType">Num_Rings7</sci:legalval>
<sci:legalval type="StringType">Num_Rings8</sci:legalval>
<sci:legalval type="StringType">Num_Rings9Plus</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_Chains</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_ChainAssemblies</sci:legalval>
<sci:legalval type="StringType" selected="true">Num_Fragments</sci:legalval>
<sci:legalval type="StringType">Num_StereoAtoms</sci:legalval>
<sci:legalval type="StringType">Num_StereoBonds</sci:legalval>
<sci:legalval type="StringType">Num_UnknownStereoAtoms</sci:legalval>
<sci:legalval type="StringType">Num_UnknownStereoBonds</sci:legalval>
<sci:legalval type="StringType">Num_TrueStereoAtoms</sci:legalval>
<sci:legalval type="StringType">Num_UnknownTrueStereoAtoms</sci:legalval>
<sci:legalval type="StringType">Num_AtomClasses</sci:legalval>
<sci:legalval type="StringType">Num_Macro_Chains</sci:legalval>
<sci:legalval type="StringType">Num_Macro_Residues</sci:legalval>
<sci:legalval type="StringType">Num_TerminalRotomers</sci:legalval>
<sci:legalval type="StringType">Num_SpiroAtoms</sci:legalval>
<sci:legalval type="StringType">Num_BridgeHeadAtoms</sci:legalval>
<sci:legalval type="StringType">Num_MetalAtoms</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Comment</sci:help>
<sci:value>Contains a number of whole-molecule properties so you do not have to work with numerous 

separate components.</sci:value>
</sci:arg>



<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">
<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 07 14:22:22 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Component Usage</sci:help>
<sci:value>Select any of the counts in the &apos;Output&apos; pulldown list for calculation.  The data is 

augmented with these properties.

Input             - Molecule data records
Output Pass - Molecule data records augmented with selected properties</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Molecular Property Counts</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Molecular Property Counts</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>CALCULATORNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{74147AAA-1C18-4308-9899-EB7896C88DBE}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>954 -1195</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Calculates counts of molecular features</sci:value>
<sci:value>&lt;p&gt;&lt;/i&gt;Output&lt;/i&gt; specifies which molecular features are counted. Each 

selection creates a property on the output data record. This component is more efficient than using a consecutive series of individual property calculators.&lt;/p&gt;

&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;For information on which molecular features can be counted, see the User Guide help topic for &lt;a href=&quot;javascript:DoLink(&apos;sciapps/scitegic/chemistry/docs/
chemistry_one.pdf&apos;)&quot;&gt;Molecular Property Counts&lt;/a&gt;.&lt;/li&gt;
&lt;/ul&gt;</sci:value>

<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Records augmented with the required property or properties</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.0.41</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>9</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Chemistry\Property Calculators\Structural\Molecular Property Counts</sci:value>



</sci:arg>
</sci:component>
<sci:proplist>

<sci:propval name="Num_Atoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Bonds|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Hydrogens|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_PositiveAtoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_NegativeAtoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_RingBonds|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_RotatableBonds|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_AromaticBonds|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_BridgeBonds|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Rings|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_AromaticRings|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_RingAssemblies|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Chains|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_ChainAssemblies|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Fragments|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_ExplicitHydrogens|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Rings3|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Rings4|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Rings5|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Rings6|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Rings7|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Rings8|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Rings9Plus|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_StereoAtoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_StereoBonds|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_UnknownStereoAtoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_UnknownStereoBonds|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_TrueStereoAtoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_UnknownTrueStereoAtoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_AtomClasses|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Macro_Chains|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_Macro_Residues|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_TerminalRotomers|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_SpiroAtoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_BridgeHeadAtoms|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_MetalAtoms|Category">Molecular Property Counts</sci:propval>

</sci:proplist>
</sci:data>
<sci:data object="SciTegic.CalculateMW.1">

<sci:component name="Molecular Weight" version="2">
<sci:arg name="Output" type="StringType" required="true" visibility="visible" multi="true">

<sci:help>The following properties are available for calculation:
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;Molecular_Weight&lt;/b&gt;:  The sum of the atomic masses with the isotope average used for each atomic mass.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_Mass&lt;/b&gt;:  The sum of the atomic masses with the most common isotope is used for each atomic mass.&lt;/li&gt;
&lt;/ul&gt;

&lt;i&gt;Output&lt;/i&gt; properties can be calculated &quot;on demand&quot; by simply using their names within a PilotScript expression or as the parameter value to many parameters that 
require a property name.</sci:help>

<sci:legalval type="DoubleType" selected="true">Molecular_Weight</sci:legalval>
<sci:legalval type="DoubleType">Molecular_Mass</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>



<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">
<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Comment</sci:help>
<sci:value>Calculates the molecular weight of the atomic weights of the individual atoms in the molecule 

and the molecular mass of the sum of the atomic weights, using the most common isotope.</sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Tue Oct 31 08:18:26 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Component Usage</sci:help>
<sci:value>Calculates the molecular weight for each molecule and store it in the property called 

Molecular_Weight.

Input            - Molecule data records
Output Pass - Molecule data records augmented with Molecular_Weight</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Molecular Weight</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Molecular Weight</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>CALCULATORNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{4706C7A2-77DA-4BBF-AEFA-E0D6F4269688}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>1242 -1195</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Calculates the molecular weight and/or molecular mass</sci:value>
<sci:value>The following &lt;i&gt;Output&lt;/i&gt; properties are available for calculation:

&lt;ul&gt;
&lt;li&gt;&lt;b&gt;Molecular_Weight&lt;/b&gt;:  The sum of the atomic masses with the isotope average used for each atomic mass.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_Mass&lt;/b&gt;:  The sum of the atomic masses with the most common isotope is used for each atomic mass.&lt;/li&gt;
&lt;/ul&gt;

</sci:value>
<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Records augmented with the calculated properties</sci:value>
<sci:value>None</sci:value>



<sci:value/>
</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>10</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Chemistry\Property Calculators\Structural\Molecular Weight</sci:value>
</sci:arg>

</sci:component>
<sci:proplist>

<sci:propval name="RegistrationVersion">6.0.1.7</sci:propval>
<sci:propval name="Molecular_Weight|Category">Molecular Properties</sci:propval>
<sci:propval name="Molecular_Mass|Category">Molecular Properties</sci:propval>

</sci:proplist>
</sci:data>
<sci:data object="SciTegic.CalculateHBonds.1">

<sci:component name="Num H AcceptorDonors" version="2">
<sci:arg name="Output" type="StringType" required="false" visibility="visible" multi="true">

<sci:help>Selects Hydrogen bond acceptors and/or donors
&lt;p&gt;
&lt;i&gt;Output&lt;/i&gt; properties can be calculated &quot;on demand&quot; by simply using their names within a PilotScript expression or as the parameter value to many parameters that 
require a property name.</sci:help>

<sci:legalval type="LongType" selected="true">Num_H_Acceptors</sci:legalval>
<sci:legalval type="LongType" selected="true">Num_H_Donors</sci:legalval>
<sci:legalval type="LongType">Num_H_Acceptors_Lipinski</sci:legalval>
<sci:legalval type="LongType">Num_H_Donors_Lipinski</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Comment</sci:help>
<sci:value>Provides a very fast, approximate estimate of the number of hydrogen acceptors and donors. A 

hydrogen-bond acceptor is an oxygen or nitrogen with a lone pair of electrons. A hydrogen-bond donor is an oxygen or nitrogen with a hydrogen on it.</sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Mar 19 12:17:07 2007</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Component Usage</sci:help>
<sci:value>Select either of the counts in the &apos;Output&apos; pulldown list for calculation.  The data 

is augmented with these properties, which are a rapid calculation
of the number of hydrogen bond acceptors or donors.



Input             - Molecule data records
Output Pass - Molecule data records augmented with selected properties</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Num H Acceptor Donors</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Num H AcceptorDonors</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>CALCULATORNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{875D442D-7C3B-4E94-9E40-DA4C84BB7FB9}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>1530 -1195</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Calculates the number of hydrogen acceptors and/or donors.</sci:value>
<sci:value>Calculates and outputs the counts of hydrogen bond donors and acceptors in the input 

molecules. Two properties can be calculated:
&lt;ul&gt;
&lt;li&gt;&lt;b&gt;Num_H_Acceptors&lt;/b&gt;: number of heteroatoms (Oxygen, Nitrogen, Sulfur, or Phosphorus) with one or more lone pairs, excluding atoms with positive formal charges, amide 
and pyrrole-type Nitrogens, and aromatic Oxygen and Sulfur atoms in heterocyclic rings.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Num_H_Donors&lt;/b&gt;: number of heteroatoms (Oxygen, Nitrogen, Sulfur, or Phosphorus) with one or more attached Hydrogen atoms.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Num_H_Acceptors_Lipinski&lt;/b&gt;: number of acceptors using Lipinski&apos;s simpler convention of counting all Oxygen and Nitrogen atoms as acceptors.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Num_H_Donors_Lipinski&lt;/b&gt;: the number of OH and NH bonds.  Note that primary amines count as two donors.&lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;
&lt;b&gt;Note:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;The calculable properties &lt;i&gt;HBA_Count&lt;/i&gt; and &lt;i&gt;HBD_Count&lt;/i&gt;, available for use in PilotScript expressions, are defined differently that the properties 
calculated by this component. They are calculated using substructure queries to count the number of times the queries match structural features in the molecule. The substructure queries used to 
calculate these properties are present in the data/Queries folder:
&lt;ul&gt;
&lt;li&gt;&lt;i&gt;Acceptors&lt;/i&gt;: HBA-Nitrogen.mol, HBA-Carboxylate.mol, HBA-Ester.mol, HBA-Ether.mol, HBA-Carbonyl.mol, HBA-Phenol.mol&lt;/li&gt;
&lt;li&gt;&lt;i&gt;Donors&lt;/i&gt;: HBD-PrimaryAlcohol.mol, HBD-PrimaryAmine.mol, HBD-SecondaryAlcohol.mol, HBD-SecondaryAmine.mol, HBD-TertiaryAmine.mol&lt;/li&gt;
&lt;/ul&gt;
Users can change the way hydrogen bond donors and acceptors are counted by adding their own definitions. The only constraint is that the file names should start with the prefix HBA- or HBD-
&lt;/li&gt;
&lt;/ul&gt;
</sci:value>

<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Records augmented with the calculated properties.</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.1.0.11</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>11</sci:value>

</sci:arg>



<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">
<sci:value>Components\Chemistry\Property Calculators\Structural\Num H AcceptorDonors</sci:value>

</sci:arg>
</sci:component>
<sci:proplist>

<sci:propval name="Num_H_Acceptors|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_H_Donors|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_H_Acceptors_Lipinski|Category">Molecular Property Counts</sci:propval>
<sci:propval name="Num_H_Donors_Lipinski|Category">Molecular Property Counts</sci:propval>

</sci:proplist>
</sci:data>
<sci:data object="SciTegic.CalculateSolubility.1">

<sci:component name="Solubility" version="2">
<sci:arg name="Output" type="StringType" required="true" visibility="visible" multi="false">

<sci:help>&lt;i&gt;Output&lt;/i&gt; properties can be calculated &quot;on demand&quot; by simply using 
their names within a PilotScript expression or as the parameter value to many parameters that require a property name.</sci:help>

<sci:legalval type="StringType" selected="true">Molecular_Solubility</sci:legalval>
</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Comment</sci:help>
<sci:value>Calculates the aqueous Solubility, expressed as logS, where S is the solubility in mol/L.</

sci:value>
</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Thu Sep 07 14:22:26 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Component Usage</sci:help>
<sci:value>Calculates the aqueous Solubility, expressed as logS, where S is the solubility in mol/L, and 

stores the value in the property called Solubility.

Input            - Molecule data records
Output Pass - Molecule data records augmented with Solubility</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Solubility</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Solubility</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">



<sci:value>CALCULATORNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{A6B26860-8671-44BD-B1DA-24AF02A0458A}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>1818 -1195</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Calculates aqueous solubility</sci:value>
<sci:value>&lt;p&gt;Outputs &lt;b&gt;Molecular_Solubility&lt;/b&gt; expressed as logS, where S is the 

solubility in mol/L.&lt;/p&gt;

&lt;b&gt;Note:&lt;/b&gt;
&lt;ul&gt;
&lt;li&gt;The method used to estimate the solubility is the published multiple linear regression model: &quot;Estimation of Aqueous Solubility of Chemical Compounds Using E-State Indices&quot; 
by Tetko &lt;i&gt;et al.&lt;/i&gt;, &lt;i&gt;J Chem Inf. Comput. Sci&lt;/i&gt;, 2001, &lt;b&gt;41&lt;/b&gt;, 1488-1493.&lt;/li&gt;
&lt;/ul&gt;
</sci:value>

<sci:value>Molecule</sci:value>
<sci:value>

</sci:value>
<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.0.41</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>12</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Chemistry\Property Calculators\Physicochemical\Solubility</sci:value>
</sci:arg>

</sci:component>
<sci:proplist>

<sci:propval name="Molecular_Solubility|Category">Molecular Properties</sci:propval>
</sci:proplist>

</sci:data>
<sci:data object="SciTegic.CalculateVolume.1">

<sci:component name="Surface Area and Volume" version="2">
<sci:arg name="Output" type="StringType" required="true" visibility="visible" multi="true">

<sci:help>&lt;i&gt;Output&lt;/i&gt; properties can be calculated &quot;on demand&quot; by simply using 
their names within a PilotScript expression or as the parameter value to many parameters that require a property name.</sci:help>

<sci:member>PolarAtoms</sci:member>
<sci:legalval type="DoubleType" selected="true">Molecular_SurfaceArea</sci:legalval>
<sci:legalval type="DoubleType" selected="true">Molecular_PolarSurfaceArea</sci:legalval>
<sci:legalval type="DoubleType">Molecular_FractionalPolarSurfaceArea</sci:legalval>
<sci:legalval type="DoubleType">Molecular_SASA</sci:legalval>
<sci:legalval type="DoubleType">Molecular_PolarSASA</sci:legalval>
<sci:legalval type="DoubleType">Molecular_FractionalPolarSASA</sci:legalval>
<sci:legalval type="DoubleType" selected="true">Molecular_Volume</sci:legalval>
<sci:legalval type="DoubleType">Molecular_SAVol</sci:legalval>

</sci:arg>
<sci:arg name="PolarAtoms" type="StringType" required="false" visibility="visible" multi="true">

<sci:help>Select the atoms to be considered polar in the calculation of Molecular_PolarSurfaceArea and 



Molecular_PolarSASA.

The default setting is to select N, O, P, and S as polar. If a different setting is selected, the selected polar atoms will be appended to the property name. For example, the property name when 
selecting only N and O as polar atoms will be Molecular_PolarSurfaceArea#NO and Molecular_PolarSASA#NO.</sci:help>

<sci:legalval selected="true">N</sci:legalval>
<sci:legalval selected="true">O</sci:legalval>
<sci:legalval selected="true">P</sci:legalval>
<sci:legalval selected="true">S</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Comment</sci:help>
<sci:value>Calculates surface area and volume properties for each molecule</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistry</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Mon Oct 30 13:29:22 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Component Usage</sci:help>
<sci:value>Calculates surface area and volume properties for each molecule

Input            - Molecule data records
Output Pass - Molecule data records augmented with Molecular_SurfaceArea and Molecular_PolarSurfaceArea</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Surface Area and Volume</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>Molecular Volume</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>CALCULATORNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{5D1413B8-2FAB-4C85-AB2E-240CC4AAA1CC}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>2106 -1195</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>0</sci:value>



</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Calculates surface area, polar surface area (PSA) and volume properties for each molecule.</

sci:value>
<sci:value>&lt;p&gt;Calculates one or more of the following:&lt;/p&gt;

&lt;ul&gt;
&lt;li&gt;&lt;b&gt;Molecular_SurfaceArea&lt;/b&gt;: Calculates the total surface area for each molecule using a 2D approximation.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_PolarSurfaceArea&lt;/b&gt;: Calculates the polar surface area for each molecule using a 2D approximation.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_FractionalPolarSurfaceArea&lt;/b&gt;: The ratio of the polar surface area divided by the total surface area.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_Volume&lt;/b&gt;: Calculates the 3D volume for each molecule using the current 3D coordinates. The component will fail if there are no 3D coordinates for the 
molecule.  The &lt;i&gt;3D Coords&lt;/i&gt; and/or &lt;i&gt;Minimize Molecule&lt;/i&gt; components can be used prior to the molecular volume calculation if no 3D coordinates are present for the 
molecules on the input stream. &lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_SASA&lt;/b&gt;: Calculates the total solvent accessible surface area for each molecule using a 2D approximation.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_PolarSASA&lt;/b&gt;: Calculates the polar solvent accessible surface area for each molecule using a 2D approximation. The polar solvent accessible surface area is 
defined as the sum of the solvent accessible surface area of all the selected polar elements, which can include N, O, P, and S.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_FractionalPolarSASA&lt;/b&gt;: The ratio of the polar solvent accessible surface area divided by the total solvent accessible surface area.&lt;/li&gt;
&lt;li&gt;&lt;b&gt;Molecular_SAVol&lt;/b&gt;: Calculates the solvent accessible volume for each molecule using a 2D approximation.&lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;&lt;b&gt;Notes: &lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;Solvent accessible surface area and solvent accessible volume are calculated assuming a solvent probe radius of 1.4 Angstroms.&lt;/li&gt;
&lt;li&gt;The  Molecular_SurfaceArea and Molecular_PolarSurfaceArea descriptors are calculated using a method based on the published method: &quot;Fast calculation of molecular polar surface 
area as a sum of fragment based contributions and its application to the prediction of drug transport  properties&quot;, Ertl, P., Rohde, B., Selzer, P., &lt;i&gt;J. Med. Chem.&lt;/i&gt; 2000, 
&lt;b&gt;43&lt;/b&gt;, 3714-3717.&lt;/li&gt;
&lt;li&gt;The solvent-accessible surface area descriptors measure the surface area exposed to a solvent probe. It is based on a 2D approximation which uses models parameterized to reproduce the 
results obtained with a full 3D calculation using a dot-based method similar to the one originally described in: &quot;Environment and exposure to solvent of protein atoms, lysozyme and 
insulin&quot;, Shrake, A.  and Rupley, J.A., &lt;i&gt;J. Mol. Biol.&lt;/i&gt;, &lt;b&gt;79&lt;/b&gt;, 351-371, 1973. &lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;&lt;b&gt;See Also:&lt;/b&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;To quickly generate 3D coordinates for a molecule, use the &lt;a href=&quot;javascript:DoLink(&apos;{E145CB33-02C3-455E-94CC-F0FA0B88B2AC}&apos;)&quot;&gt;3D Coords&lt;/a&gt; or &lt;a 
href=&quot;javascript:DoLink(&apos;{E88DC05D-6E85-40D2-933C-F49DABE0F3BA}&apos;)&quot;&gt;3D Conformations&lt;/a&gt; components.&lt;/li&gt;
&lt;li&gt;To generate 3D coordinates using the Clean force-field, use the &lt;a href=&quot;javascript:DoLink(&apos;{FA683576-279B-429B-A1D1-D6B784A8FF8F}&apos;)&quot;&gt;Minimize Molecule&lt;/
a&gt; component.

&lt;li&gt;For more details see the User Guide Help topic &lt;a href=&quot;javascript:DoLink(&apos;sciapps/scitegic/chemistry/docs/chemistry_one.pdf&apos;)&quot;&gt;Molecular Surface Area&lt;/
a&gt;.
&lt;/li&gt;
&lt;/ul&gt;
</sci:value>

<sci:value>Molecule</sci:value>
<sci:value/>
<sci:value>Molecule</sci:value>
<sci:value>Data records augmented with the calculated properties</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.6</sci:value>

</sci:arg>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>13</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Chemistry\Property Calculators\Physicochemical\Surface Area and Volume</sci:value>
</sci:arg>

</sci:component>
<sci:proplist>

<sci:propval name="Molecular_SurfaceArea|Category">Surface Area and Volume</sci:propval>
<sci:propval name="Molecular_PolarSurfaceArea|Category">Surface Area and Volume</sci:propval>
<sci:propval name="Molecular_FractionalPolarSurfaceArea|Category">Surface Area and Volume</sci:propval>



<sci:propval name="Molecular_SASA|Category">Surface Area and Volume</sci:propval>
<sci:propval name="Molecular_PolarSASA|Category">Surface Area and Volume</sci:propval>
<sci:propval name="Molecular_FractionalPolarSASA|Category">Surface Area and Volume</sci:propval>
<sci:propval name="Molecular_Volume|Category">Surface Area and Volume</sci:propval>
<sci:propval name="Molecular_SAVol|Category">Surface Area and Volume</sci:propval>

</sci:proplist>
</sci:data>
<sci:data object="SciTegic.PKA.1">

<sci:component name="logD" version="2">
<sci:arg name="Output" type="StringType" required="true" visibility="visible" multi="true">

<sci:help>Outputs the logD</sci:help>
<sci:member>pH</sci:member>
<sci:legalval type="StringType" selected="true">logD</sci:legalval>

</sci:arg>
<sci:arg name="pH" type="StringType" required="false" visibility="visible" multi="false">

<sci:help>pH value(s) for the calculation of logD.

Input can be a single pH value or a comma-separated set of values. The output for a single pH value is named &apos;LogD#pH&apos;, except when the pH is equal to the default value of 7.4, in 
which case the name is &apos;LogD&apos;. 

The output for multiple pH values is an array of logD values, with the pH values indicated in the name: &apos;LogD#pH1,pH2,pH3,pH4,...&apos;</sci:help>
<sci:value>7.4</sci:value>

</sci:arg>
<sci:arg name="ComponentAttributes" type="StringType" required="false" visibility="hidden" multi="true">

<sci:help>Component Attributes</sci:help>
<sci:legalval selected="true">ComponentTakesInput</sci:legalval>
<sci:legalval selected="true">ComponentReturnsPass</sci:legalval>
<sci:legalval>ComponentReturnsFail</sci:legalval>
<sci:legalval>ComponentRunsLocal</sci:legalval>

</sci:arg>
<sci:arg name="OnGeneralError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OnDataTypeError" type="StringType" required="true" visibility="hidden" multi="false">

<sci:legalval selected="true">Halt</sci:legalval>
<sci:legalval>Fail</sci:legalval>
<sci:legalval>Pass</sci:legalval>

</sci:arg>
<sci:arg name="OutputDebugInfo" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="SkipSelfExample" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:legalval>True</sci:legalval>
<sci:legalval selected="true">False</sci:legalval>

</sci:arg>
<sci:arg name="MaxNearestNeighborDistance" type="DoubleType" required="false" visibility="nevershow" multi="false">

<sci:value>0.85</sci:value>
</sci:arg>
<sci:arg name="EstimateDeprotonationSequence" type="BoolType" required="false" visibility="nevershow" multi="false">

<sci:legalval selected="true">True</sci:legalval>
<sci:legalval>False</sci:legalval>

</sci:arg>
<sci:arg name="MaxFPLength" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:value>4</sci:value>
</sci:arg>
<sci:arg name="SiteQueriesUser" type="URLType" required="false" visibility="nevershow" multi="false">

<sci:help>Directory with molecular query files defined by the user.
These queries are used to search for pKa sites in the molecule</sci:help>

<sci:value>data\pKa\AcidBaseSites\User\*.sd</sci:value>
</sci:arg>
<sci:arg name="SiteExamplesUser" type="URLType" required="false" visibility="nevershow" multi="false">

<sci:help>Directory with pKa site examples information. 



The site examples files are created using the pKa component &quot;Add pKa Data&quot;.
The site example information is used in the calculation of pKa values.
This directory contains files created by the user.</sci:help>

<sci:value>data\pKa\Data\User\SiteExamples_*.tab</sci:value>
</sci:arg>
<sci:arg name="SiteQueriesScitegic" type="URLType" required="true" visibility="nevershow" multi="false">

<sci:help>Directory with the molecular query files defined by Scitegic during the implementation of the 
pKa components.
These queries are used to search for pKa sites in the molecule</sci:help>

<sci:value>data\pKa\AcidBaseSites\Scitegic\*.sd</sci:value>
</sci:arg>
<sci:arg name="SiteExamplesScitegic" type="URLType" required="true" visibility="nevershow" multi="false">

<sci:help>Directory with pKa site examples information.
The site examples files are created using the pKa component &quot;Add pKa Data&quot;.
The site example information is used in the calculation of pKa values. 
This directory contains the original site examples files created by Scitegic
during the implementation of the pKa components.</sci:help>

<sci:value>data\pKa\Data\Scitegic\SiteExamples_*.tab</sci:value>
</sci:arg>
<sci:arg name="pKa Models" type="URLType" required="true" visibility="nevershow" multi="false">

<sci:help>Directory with pKa Models.
These models are used to calculate pKa values for the molecule.
Several pKa models for different pKa sites developed by Scitegic are included in this directory</sci:help>

<sci:value>data\pKa\Models\PKAModel_*.txt</sci:value>
</sci:arg>
<sci:arg name="Mode" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>Predict pKas</sci:value>
</sci:arg>
<sci:arg name="ComponentComment" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Comment</sci:help>
<sci:value>Calculates pKa values for the molecule.</sci:value>

</sci:arg>
<sci:arg name="Registrant" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The user who registered this component.</sci:help>
<sci:value>scitegic/chemistryadv</sci:value>

</sci:arg>
<sci:arg name="RegistrationDate" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The date this component was registered.</sci:help>
<sci:value>Wed Nov 01 15:27:24 2006</sci:value>

</sci:arg>
<sci:arg name="ComponentUsage" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>Component Usage</sci:help>
<sci:value>Use this component to calculate pKa values.

Input            - Molecule data records
Output Pass - Molecule data records augmented with pKa data</sci:value>

</sci:arg>
<sci:arg name="ComponentDisplayName" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>logD</sci:value>
</sci:arg>
<sci:arg name="DerivedFrom" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The component this component is based upon.</sci:help>
<sci:value>PKA</sci:value>

</sci:arg>
<sci:arg name="CustomErrorText" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">

<sci:value>CALCULATORNODE</sci:value>
</sci:arg>
<sci:arg name="ComponentGUID" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>{DDDB7E61-D653-45e8-9564-39FB67159FD4}</sci:value>
</sci:arg>
<sci:arg name="ComponentPoint" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>2394 -1195</sci:value>
</sci:arg>
<sci:arg name="ComponentDisabled" type="LongType" required="false" visibility="nevershow" multi="false">



<sci:value>0</sci:value>
</sci:arg>
<sci:arg name="ComponentHelp" type="StringType" required="false" visibility="nevershow" multi="true">

<sci:value>100</sci:value>
<sci:value>Calculates logD for the input molecules</sci:value>
<sci:value>This component calculates the value of logD, the octanol-water partition coefficient 

calculated taking into account the ionization states of the molecule.
&lt;p&gt;
The name of the output property depends on the value specified for the &lt;i&gt;pH&lt;/i&gt; parameter. For pH equals to the default value of 7.4, logD is output as &lt;b&gt;logD&lt;/b&gt;. For 
pH set to any other single value, logD is output as &lt;b&gt;logD#pH&lt;/b&gt;, where &apos;pH&apos; is the pH value. For pH set as a comma-delimited list of values, logD consists of an array 
of values, one for each pH, and the name of the property is set to &lt;b&gt;logD#pH1,pH2,pH3...&lt;/b&gt;, where &apos;pH1,pH2,pH3&apos; are the pH values.
&lt;p&gt;
&lt;strong&gt;Notes: &lt;/strong&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;The logD calculation utilizes pKa information for each atom in the molecule. Pka sites are located based on the molecular query files located in &quot;data/pKa/AcidBaseSites/&quot;. 
Pka values are calculated based on site examples files located in &quot;data/pKa/Data/&quot; and on PLS Models located in &quot;data/pKa/Models&quot;.&lt;/li&gt;
&lt;li&gt;The AlogP method is used to calculate the logP of each specie.&lt;/li&gt;
&lt;/ul&gt;
&lt;p&gt;
&lt;strong&gt;See Also: &lt;/strong&gt;&lt;/p&gt;
&lt;ul&gt;
&lt;li&gt;
&lt;a href=&quot;javascript:DoLink(&apos;{A09482AD-1A24-4a94-B050-43CEF82DE630}&apos;)&quot;&gt;pKa&lt;/a&gt; for calculation of pKa information for each atom in the molecule&lt;/li&gt;
&lt;li&gt;
&lt;a href=&quot;javascript:DoLink(&apos;{72D1AEC5-EE9E-4a39-A3D6-63637069BF6E}&apos;)&quot;&gt;Ionize Molecule at pH&lt;/a&gt; to transform the molecule according to the calculated pKa 
values&lt;/li&gt;
&lt;li&gt;
&lt;a href=&quot;javascript:DoLink(&apos;{B07C705E-49AC-4d54-887F-E4CE2DABA42D}&apos;)&quot;&gt;Enumerate Ionization States&lt;/a&gt; to enumerate all the possible ionization states of the 
molecule based on the pKa values and the pH range&lt;/li&gt;
&lt;li&gt;For details on the pKa and logD calculations, see 
&lt;a href=&quot;javascript:DoLink(&apos;sciapps/scitegic/chemistryadv/docs/chemistry_two.pdf&apos;)&quot;&gt;pKa Calculation User Guide&lt;/a&gt;
&lt;/li&gt;
&lt;/ul&gt;</sci:value>

<sci:value>Molecule</sci:value>
<sci:value>Input molecules</sci:value>
<sci:value>Molecule</sci:value>
<sci:value>Molecules augmented with logD data</sci:value>
<sci:value>None</sci:value>
<sci:value/>

</sci:arg>
<sci:arg name="RegistrationVersion" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:help>The server version when this component was registered</sci:help>
<sci:value>6.0.1.7</sci:value>

</sci:arg>
<sci:arg name="Component Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false"/>
<sci:arg name="ComponentLocalID" type="LongType" required="false" visibility="nevershow" multi="false">

<sci:help>Local Component Identifier</sci:help>
<sci:value>14</sci:value>

</sci:arg>
<sci:arg name="Component Path" type="StringType" required="false" visibility="nevershow" multi="false">

<sci:value>Components\Chemistry\Property Calculators\Physicochemical\logD</sci:value>
</sci:arg>

</sci:component>
<sci:proplist>

<sci:propval name="logD|Category">Molecular Properties</sci:propval>
</sci:proplist>

</sci:data>
<sci:connectid from="26" to="27" type="true"/>
<sci:connectid from="27" to="28" type="true"/>
<sci:connectid from="24" to="29" type="true"/>
<sci:connectid from="29" to="33" type="true"/>
<sci:connectid from="33" to="31" type="true"/>
<sci:connectid from="31" to="30" type="true"/>
<sci:connectid from="30" to="34" type="true"/>
<sci:connectid from="6" to="15" type="true"/>



<sci:connectid from="15" to="16" type="true"/>
<sci:connectid from="16" to="17" type="true"/>
<sci:connectid from="17" to="18" type="true"/>
<sci:connectid from="18" to="19" type="true"/>
<sci:connectid from="19" to="21" type="true"/>
<sci:connectid from="21" to="24" type="true"/>
<sci:connectid from="21" to="23" type="true"/>
<sci:connectid from="5" to="8" type="true"/>
<sci:connectid from="8" to="4" type="true"/>
<sci:connectid from="4" to="6" type="true"/>
<sci:connectid from="4" to="9" type="true"/>
<sci:connectid from="23" to="29" type="true"/>
<sci:connectid from="9" to="10" type="true"/>
<sci:connectid from="10" to="11" type="true"/>
<sci:connectid from="11" to="12" type="true"/>
<sci:connectid from="12" to="13" type="true"/>
<sci:connectid from="13" to="14" type="true"/>
<sci:connectid from="14" to="21" type="true"/>
<sci:version iVal="1"/>

</sci:protocol>
</sci:dbitem>

<!-- Exported protocol -->
<sci:component name="8.0 Protocol Warning" version="2">
<sci:arg name="ComponentIcon" type="StringType" required="true" visibility="nevershow" multi="false">
<sci:help>Component Icon</sci:help>
<sci:value>PROTOCOLNODE</sci:value>
</sci:arg>
<sci:arg name="Protocol Sticky Notes" type="StringType" required="false" visibility="nevershow" multi="false">
<sci:help>Protocol Sticky Notes</sci:help>
<sci:value>%VERSION 3%</sci:value>
<sci:value>400 -219 1222 221</sci:value>
<sci:value>250 120 20</sci:value>
<sci:value>WARNING! This is a Pipeline Pilot protocol written in version 8.0 or later. It contains features that are not supported in earlier versions of Pipeline Pilot.</sci:value>
</sci:arg>
</sci:component>
</sci:data>


