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Supplemental Figure 1. Bland-Altman plots for the pair-wise comparisons of the inhibition of
MATEI1-mediated transport of MPP, NBD-MTMA, cimetidine and metformin produced by 50
uM concentrations of the 400 test compounds from the NCC. Average of the % of control
uptake of two test substrates measured for each test inhibitor is plotted against the Difference
between these measured uptakes. The dotted lines indicate calculated bias (in no case did
calculated bias differ significantly from 0 on the basis of a 1-sample t-test); dashed lines indicate
95% upper and lower limits of agreement (LoA).
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Supplemental Figure 3 (A) Comparison of the inhibition of MATE1-mediated transport of
[PH]MPP resulting from exposure to a 50 pM concentration of 86 compounds from the NCC,
determined in the present study, to the inhibition of MATE1-mediated ASP transport that
resulted from exposure to a 20 uM concentration of the same compounds as reported in the study
of Wittwer et al. (J Med Chem, 56, 781, 2013). (B) Comparison of ICs, values for five
compounds for inhibition of MATEI-mediated transport of MPP (solid circles) or metformin
(open circles) determined in the present study, to those reported for inhibition of MATE1-
mediated ASP transport by Wittwer et al. (J Med Chem, 56, 781, 2013).



Supplemental Figure 4. N32 Pharmacophore for MPP



Supplemental Figure 5. A. Good features in the consensus MATE1 Bayesian model. B. Bad

features in the consensus MATEI Bayesian model.
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Supplemental Table 1. Pharmacophore predictions

Test Molecules | Measured ICsg Cimetidine Metformin MPP ICs NBD-MTMA

against MPP | ICsqprediction | ICsgprediction | prediction | ICsoprediction
(uM) (uM) (LM) (uM) (uM)

BMIM 179 256 312 247 340

NBuPY 26.5 1,514 312 821 2,056

alosetron 0.1 259 12.7 121 343

levofloxacin 51.6 256 254 119 208

nifekalant 2.9 106 52.1 31.3 70.8

terbinafine 1,209 369 14.7 307 501




Supplemental Table 2. Bayesian models statistics using Discovery Studio and CDD Models for

the 400 molecules.

ROC 5 fold | Sensitivity | Specificity | Concordance | CDD Bayesian 3 fold
ROC FCFP6 only
MPP 0.697 1.00 0.358 0.403 0.69
NBD-MTMA | 0.633 0.957 0.875 0.880 0.65
Cimetidine 0.652 1.00 0.485 0.512 0.65
Metformin 0.655 0.909 0.765 0.772 0.63
Consensus 0.761 1.00 0.68 0.69 0.82

Bayesian models were generated with the complete 400 molecules for each substrate probes. The

5 fold cross validation ROC values were MPP (0.70), NBD-MTMA (0.63), cimetidine (0.65),

Metformin (0.65). These models also enable the determination of good and bad features in the

molecules (Supp Fig 5). A consensus model was created using 12 molecules out of the 400 that

were considered active across all 4 substrate probes. This model had a 5 fold cross validation

ROC = 0.76 (Supp Fig. 5). The good features in the 12 active compounds mainly consisted of

nitrogen containing heterocycles (Supp Figure 5). The 26 molecules with 1Csy data for each

probe were also used to build Bayesian models with actives classed as ICsp < 50 pM MPP (0.60),

NBD-MTMA (0.67), cimetidine (0.79), Metformin (0.60). Ideally these ROC values should be

0.75 or preferably higher to be useful for predictions.




Supplemental Table 3. Bayesian models statistics using Discovery Studio for the 26 molecules.

ROC 5 fold | Sensitivity Specificity Concordance
MPP 0.597 1.00 0.818 0.920
NBD-MTMA | 0.667 0.833 0.923 0.880
Cimetidine 0.673 0.923 0.917 0.920
Metformin 0.597 0.875 0.778 0.840




Lack of Influence of Substrate on Ligand Interaction with the Human Multidrug And Toxin Extruder, MATE1
Lucy J Martinez-Guerrero, Mark Morales, Sean Ekins and Stephen H Wright

Molecular Pharmacology
Inhibition by 50 uM of each NCC compound (as percent control, i.e., transport in the absence of inhibitor)
NCC Plate 1-5 (NGP-105-01-05) - Single Concentration ( 50 uM) Inhibition Summary

MPP NBD-MTMA CIMETIDINE METFORMIN
Compounds highlighted in yellow also list IC50 values @ Mean SE  IC50 SE [ Mean SE  IC50 SE Mean SE  1C50 SE Mean SE  I1C50 SE
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94.2

13.0

87.6

6.1

OXAPROZIN

0OC(=0)CCclnc(c(o1)c2ccecc)c
3cccec3

89.8

5.6

97.2

115

1115

0.4

98.8

1.0

ESMOLOL
HYDROCHLORIDE

COC(=0)CCclccc(OCC(O)CNC(C
)C)ccl.Cl

30.5

2.8

16.2

0.9

37.0

4.0

24.5

2.9

30.4

51

12.7

1.6

35.0

2.9

11

1.0

PANTOPRAZOLE SODIUM

COclcenc(CS(=0)c2nc3cc(OC(F)
F)ccc3[n-]2)c10C.[Na+]

10

22.8

1.8

22.7

4.5

36.2

6.1

19.6

3.5

TORASEMIDE

CC(C)NC(=0)NS(=0)(=0)clcncc
cINc2cccc(C)c2

1

93.8

6.0

97.3

9.4

95.3

19.8

83.9

17.2




CARVEDILOL

COclccccc10CCNCC(0)COc2ccc
c3[nH]c4ccececdc23

62.7

17.0

56.3

10.4

47.8

13.4

44.8

1.0

NELFINAVIR MESYLATE

Cclc(O)cceclC(=0)N[C@@H](C
Sc2cccec2)[C@H](O)CN3C[C@H
]4CCCC[C@H]4C[C@H]3C(=0)N
C(C)(c)c.cs(=0)(=0)0

33.1

17.2

68.6

2.8

97.3

0.3

62.2

0.9

ARGATROBAN

C[C@@H]1CCN([C@H](C1)C(=
0)0)C(=0)[C@H](CCCN=C(N)N)
NS(=0)(=0)c2cccc3CC(C)CNc23

715

7.9

78.1

0.3

100.4

45

77.8

7.9

VORICONAZOLE

C[C@@H](clncncclF)[C@](O)(
Cn2cncn2)c3ccc(F)cc3F

91.3

11.9

80.1

2.9

100.7

3.0

77.3

5.4

CALCIPOTRIOL

C[C@H](/Cc=C/[C@@H](O)C1CC
1)[C@H]2CC[C@H]3\C(=C\C=C/
4\C[C@@H](0)C[C@H](0)C4=C
)\ccc[c@]23¢

29.7

2.8

36.5

7.6

47.6

0.9

28.5

4.0

TRIPTOLIDE

CC(CQ)[C@@]120[C@H]2[C@@
H]30[C@]34[C@]5(0[C@H]5C]
C@H]6C7=C(CC[C@@]64C)C(=
0)0C7)[C@@H]10

81.1

5.2

86.1

7.2

109.3

0.7

82.8

5.8

ROLIPRAM

COclcec(cc10C2CCCC2)C3CNC|
=0)C3

59.0

1.6

147

12.9

62.7

2.2

183

40.8

73.3

11

111

11.4

62.4

1.4

124

11.0

TADALAFIL

CN1CC(=O)N2[C@@H](c3[nH]c
4cccec4c3C[C@@H]2C1=0)c5¢
cc60C0Ocbc5

59.5

10.4

74.3

21.3

90.8

2.0

106.5

2.4

FLUTICASONE
PROPIONATE

CcC(=0)o[C@ @I1{[C@HIC)CT
C@H]2[C@@H]3C[C@H](F)Ca4=
CC(=0)c=C[C@]4(C)[C@@]3(F)[
C@@H](0)C[C@@]21C)C(=0)s
CF

10

92.1

7.7

71.6

11.6

120.6

12.1

89.7

11

TROPISETRONA HYDROC
HLORIDE

CNI[C@H[2CCIC@@H]ICIC@®
@H](C2)OC(=0)c3c[nH]c4ccccc
34.Cl

1

1.6

11

-1.6

4.6

2.1

15

2.2

0.2

LOMIFYLLINE

CC(=0)CCCCnicnc2n(C)c(=0)n(
C)c(=0)c12

50.0

4.6

47.3

4.3

72.1

6.4

45.7

4.9

PRAVASTATIN SODIUM

CC[C@H](C)C(=0)0[C@H]1C[C
@H](0)Cc=C2C=C[C@H](C)[C@H
l(CC[Ce@@H](0)C[C@@H](0)C
C(=0)[0-]))[C@@H]12.[Na+]

105.3

54

91.9

3.9

1171

7.2

99.6

4.9

VALDECOXIB

Cclonc(clc2cec(cc2)S(=0)(=0)
N)c3cceec3

79.1

8.0

36.7

21.2

107.1

5.9

86.6

1.2

FENOLDOPAM
MESYLATE

Oclcec(cc1)C2CNCCc3c(Cl)c(0)
¢(0)cc23.CS(=0)(=0)0

12.5

2.5

15.5

6.8

20.8

4.7

9.9

0.2




EPIRUBICIN
HYDROCHLORIDE

COclcccc2C(=0)c3c(0)caCIC@]
(O)(c[c@H](o[C@H]5C[C@H](
N)[C@ @H](O)[C@H](C)O5)c4c(
0)c3C(=0)c12)C(=0)CO.Cl

16.6

0.5

22.8

6.9

45.6

11.8

16.3

1.0

ROSIGLITAZONE HCL

CN(CCOc1ccc(CC25C(=0)NC2=0
)cc1)c3cecen3.Cl

0.5

0.9

3.7

1.2

0.3

2.4

2.1

MOSAPRIDE CITRATE

CCOclcc(N)c(Cl)cc1C(=0)NCC2
CN(Cc3ccc(F)ce3)CC02.0C(=0)
CC(0)(cc(=0)o)c(=0)o

72.8

29.5

66.8

18.3

98.8

15.0

85.4

0.5

NC(=0)CS(=0)C(clcccecl)c2cce
cc2

88.8

2.8

95.0

5.2

120.3

13.9

101.1

10.4

INDINAVIR SULFATE

CC(C)(C)NC(=0)[C@ @H]ICN(Cc
2ccenc2)CCN1C[C@@H](O)C[C
@ @H](Cc3cccee3)C(=0)N[C@
@H]4[C@H](0)Cc5cccecd5.0S(
=0)(=0)0

10

7.7

1.4

10.9

3.2

18.8

3.4

8.0

1.6

RANOLAZINE
DIHYDROCHLORIDE

COcIcccccIOCC(O)CNZCCNCC
=0)Nc3c(C)cccc3C)CC2.Cl

1

28.1

25

36.5

4.0

44.0

9.7

255

15

PLATE 2

CC1=C(N2[C@H](SC1)[C@H](N
C(=0)[C@H](N)c3ccccc3)C2=0)
C(=0)o

103.0

3.1

88.3

9.1

101.3

0.5

98.5

4.9

TROXIPIDE

COclcc(cc(0C)c10C)C(=0)NC2
CCCNC2

19.1

15

21.7

11.0

31.9

3.3

17.2

1.8

LEVOSULPIRIDE

CCNICCC[C@H]1CNC(=0)c2cc(
ccc20C)S(=0)(=0)N

171

1.3

17.9

2.9

26.6

3.3

11.8

1.3

Cclnnc2CN=C(c3cccce3)cdcc(Cl
)cccd-n12

5515

53

63.9

7.8

63.0

1.8

41.5

4.5

DOCETAXEL

CC(=0)O[C@]1I2CO[C@@H]2CT
C@H](0)[C@]3(C)[C@@H]1[C
@H](OC(=0)c4cccccd)[C@@]5(
O)C[C@H](OC(=0)[C@H](0)[C
@@H](NC(=0)OC(C)(C)C)cbeee
¢c6)C(=C([C@@H](0)C3=0)C5(
c)o)c

67.4

7.8

80.0

10.5

88.9

0.0

2.7

0.1

CI[C@]1(0)CC[C@H]2[C@@H]3
CCC4=CC(=0)CC[C@]4(C)[C@H]
3cclc@@]21C

59.7

6.8

55.1

4.0

69.0

10.4

50.2

3.4

4-CHLORO-N-(2-

MORPHOLIN-4-YL-ETHYL)

BENZAMIDE

Clclcec(ccl)C(=0)NCCN2CCcocC
2

83.4

11

77.1

4.8

89.6

3.9

73.9

3.2

FLUBENDAZOLE

COC(=0)Ncinc2cc(ccc2[nH]1)C(
=0)c3ccc(F)cc3

90.8

15

81.3

2.0

102.8

5.0

81.0

0.5




OC[C@H]10[C@@H](Oc2cc(O)
e cc(/C=C/c3ccc(0)ce3)c2)[C@H](
O)[C@@H](0)[C@@H]10 10 81.7| 0.5 50.3| 18.2 92.4|( 2.7 69.8( 2.4
CCOC(=0)clcec(OC(=0)CCCCCN
el =C(N)N)cc1.CS(=0)(=0)0 1 771 16| 07| 01 -83| 122| 07| 01 106| 32| 06| 01 137| 31| 0s8| 0.1
OC(=0)[C@ @H]1CSCN1C(=0)[C
ABBIT LI @@H]2CCC(=0)N2 2 76.4| 0.2 82.6| 12.1 82.9| 0.3 91.9| 03
ACTARIT CC(=0)Nclccc(CC(=0)0)ccl 3 96.9| 3.8 96.1 1.9 114.4| 6.4 105.2| 6.4
NC1=NC(=0)C(01)c2cccce? 4 93.8| 0.6 845| 4.2 105.9| 0.2 96.4| 7.3
Ncinnc(c(N)n1)c2cecc(Cl)c2Cl 5 47.7 0.4 40.1| 15.0 53.3 0.3 455 1.7
Oclccc(cc1CC=C)c2cc(CC=C)ccc
ALY 20 6 80.4| 3.0 788| 3.2 925 18 749| 65
NC1CCN(C1)c2nc3n(cc(C(=0)0)
TOSUFLOXACIN TOSILATE|c(=0)c3cc2F)c4ccc(F)ccaF.Celc
cc(cc1)S(=0)(=0)0 7 67.6( 7.1 69.3( 15.0 100.3| 3.8 62.1| 11.3
C[C@@H]1C[C@H]2[C@@H]3C
HALOMETASONE [C@H](F)C4=CC(=0)C(=C[C@A(
MONOHYDRATE Oice@B(Fc@@H|(0)cCce]
2(C)[C@@]1(0)C(=0)CO)C! 8 36.6( 7.1 34.4| 9.0 51.1| 13.4 35.2| 3.5
CO[C@@H]1C[C@@H](CC[C@
H]10)/C=C(\C)/[C@H]20C(=0)[
C@@H]3CCCCN3C(=0)C(=0)[C
TACROLIMUS @14(0)0[c@@H]([C@H](CIC@
H]4C)oC)[C@H](C[C@@H](C)C
C(=C[C@@H](CC=C)C(=0)C[C@
H](O)[C@H]2C)C)OC 9 26.1| 3.9 37.0| 0.8 51.1| 1.6 31.9| 0.3
1-(2-METHYL-5-NITRO-
IMIDAZOL-1-YL)-PROPAN-
2-0L CC(0)Cnlc(C)nccl[N+](=0)[0-] 10 96.2| 4.5 88.7| 4.4 110.6| 2.9 97.1| 5.6
OXICONAZOLE NITRATE |Cleleec(CON=C(Cn2ccnc2)c3cce
(Cl)ce3Cl)c(Cl)c1.0[N+](=0)[0-] 11 943 21 744 17.9 110.9| 6.2 100.9| 5.7
CCOC(=0)[C@H](CCclcccccl)N|
C@@H](C)C(=0)N2[C@@H](C[
R C@@H]3CCC[C@@H]32)C(=0)
0 2 89.5| 6.6 81.4| 6.1 106.6| 1.5 954| 3.8
AZELASTINE CN1CCCC(CC1)n2nc(Cc3ccc(Cl)c
HYDROCHLORIDE c3)c4ceccc4c2=0.Cl 3 13.9 0.4 18.7 0.2 23.5 4.5 19.6 1.7
N#Cclccc(ccl)C(c2ccc(C#N)cc2)
LEUHOELE n3cnen3 4 532| 3.9 453| 00 548| 0.9 455| 21
N-ETHYL-O-
CROTONOTOLUIDIDE CCN(C(=0)/C=C/C)clccceclC 5 89.1 4.9 74.5 1.2 89.9 2.8 96.2 5.4




CC(C)N(CC[C@H](clcceceel)c2cec
TOLTERODINE TARTRATE |(C)ccc20)C(C)C.0C(C(0)C(=0)0
)C(=0)0 6 498 9.3 469 2.2 62.7| 3.4 496 9.7
CC1(C)S[C@ @H]2[C@H](N=CN
MECILLINAM 3CCCCCC3)C(=0)N2[C@H]1C(=
0)o 7 77.8| 6.0 80.0| 10.1 84.3| 2.6 89.1| 5.1
CScinc2cc(Cl)c(Oc3cccec(Cl)c3Cl
TRICLABENDAZOLE Jec2[nH]1 8 925| 7.4 95.4| 9.4 1024| 28 106.2| 4.2
VALACICLOVIR CC(C)[C@H](N)C(=0)0CCOCnlc
HYDROCHLORIDE nc2c¢(0)nc(N)ncl12.Cl 9 46.4 4.7 46.1 4.1 65.8 3.5 45.5 55
e Cn1c(NCCN(CCO)CCCe2ccc(ce2)
(2 L it 3 [N+](=0)[0-])cc(=0)n(C)c1=0.Cl[ 10 43| 07| 29| 01 60| 3.9 91| 16 103| 01
CO[C@H]1[C@@H](CC(=0)O[C
@H](C)CC=CC=C[C@H](0)[C@
H](C)C[C@H](CC=0)[C@@H]10
O[C@H]3C[C@@](C)(OC(=0)CC
(C)0)[C@@H](0)[C@H](C)03)]
C@@H]([C@H]20)N(C)C)OC(=
0)C 11 272 2.4 31.2| 0.5 448| 55 275 0.2
FENPIVERINIUM C[N+]1(CCC(C(=0)N)(c2cccec2)c
BROMIDE 3ccece3)CCCCCl.[Br-] 2 48.6 6.5 52.6 3.4 74.0 3.6 45.8 3.8
TOCAINIDE CC(N)C(=0)Nclc(C)ceeedC 3 89.2| 2.4 81.3| 7.8 1035| 1.5 86.0| 4.0
C[C@@H](0)[C@@H]1[C@H]2
[C@@H](C)C(=C(N2C1=0)C(=0)
MEROPENEM 0)SIC@@HI3CN[C@@H](C3)C(
=0)N(C)C 4 72.0| 4.3 102.0| 8.7 86.8| 0.3 77.1| 5.0
CC(NC(C)(C)C)C(=0)c1ccec(Cl)c
CUAAZERTLCI 2 1 5 529| 35 51.1| 6.3 468 1.0 458| 08
CCCCCCNC(=0)n1cc(F)c(=0)[nH
Clri 1A Jc1=0 6 90.7| 57 749| 6.0 97.7| 08 85.6| 29
ATOMOXETINE CNCC[C@ @H](OclcceeclC)c2ce
HYDROCHLORIDE ccec2.Cl 7 69.8 5.4 75.3 3.0 7.7 4.4 68.1 7.2
CS(=0)(=0)clccc(ccl)C2=C(C(=
ROFECOXIB 0)0C2)c3ccecc3 8 480 11 185| 65 655| 13 355| 04
CC[C@H]10C(=0)[C@H](C)[C@
@H](O[C@H]2C[C@@](C)(OC)[
C@@H](0)[C@H](C)o2)[C@H](
CLARITHROMYCIN C)[C@@H](O[C@@H]30[C@H]
(C)C[C@@H]([C@H]30)N(C)C)[
C@@](C)(C[C@@H](C)C(=0)[C
@H](C)[C@@H](0)[C@]1(C)O)
oc 9 86.5| 6.4 89.1| 10.1 935| 1.8 739| 1.4




NATEGLINIDE

CC(C)[C@H]1CCIC@@H](CCL)C
(=0)N[C@H](Cc2cccec2)C(=0)0

10

89.1

6.1

77.5

7.0

102.0

4.9

84.8

2.3

FAMCICLOVIR

CC(=0)0OCC(CCnlcnc2cnc(N)nc
12)COC(=0)C

1

82.7

4.3

79.0

7.1

103.7

7.6

80.0

3.6

19-NORTESTOSTERONE

C[C@@]12CC[C@H]3[C@@H](
CCC4=CC(=0)CC[C@H]34)[C@
@H]2CC[C@@H]10

17.2

2.3

24.4

0.8

22.1

21

17.0

0.2

TAXIFOLIN-(+/-)

O[C@H]1[C@H](Oc2cc(O)cc(0)
c2C1=0)c3ccc(0)c(0)c3

53.8

3.4

58.1

57

72.4

1.8

62.2

1.2

ORLISTAT

CCCCCCCeeec[c@@H](ClCe @
H]10C(=0)[C@H]1CCCCCC)OC(
=0)[C@H](CC(C)C)NC=0

82.8

4.2

78.7

0.4

85.6

1.1

79.7

0.9

ALFUZOSIN

COclcc2nc(nc(N)c2cc1OC)N(C)
CCCNC(=0)c3ccco3

18.7

4.1

19.7

15

30.6

3.1

16.7

1.8

PAROXETINE

CN1CC[C@H]([C@H](COc2ccc3
0COc3c2)C1)caccc(F)ccs

56.3

6.8

56.8

3.6

69.2

2.9

66.8

8.7

ARTESUNATE

C[C@@H]1CC[C@H]2[C@@H](
C)[C@ @H](0C(=0)CCC(=0)0)0
[Ce@H]30[C@@]4(C)CC[C@
@H]1[C@@]23004

74.9

1.1

88.2

3.0

84.8

1.9

76.8

2.9

BISOPROLOL FUMARATE

CC(C)NCC(0)COc1cec(COCCOC(
C)C)cc1.0C(=0)/C=C/C(=0)0

40.4

6.5

40.8

15

55.0

3.4

36.5

2.8

ARIPIPRAZOLE

Clclcccc(N2CCN(CCCCOc3cccd
CCC(=0)Nc4c3)CC2)cicl

449

6.9

29.3

10.7

76.9

6.1

50.3

14.2

CC(=0)0[C@@]1(CCIC@HI2[C
@ @H]3C=C(C)C4=CC(=0)CC[C
@]4(C)[C@H]3CC[C@@]21C)C(
=0)C

10

50.2

12.5

68.8

7.6

71.7

2.0

55.4

4.7

CC{C)NCC[O)cIccc(NS(=0)(=0)C
)ccl.Cl

11

75.0

5.6

71.8

6.6

88.4

2.8

78.0

6.4

CN/C(=C\[N+](=0)[O-
])/NCCSCclcsc(CN(C)C)nl

36.0

4.7

42.3

3.9

52.6

5.6

36.9

2.5

LEVOFLOXACIN

C[C@H]1COc2¢(N3CCN(C)CC3)c
(F)cc4c(=0)c(cn1c24)C(=0)0

34.0

45| 71.5

10.5

33.5

0.2 35.0

9.9

54.0

4.9 90.5

10.9

24.5

2.3

45.8

2.9

Cclncen1CC2CCc3¢(C2=0)cdccc
cc4n3C.Cl

-1.7

1.2

13.3

0.7

15

1.8

AMISULPRIDE

CCN1CCCCICNC(=0)c2cc(c(N)c
€20C)S(=0)(=0)CC

4.8

1.2

10.3

9.0

3.1

3.0

0.2

OLMESARTAN
MEDOXOMIL

CCCclnc(c(C(=0)0)n1Cc2ccc(cc
2)c3ccccc3c4nn[nH]n4)C(C)(C)
(0]

66.7

3.8

76.7

1.6

83.0

0.2

70.6

1.2




CCC(C)n1ncn(c2ccc(cc2)N3CCN(
CC3)c4ccc(0OCC5COC(Cnbencn6b

)(05)c7ccc(Cl)cc7Cl)ccd)c1=0 7 73.3 5.1 80.2| 13.2 82.7 7.5 76.0 7.3
O[C@@H](CC[C@@H]1[C@H](
EZETIMIBE N(C1=0)c2ccc(F)cc2)c3ccc(O)ce
3)c4ccc(F)cca 8 54.2 1.4 48.7 3.9 62.4 4.8 40.8 1.5
CCC(COC(=0)c1cc(0C)c(0C)c(0
TRIMEBUTINE MALEATE |C)c1)(N(C)C)c2ccccc2.0C(=0)/C
=C\C(=0)0 9 28.4 4.7 39.2 9.9 35.9 8.0 29.8 6.1
COclcc(C)c(Cc2enc(N)nc2N)ccl
SENEIOREIS oc 10 39| 07 247 63 54 05 81| 135
RUFLOXACIN CN1CCN(CC1)c2¢(F)ee3c(=0)c(c
MONOHYDROCHLORIDE |naccsc2c43)c(=0)0 11 309| 3.9 332| 7.6 528| 6.3 29.4| 4.4
Ncinc(O)ncclF 2 96.3 5.1 86.9 6.8 97.1 4.3 88.9 1.6
N[C@@H](C(=0)N[C@H]1[C@
CEFATRIZINE PROPYLENE |H]2SCC(=C(N2C1=0)C(=0)O)CS
GLYCOL c3c[nH]nn3)c4ccc(0)cc4.CC(0)
co 3 94.4| 1.9 939| 8.0 103.2| 121 86.2 0.9
CC[C@@]12CC[C@H]3[C@@H]
(Ccca=Ccc(=0)cCc[C@H]34)[c@
@H]2CC[C@@]1(O)CHC 4 88.9 0.8 89.6 0.9 88.8 2.2 73.0 1.5
CN(CCCN1c2ccecc2CCe3cecccl
LOFEPRAMINE 3)CC(=0)cAccc(Cl)cea.Cl 5 347| 6.8 29.4| 12.8 425| 11.9 260| 6.0
LOSARTAN POTASSIUM |CCCCclnc(Cl)c(CO)n1Cc2ccc(cc
2)c3ccccc3c4nnn[n-]14.[K+] 6 79.4| 5.6 64.6| 0.7 91.9( 0.9 74.7| 3.4
COCC1=C(N2[C@H](SC1)[C@H]
CEFPODOXIME PROXETIL |\ (_0)C(=NOC)c3esc(N)n3)C2
=0)C(=0)0C(C)0C(=0)0C(C)C 7 451 5.1 44.0| 5.0 60.4| 0.7 4441 9.6
Cclcesc1C(=CCCN2CCC[C@H](C
TIAGABINE HCL 2)C(=0)0)c3scec3C.Cl 8 775| 14 75.8| 13.0 91.6| 438 66.6| 1.9
C[C@]1(0)CC[C@H]2[C@@H]3
CC[C@H]4CC(=0)CcC[C@]4(C)[C
@H]3cC[c@®@]21C 9 69.0| 0.4 63.3| 3.6 90.8| 4.7 76.2| 4.8
AT CC(N(O)C(=0)N)clec2ccece2sl | 10 98.7| 6.0 92.1| 12.0 102.3| 1.1 76.9| 9.6
TAXIFOLIN-(+) O[C@@H]1[C@H](Oc2cc(O)cc(
0)c2C1=0)c3ccc(0)c(0)c3 11 71.8| 2.8 63.6| 3.5 83.0( 5.8 55.6| 2.0
NC(=0)N1c2ccccc2CC(=0)c3cce
ccl3 2 89.3| 0.0 852| 1.7 89.3| 8.6 80.3| 5.0
COC1=C(0C)C(=0)C(=C(C)C1=0)
IDEBENONE CCCCCCCeeeo 3 29.3| 11.0 31.0| 123 319| 68 283| 86




CETRAXATE HCL

NC[C@H]1CC[C@@H](CC1)C(=

0)0c2ccc(CCC(=0)0)cc2.Cl 4 101.0| 3.1 98.4| 42 1041| 1.6 91.0| 1.1
O=C1[C@H]2CCCCC@HI2C(=0
PEROSPIRONE HCL JN1CCCCN3CCN(CC3)c4nsc5ccc
cc45.Cl 5 34| 04 75| 45 47| 11 42| 02
UEeZe g slible Cn1nnc2¢(nen2c1=0)C(=0)N 6 | 1123| 46 100.1| 1.8 106.4| 3.7 105.0| 5.5
COC1cc(OC)c(C(=0)CCCN2CCCC
BJAObAIERL HIEL 2)c(0C)c1.Cl 7 186| 28 230| 10 283| 4.1 16.3| 0.0
IDARUBICIN C[C@@H]10[C@H](C[C@H](N)
[C@@H]10)0[C@H]2C[C@@](
HYDROCHLORIDE 0)(Cc3c(0)caC(=0)c5cccec5C(=
0)c4c(0)c23)C(=0)C.Cl 8 395| 4.2 399| 88 58.8| 11.1 39.8| 8.1
CO/C(=C\L/C(C(=C(CIN=CIC)C(
NISOLDIPINE =0)OCC(C)C)c2ccccc2[N+](=0)[
o-))/o 9 439| 25 50.3| 5.8 59.3| 0.8 36.0| 51
Cclen([C@@H]20[C@HI(CO)C
=C2)c(=0)[nH]c1=0 10 98.7| 26 912| 42 99.6| 6.8 865 1.4
ALOSETRON Cc1[nH]enc1CN2CCe3c(C2=0)c
MONOHYDROCHLORIDE cceccan3Cic] 1 72| 61| 01| 00 04| 46 08| 00 17| 48
PLATE 3
BESTATIN CC(C)C[C@H](NC(=0)[c@@H](
0)[C@H](N)Ccleceecl)C(=0)0 2 93.7| 57 104.3| 0.2 99.3| 0.9 1304 2.1
16502-01-5
(TRYPTOLINE) C1Cc2¢(CN1)[nH]c3cceec23 3 336| 3.6| 103(104Q 39.3| 19| 143|275 27.4| 13| 110|136 11| o0.0/| 956]| 12.7
COclcc(C)nnlc2nc(C)cc(OC)n2 4 93.0 5.4 63.7 2.0 99.0 1.4 134.0 3.3
HOMOVERATRYLAMINE {509 ccc(cON)ec10C 5 51.5| 1.2 539| 06 36.2| 1.8 76.8| 46
C[C@HI(CCC(=0)0)[C@HILCC
C@H]2[C@H]3[C@H](CC(=0)[C
@]12C)[C@@]4(C)CCC(=0)C[C
@H]4CC3=0 6 888| 1.4 715| 1.9 98.3| 38 122.6| 5.4
C[C@HIICIC@HI2[C@ @HI3CC]
C@](0)(C(=0)C)[c@@]3(C)CC[
C@@H]2[C@@]4(C)CCC(=0)C=
C14 7 59.0| 14.1 79.2| 20 650 8.2 720| 5.0
CCCCNICCCCICNC(=0)c2cc(Ch
DAz BN N)c3cceee3c20C 8 16.0| 44|115| 1.0 194| 18|104| 20 188| 38|199| 140 307| 130| 73| 06




METHANESULFONAMIDE
, N-[4-[[1-[2-(6-METHYL-
2-PYRIDINYL)ETHYL]-4-
PIPERIDINYL]CARBONYL]
PHENYL]-,
DIHYDROCHLORIDE [CAS]

Cclccec(CCN2CCC(CC2)C(=0)c3
ccc(NS(=0)(=0)C)cc3)ni.Cl

16.7

2.8

45.6

55

21.4

0.2

1.0

0.4

TRAMADOL

COclccec(cl)[C@@]2(0)CCcC[
C@@H]2CN(C)C.Cl

10

70.9

9.2

68.8

0.1

82.1

4.0

73.2

5.8

CORTISONE

C[C@@]12CC(=0)[C@H]3[C@
@H](CCC4=CC(=0)CC[C@]34C)[
C@@H]2CC[C@]1(0)C(=0)CO

11

49.2

5.4

56.9

6.5

49.0

2.5

77.4

11.2

55.6

1.2

131

13.3

45.8

3.3

28.5

2.8

TOREMIFENE CITRATE

CN(C)CCOclcec(ccl)/C(=C(/CcCcC
1)\c2cceec2)/c3cecce3.0C(=0)C
C(0)(CC(=0)0)C(=0)0

68.7

7.5

80.2

2.2

79.3

55

87.7

1.6

OCCN1CCN(CCCN2c3cccec3Sca
ccc(cc24)C(F)(F)F)cci.cl

10.1

2.5

10.9

29

154

2.6

11

0.1

OC[C@H]10[C@H]([C@H](O)[C
@@H]10)n2ncc(=0)[nH]c2=0

93.3

11

90.6

2.6

104.9

0.6

108.6

14.8

CCS(=0)(=0)CCnlc(C)nccl[N+](
=0)[0-]

94.7

2.4

92.7

0.7

88.7

15

118.5

11.7

N[C@@H](C(=O)N[C@H]1[C@
H]2SCC(=C(N2C1=0)C(=0)0)Cl)
c3cceec3

95.1

8.5

89.7

0.1

101.1

0.2

109.2

6.0

PINACIDIL
MONOHYDRATE

CC(N=C(NC#N)Nc1ccnccl)C(C)(
c)c.o

73.9

0.9

71.2

29

76.5

2.5

82.8

11.3

CIC@@HI1ICIC@HI2[C@@HI3C
CC4=CC(=0)C=C[C@]4(C)[C@ @
13(F)[C@@H](O)C[C@]2(C)[C@
H]1C(=0)CO

40.3

4.8

42.8

2.5

55.9

3.0

45.3

9.4

2H-INDOL-2-ONE, 1,3-
DIHYDRO-1-PHENYL-3,3-
BIS(4-PYRIDINYLMETHYL)
[CAS]

0O=C1N(c2ccccc2C1(Cc3cencc3)
Cc4cenccd)c5cecec5.0.Cl

37.0

2.2

36.9

1.7

52.3

1.1

34.5

8.1

CHLORDIAZEPOXIDE

CNC1=Nc2ccc(Cl)cc2C(=[N+]([O-
])C1)c3cececc3

10

72.9

5.7

81.8

2.6

78.8

7.3

90.0

10.8

CN1CCC(=C2c3cccecc3C=Cclcccc
c24)cci.cl

1

69.9

111

89.6

0.6

68.2

6.2

76.1

4.8




CC(C)CC(NC(=0)C(COC(C)(C)C)N
C(=0)C(Cclccc(O)ccl)NC(=0)C(
CO)NC(=0)C(Cc2c[nH]c3cccec2

GOSERELIN ACETATE 13N c(=0)C(CcacnH]cn4)NC(=0
)C5CCC(=0)N5)C(=0)N[C@ @H]
(CCCN=C(N)N)C(=0)N6CCCCEC(
=0)NNC(=0)N.CC(=0)0 2 679 2.3 65.3| 0.4 94.7| 2.6 69.5( 8.0
PO O, 0=CIN(C[C@H]2CCCe3cceclc2
HYDROCHLORIDE 3)[C@ @H]4CN5CCCACCS.Cl 3 102| 6.0 26| 02 38| 10 186| 11.4
REICHSTEINS SUBSTANCE [CC12CCC3C(CCC4=CC(=0)CCC3
S 4C)C2CCC1(0)C(=0)Co 4 485| 3.2 441| 0.7 547 1.4 449| 7.3
XANTHINOL NICOTINATE |CN(CCO)CC(O)Cnlcne2n(C)c(=0
)n(C)c(=0)c12.0C(=0)clccencl 5 81.2 0.1 714 1.1 84.3| 3.0 742 7.3
C(clcccecl)n2cenc2 6 41.6 0.6 41.4 0.4 354 0.3 46.3 51
[0-][N+](=0)clcccc2c[nH]nc12 7 101.7| 3.1 1132 7.3 99.3( 1.4 127.6| 11.8
DEXCHLORPHENIRAMINE | - ) cc[c@ @H] (cLece(Cl)ecl)
MRS c2cceen2.0C(=0)/C=C\C(=0)0 8 70.0| 1.0 595| 58 65.7| 2.1 77.4| 68
CC1CC2C3CCC4=CC(=0)C=CC4(
BECLOMETHASONE C)[Ce@]3(cl)c(0)cc2(C)C1(0)
C(=0)co 9 57.8| 4.2 62.1 0.0 70.3| 5.0 586 7.6
Ncinc(cs1)C(=NOCC(=0)0)C(=0
CEFIXIME TRIHYDRATE  |IN[C@H]2[C@H]3SCC(=C(N3C2
=0)C(=0)0)C=C.0 10 105.2| 2.9 100.7| 0.9 100.7| 41 128.8| 17.2
COC[=OJC[C@](O)J{CCCCICICIO
)C(=0)0[C@H]1[C@H]2c3cc40
HOMOHARRINGTONINE  coc4cc3CCN5CCC[C@]25C=C1
oc 11 89.0| 0.5 101.7| 2.4 99.9| 2.0 96.7| 18.8
SECOISOLARICIRESINOL |COclcc(C[C@@H](CO)[C@H](C
0)Cc2ccc(0)c(0C)c2)ccclo 2 725| 0.7 645 1.3 81.1| 01 815 6.9
COclccc2cec(cec2el)[C@H](C)C(
NAPROXEN SODIUM |_5)(0-].[Na+] 3 95| 63 853| 01 982| 01 107.4| 89
3-PYRIDINEMETHANOL  165¢0qccenet 4 923| 28 1035| 1.4 114.0| 20 107.8| 3.8
SYNEPHRINE CNCC(O)clcec(O)ccl 5 97.4| 3.7 88.4| 25 97.0 25 105.2| 16.7
DULOXETINE CNCC[C@H](Oclccec2eceecl2)c
HYDROCHLORIDE 3cces3.Cl 80.3| 4.2 76.3| 0.1 88.3| 12.0 746|( 1.0
COclccc2[nH]cc(CCN)c2cl 7 57.4 4.4 5.6 2.8 62.0 3.4 65.6| 17.4
LA Dl 2 CCC(C)(CINC(=NC#N)Nclccencl| 8 975| 26 95.0| 2.6 101.5| 1.0 106.6| 9.8
73590-58-6 COclccc2[nH]c(nc2c1)S(=0)Cc3
(OMEPRAZOLE) ncc(C)c(O0C)c3C 9 385 2.2]19.8| 2.9 495| 19|17.2| 2.7 45.1] 3.0|235| 25 521 4.9| 16.1| 1.1




Nclnc(cs1)C(=NO)C(=O)N[C@H
]2[C@H]3SCC(=C(N3C2=0)C(=0

)0)C=C 10 111.0| 95 102.3| 0.7 121.2| 3.9 140.4| 125
CC@@]I2CIC@H](O)[C@H]3]
C@@H](CCCa=CC(=0)CC[C@]3
50-22-6 4C)[C@@H]2CC[C@@H]1C(=0)
co 1 53.6| 4.8 52.3| 24 59.9| 0.0 55.2| 16.5
CN(Cclcce2nc(C)nc(0)c2cl)c3c
RALTITREXED cc(s3)C(=0)N[C@ @H](CCC(=0)
0)C(=0)0 2 49.9 1.1 43.01 0.1 61.1| 3.1 52.3| 54
CN1CCCCC1C(=0)Nc2c(C)ccec2
c.cl 3 83.2| 6.0 65.8| 24 815| 21 79.4| 9.6
OC1(CCN(CCCC(=0)c2ccc(F)cc2)
HALOPERIDOL CC1)c3ccc(Cl)ee3.Cl 4 46.2| 5.3 472| 26 47.0| 3.9 58.8| 4.3
Oclcec(/C=C/c2cc(0)cc(0)c2)cc
2oleoy 1 5 88.9| 13.2 576| 15 80.2| 20 96.3| 21.1
CCCc1nc(C)c2c(O)nc(nn12)c3cc
(ccc30CC)S(=0)(=0)N4CCN(CC)
VARDENAFIL CITRATE |5 - 5)cC(0)(CC(=0)0)Cl=
0)o 740 7.3 54.1|1 0.2 43.0( 9.6 44.7| 8.3
92-84-2 N1c2cccec2Sc3cececl3 93.1 9.5 80.6 1.3 91.0 3.9 129.4| 27.3
L-694,247 CS(=0)(=0)Ncilcce(Cc2noc(n2)c
3cccd[nH]cc(CCN)c4c3)ccl.O 8 -04 0.5 -2.0 1.9 -0.3 0.0 20.6| 13.9
O=C(O[C@H]1C[C@H]2C[C@H]
DOLASETRON MESYLATE |31c@@H](C1JN2CC3=0)cdcln
H]c5cccec45.CS(=0)(=0)0 9 22.0| 4.7 495 0.7 371 7.1 224 27
LOFEXIDINE CC(Oc1c(Cl)ccececlCl)C2=NCCN2.
HYDROCHLORIDE cl 10 6.7| 2.0 40( 0.3 13.3| 34 9.3| 0.7
CC(=0)O[C@H]1[C@H](C[C@H]
2[C@@H]3CC[C@H]4AC[C@H](
VECURONIUM BROMIDE 0C(=0)C)[C@H](C[C@]4(C)[C@
H]3CC[C@]12C)N5CCCCC5)[N+]
6(C)CCCCCh.[Br-] 11 15.0( 8.1 259( 2.3 322 1.1 0.7| 0.0
DOXAPRAM CCNICC(CCN2CCOCC2)C(C1=0)
HYDROCHLORIDE (c3cccee3)c4cececs.Cl 2 74.1 4.4 49.7 0.7 64.7 2.7 55.9 5.3
3-[3,5-DIBROMO-4-
HYDROXYBENZOYL]-2-  [CCcloc2cceee2¢1C(=0)c3cc(Br)
ETHYLBENZOFURAN c(0)c(Br)c3 3 71.0 3.6 59.7 0.5 68.5 1.5 70.9 3.3
CC(C)(C)C(0)/C=C/clccc20C0c
ol 2c1 83.9| 66| 201|287 1312 03| 1904|7950 o975 41| 331|843 1200]| 15.8| 170| 49.8
118-71-8 Cclocec(=0)c10 5 102.1| 6.3 82.2 1.6 110.7 1.0 130.0| 29.8
ROPIVACAINE CCCN1CCCC[C@H]1C(=0O)Nc2c(
HYDROCHLORIDE C)ccec2C.Cl 6 946| 4.3 48.6| 0.2 100.3 1.0 113.4| 19.4




Ncinc(Cl)nc2n(cncl2)[C@H]3C[
C@H](0)[C@@H](CO)03

89.2

8.9

85.5

1.4

105.0

6.3

99.5

8.3

AM-251

Cclc(nn(clc2cec(l)cc2)c3ccc(Cl)
cc3Cl)C(=0)NN4ccccca

96.7

0.4

99.5

0.3

108.3

2.6

112.2

6.1

ZOLMITRIPTAN

CN(C)CCclc[nH]c2ccc(C[C@H]3
COC(=0)N3)cc12

449

1.8

-20.3

1.9

42.2

1.0

37.0

6.6

BALSALAZIDE

OC(=0)CCNC(=0)c1ccc(N=Nc2c
cc(0)c(c2)C(=0)0)ccl

10

109.3

10.0

84.6

3.0

113.1

4.7

144.9

28,5

TIBOLONE

C[C@@H]1CC2=C(CCC(=0)C2)]
C@H]3CC[C@@]4(C)[C@@H](
CC[C@ @]4(0)CHC)[C@H]13

11

60.8

3.5

54.7

0.1

56.2

3.5

59.8

13.3

RU 24969

COclccc2[nH]cc(C3=CCNCC3)c2
c1.0C(=0)ccc(=0)o

17.5

0.7

10.2

2.8

23.2

0.6

211

54

COCCO/C(=C\1/C(C(=C(C)N=C1
C)C(=0)OC(C)C)c2ccec(c2)[N+](
=0)[0-])/0

38.0

10.3

40.7

2.3

58.2

12.1

39.6

1.9

FLUPERLAPINE

CN1CCN(CC1)C2=Nc3cc(F)ccc3
Cc4ccccc24

60.5

4.2

37.1

5.7 60.8

3.2

53.4

14.5

66.9

2.1

41.2

6.1

66.2

0.9

32.6

4.9

Nclccc2c[nH]nc2cl

100.8

3.8

87.0

0.9

120.7

0.2

106.6

3.0

ANASTROZOLE

CC(C)(C#N)clcc(Cn2cncn2)cc(c
1)C(C)(C)CHN

90.6

4.3

74.0

2.0

97.9

2.8

85.1

24

GRANISETRONA HYDROC

HLORIDE

CN1[C@H]2CCC[C@@H]1CIC@
@H](C2)NC(=0)c3nn(C)clcccec
34.Cl

14.7

15

8.4

13

213

3.1

37.8

21.8

HTMT

CC(CCCCC(=0)Nc1ccc(ccd)C(F)(
F)F)NCCc2c[nH]cn2.0C(=0)/C=
C\C(=0)0

5.7

7.7

6.7

3.3

4.9

15

9.8

2.2

TREMULACIN

OC[C@H]10[C@@H](Oc2cccec
2C0OC(=0)C3(0)Cc=Cccec3=0)[C
@H](OC(=0)c4cccccsd)[C@@H](
O)[C@@H]10

85.2

5.0

102.8

0.8

102.7

21

90.5

9.3

OLOPATADINE
HYDROCHLORIDE

CN(C)CC/C=C\1/c2ccccc2COc3c
cc(CC(=0)0)cc13.Cl

10

100.7

1.4

81.2

1.8

124.2

0.4

107.0

5.8

98-92-0

NC(=0)clccencl

11

106.8

51

96.8

2.2

122.9

6.2

128.7

25.4

BRUCINE

COclcc2N3[C@H]A[C@HI5[C@
H]6C[C@@H]7N(CC[C@ @]74c
2cc10C)CC6=CCO[C@H]5CC3=
0

40.8

13

40.7

1.0

65.0

4.3

40.2

3.1

CN(C)[C@H]1C2CC3C(=C(O)[C
@]2(0)C(=C(C(=0)NCN4Ccccca)
C1=0)0)C(=0)c5¢c(O)ccec5[C@
@]3(C)0

105.6

7.8

100.4

1.7

51.6

55

84.0

8.6

CC[N+](C)(CC)ccoc(=0)c(o)(c1
CCCCC1)c2ccecc2.[Br-]

52.8

1.4

24.2

11

77.1

1.8

55.8

8.1




ENROFLOXACIN

CCN1CCN(CC1)c2cc3n(cc(C(=0)
0)c(=0)c3cc2F)c4ccs

58.1

2.8

72.7

1.3

77.0

4.0

45.8

3.2

KETOTIFEN FUMARATE

CN1CCC(=C2c3ccsc3C(=0)Cc4cc
ccc24)CC1.0C(=0)/C=C/C(=0)0

30.3

3.5

22.3

3.1 31.3

0.1

24.3

2.6 31.9

5.7

27.0

1.7 26.3

2.4

12.7

1.3

RIMCAZOLE

C[C@H]1CN(CCCn2c3ccccc3cdc
cccc24)C[C@@H](C)N1.0.Cl

29.5

3.7

255

1.0

31.7

8.4

23.2

0.8

BENZO[A]PHENANTHRIDI
NE-10,11-DIOL,
5,6,6A,7,8,12B-
HEXAHYDRO-, TRANS-
[CAS]

Oclcc2CC[C@H]3NCc4cceccd[C
@@H]3c2cc10.0.Cl

15.8

7.2

5.3

1.1

10.9

3.1

4.6

1.0

DACTINOMYCIN

CC(C)[C@H]1NC(=0)[C@@H](N
C(=0)c2ccc(C)c30cac(C)c(=0)c(
N)c(C(=0)N[C@H]5[C@@H](C)
OC(=0)[C@HI(C(C)C)N(C)C(=0)
CN(C)C(=0)[C@@H]6CCCN6C(=
0)[C@H](NC5=0)C(C)C)c4nc23)
[C@@H](C)OoC(=0)[C@H](C(C)C
)N(C)C(=0)CN(C)C

85.6

2.7

97.9

0.2

30.7

26.5

84.3

6.8

ITAVASTATIN CA

O[C@H](C[C@H](0)/C=C/clc(n

c2cccec2clc3cec(F)cc3)C4CCs)C
C(=0)0[Ca]OC(=0)C[C@H](0)C[
C@H](0)/C=C/c5c(ncbeeeccebes

c7ccc(F)cc7)C8CC8

10

94.0

15

88.5

1.9

105.3

4.3

64.3

1.9

0O=C(CCNNC(=0)clccnccl)NCc2
cccec2

1

104.8

4.8

108.6

2.0

115.2

0.0

106.0

9.1

PLATE 4

Ncinc(Cl)nc2n(cncl2)[C@ @H]
30[C@H](cO)[C@@H](O)[C@H
130

95.2

0.3

100.6

2.1

112.6

0.1

97.1

3.6

ALTANSERIN

Fclcec(cecl)C(=0)C2CCN(CCn3¢(
=0)c4cccecd[nH]c3=S)CC2.0.Cl

36.8

7.2

40.9

6.9

59.5

3.2

42.5

5.2

CCO/C(=C\1/C(C(=C(C)N=C1C)C
(=0)0C)c2ccec(c2)[N+](=0)[O-
1)/0

52.6

21.6

45.9

235

63.8

27.3

42.5

23.9

RUTIN

C[C@@H]10[C@@H](OC[C@H
120[C@ @H](Oc3c(oc4cc(O)cc(
0)c4c3=0)c5ccc(0)c(0)c5)[C@
H](O)[C@@H](0)[C@@H]20)[
C@H](0)[C@H](0)[C@H]10

87.0

3.9

79.7

2.7

102.2

2.4

94.6

0.3




CC(C)[C@H](NC(=O)N(C)Cclcsc
RITONAVIR (n1)C(C)C)C(=0)N[C@H](C[C@
H](O)[C@H](Cc2ccecec2)NC(=0)
OCc3cncs3)Ccécccccd 6 10.9 0.6 19.5 2.5 7.2 8.5 12.1| 16.0
COclcc(OC)ce(/C=C/c2cce(O)cc
2)cl 7 124.0| 11.7 93.2 3.1 102.9 0.3 127.2 7.3
TICLOPIDINE
HYDROCHLORIDE Clclcceccc1CN2CCe3scee3C2.Cl 8 84.6| 29| 678983 96.3| 4.4| 444|67.3 79.2| 13.6| 692]| 110 72.0| 25.7| 442] 56.1
PHYSOSTIGMINE CNC(=0)Oclccc2N(C)C3N(C)CC|
C@@]3(C)c2c1.05(=0)(=0)0 9 64.5| 6.8 69.6| 3.5 59.2| 4.4 80.1| 3.4
CN(C)CCclc[nH]c2ccc(Cn3cnen
PRGN ARSI | 10y el 10 242| 23 329| 30 39.1| 01 30.0| 0.4
COclccec(ccl1OC)C(=0)NCc2ccc(
D OCCN(C)C)ec2.Cl 1 246 1.2 308| 3.9 36.0| 1.7 17.3| 39
Cclncc([N+](=0)[O-
])n1CC(O)CCl 2 90.3 1.0 97.3 4.4 102.9 1.1 99.5 1.3
ACETAMIDE, 2-AMINO-N-
(1-METHYL-1,2-
DIPHENYLETHYL)-, (+/-)- |CC(Cclececcl)(NC(=0)CN)c2cee
[CAS] cc2.Cl 3 839| 21 786| 4.0 92.8| 11 83.7| 1.0
CC(C)(C)NC(=0)[C@@H]iC[C@
@H]2CCCC[C@@H]2CN1C[C@
SAQUINAVIR MESYLATE | &1 0)(c@H](Cc3ceeec3)NC=
O)[C@H](CC(=0)N)NC(=0)c4ccc
5ceeec5n4.CS(=0)(=0)0 4 93| 31 115| 7.6 142| 2.6 12.0| 2.8
Nclnc(O)c2ncn(CCC(CO)CO)c2n
AL 1 5 945| 0.9 96.4| 43 102.3| 0.7 956 1.3
CCCI=C[C@H]ZCN{CI)Cc3c([nH
Jc4ccece34)[C@@](C2)(C(=0)0
n C)c5ccbe(cc50C)N(C)[C@@H]7(
VINORELBINEA TARTRAT |6 & 136cCNICC=C[C@](CC)([C
E @H]98)[C@@H](OC(=0)C)[C@]
7(0)C(=0)0C.0C(C(0)C(=0)0)C
(=0)0 6 65.0| 3.3 721| 2.9 93.4| 0.3 70.9| 3.6
ROXATIDINE
ACETATEA HYDROCHLOR |CC(=0)OCC(=0)NCCCOcccee(C
IDE N2CCCCC2)cl.Cl 7 24.0| 2.2 295| 6.0 414 1.8 27.0| 1.4
SODIUMA LOXOPROFEN |CC(C(=0)[O-
1)cdece(CC2CCCC2=0)ccl.[Na+] 8 99.3| 2.4 102.1| 6.0 103.8| 3.4 94.0| 21




1H-INDOLE-2-
PROPANOIC ACID, 1-[(4-
CHLOROPHENYL)METHYL
1-3-[(1,1-
DIMETHYLETHYL)THIO]-
ALPHA,ALPHA-DIMETHYLH
5-(1-METHYLETHYL)-
[CAS]

CC(C)clcee2n(Cc3ccc(Cl)ee3)c(C
C(C)(C)C(=0)0)c(SC(C)(C)C)c2c1

RIFAPENTINE

75.8

6.3

70.3

10.4

90.7

3.6

77.5

1.9

CO[C@HJIC=CO[C@®@]2(C)0c3
¢(C2=0)c4c(0)c(C=NN5CCN(CC
5)C6CCCCH)c(NC(=0)C(=CC=C[C
@H](C)[C@H](0)[C@@H](C)[C
@@H](0)[C@@H](C)[C@H](OC
(=0)C)[C@@H]1C)C)c(O)c4c(0)
c3C

10

64.7

21

73.4

2.0

80.6

2.6

69.9

3.3

RIFAXIMIN

CO[C@H]1C=CO[C@@]2(C)Oc3
¢(C2=0)c4c5nc6ec(C)cenbes5c(N
C(=0)C(=Cc=C[C@H](C)[C@H](
O)[C@@H](C)[C@@H](0)[C@
@H](C)[C@H](0C(=0)C)[C@@
H]1C)C)c(0)cdc(0)c3C

1

82.2

25

78.3

3.1

82.8

54

84.3

6.2

1,1-DIMETHYL-4-
PHENYLPIPERAZINIUM
IODIDE

C[N+]1(C)CCN(CC1)c2cccec2.[I-]

81.8

1.7

84.5

0.3

94.1

3.0

81.6

2.2

CC(C)NCC(0O)COclccc(ccocc2Ce
C2)ccl.Cl

32.7

3.7

38.7

15

34.8

3.3

37.2

21

60628-96-8

clcn(cn1)C(c2ceececc2)c3cec(cc3)
c4cceecd

85.9

8.3

85.3

9.5

85.6

19.1

85.6

11.2

CALCITRIOL

CIC@H](CCCC(O)(C)0)[C@HILC
CIC@H]2/C(=C/C=C\3/CI[C@@
H](0)C[C@H](0)C3=C)/CCClC@
112¢

44.6

2.2

45.6

7.0

63.9

0.0

44.9

3.4

LINEZOLID

CC(=0)NC[C@H]1CN(C(=0)01)c
2ccc(N3CCOCC3)c(F)c2

86.4

0.9

86.4

0.2

95.0

1.9

84.9

2.7

DEXBROMPHENIRAMINE
MALEATE

CN(C)CC[C@@H](c1ccc(Br)ccl)
c2ccecen2.0C(=0)/C=C\C(=0)0

64.7

1.1

65.2

1.6

62.0

6.0

56.8

0.8

ZAFIRLUKAST

COclcc(ccclCe2en(C)ec3cec(NC(
=0)0C4CCCC4)cc23)C(=0)NS(=
0)(=0)c5cceec5C

23.1

2.4

20.3

6.4

49.3

0.2

18.8

6.7

562-10-7

CN(C)CCOC(C)(clccececl)c2cecc
n2.0C(=0)CCC(=0)0

40.1

3.2

44.5

3.2

53.0

1.2

43.2

1.4

LOTEPREDNOL
ETABONATE

CCOC(=0)O[C@ @] L(CCI[C@H]2
[C@ @H]3CCCA=CC(=0)C=C[C@
l4(C)[C@H]3[C@@H](O)C[C@
@]21¢)c(=0)occl

10

75.9

3.3

73.7

0.9

86.5

0.9

74.5

3.9




MONTELUKAST SODIUM

CCICO)cIcceccICCC@ @S
CC2(CC(=0)[0-
]1)CC2)c3cecc(/C=C/c4ccc5cec(Cl

Jec5n4)c3.[Na+] 11 59.9( 7.6 62.3( 4.6 79.6( 1.7 67.2 7.9
Cclnc2cceen2c(=0)c1CCN3CCC(
CC3)C(=0)c4ccc(F)cca 2 4.2 0.8 16.3 4.4 18.1 2.7 15.5 2.4
Ocl1[nH]c2ccceec2c1C3=Nc4cccc
c4C3=0 3 92.4| 0.7 91.8( 3.1 103.2| 0.6 90.6( 0.0
SUMATRIPTAN CNS(=0)(=0)Celccc2[nH]cc(CC
el el N(C)C)c2¢1.0C(=0)CCC(=0)0 4 41.7| 18 48.1| 1.4 57.9| 4.7 38.2| 0.8
CCOC(=0)C1(CCN(CCC(C#N)(c2
DIPHENOXYLATE ccccc2)c3cccec3)CCl)cdeccecd.
cl 5 99.9( 0.4 111.9| 20.5 107.0|1 1.0 95.2( 4.9
LOMERIZINE DIHCL COclccc(CN2CCN(CC2)C(c3ecc(
F)cc3)cdcecc(F)ccd)c(OC)c10C.Cl 6 87.1 7.5 81.8 8.6 96.5 4.9 103.7 0.4
ANAGRELIDE Clclccc2N=C3NC(=0)CN3Cc2cl
HYDROCHLORIDE cl.cl 7 67.1 8.9 71.4 4.1 76.9 14 70.1| 11.6
TERBINAFINE CN(C/C=C/CH#CC(C)(C)C)Cclcccc
HYDROCHLORIDE 2cccecl2.Cl 8 93.3 0.2 | #HH | #H 93.3 3.7 104.3 0.4 95.2 0.4
TINAEERAN CCN(CC)C(=0)[Ce@@]1(C[C@@
H]1CN)c2cccec2.Cl 9 69.4 0.6 72.9 0.4 78.3 1.3 66.7 34
C[C@H](N[C@@H](CCclccececl
ENALAPRILAT )C(=0)0)C(=0)N2CCC[C@H]2C(
=0)o 10 100.5 3.6 93.1 1.0 104.8 0.3 96.8 2.5
Nclcen([C@H]2CCI[C@@H](CO)
PRDIIERSENTEINE | Gl 11 | 101.8] 101 gg.4| 0.4 1030 1.2 928| 2.7
COclccc2[C@H]3CCI[C@@]4(C)
72-33-3 [C@@H](CC[C@@]4(0)CHC)[C
@@H]3CCc2cl 2 95.4 1.5 94.8 3.6 105.6 14 96.8 1.0
CN1C(=0)COc2c(cc(Cl)cc12)C(=
AZASETRON O)NC3CN4CCC3CCA.Cl 3 38| 14 141| 25 60| 0.1 88| 04
C[C@@]12CC[C@H]3[C@@H](
EXEMESTANE CC(=C)Cc4=CC(=0)C=C[C@]34C)[
C@@H]2CCC1=0 4 8.8 0.6 19.3 3.6 13.4 0.6 -1.7 2.1
NC(=0)OCC(COC(=0)N)clcccec
FELBAMATE 1.0 5 924| 46 92.4| 11 103.2| 1.4 89.7| 02
FC(F)(F)[C@]1(OC(=0)Nc2ccc(Cl
EFAVIRENZ Jcc21)CHCC3CC3 6 g7.1| 68 g2.1| 12.0 100.7| 1.2 86.0| 12.0
TEGASEROD MALEATE  |CCCCCN=C(N)NN=Cclc[nH]c2cc
¢(0C)cc12.0C(=0)/C=C\C(=0)O 7 -0.7| 10.8 9.7 2.1 0.5 2.4 21.7 8.5
ISRADIPINE CO/C(=C\1/C(C(=C(C)N=C1C)C(
=0)0C(C)C)c2cccc3nonc23)/0 8 43.8| 16.5 4591 10.1 61.0 9.5 37.0 8.1
5-FLUORO-2-
PYRIMIDONE Oclncc(F)enl 9 103.3 3.1 | 1444 315 100.7 8.1 1587 | 384 103.9 1.4 95.3 2.5| 5138|2114




COc1cc2CC(CC3CCN(Cc4cccccd)

DONEPEZIL CC3)C(=0)c2¢c10C.Cl 10 43| 10| 12| o2 103| 23| 15| o2 35| 10| 1.3[ 01 76| 02| 078 01

1H-IMIDAZOL-2-AMINE,

N-(2,6-

DICHLOROPHENYL)-4,5-

DIHYDRO- [CAS] Clclecee(Cl)cINC2=NCCN2.Cl 11 371 7.9 350 92 38.1( 21 336( 28

BENACTYZINE CCN(CC)CCOC(=0)C(0)(c1ceccce

HYDROCHLORIDE 1)c2ccecc2.Cl 2 29.9 5.9 34.2 8.0 58.9 2.5 38.5 3.6
COC(=O)NICCN(C(CN2CCCC2)C

GR 89696 1)C(=0)Cc3ccc(Cl)c(Cl)c3.0C(=0
)/C=C/C(=0)0 3 51.5| 4.0 57.7| 4.2 71.2| 0.1 51.9| 29
CC(=0)Oclccceccl1C(=0)Ne2ncc(

NITAZOXANIDE 52)IN+](=0)[0-] 4 66.3| 0.6 104.9| 20.9 784 11 55.1| 9.0
Oclnc2ccccc2n1C3=CCN(CCCC(
=0)c4ccc(F)ccd)CC3 5 10.3| 2.8 18.2| 3.9 16.8| 6.2 125| 3.0

IRBESARTAN CCCCC1=NC2(CCCC2)C(=0)N1C
c3ccc(ce3)cdccececdc5nn[nHINS 87.6 1.1 84.4 4.4 92.7 0.0 90.3 1.2

MILRINONE Cclnc(O)c(C#N)cclc2eencc2 74.5 0.2 79.9 6.5 74.3 0.1 71.3 4.1
CCCCC(=0)N(Cclcce(ccl)c2cecc

VALSARTAN c2c3nn[nH]n3)[C@@H](C(C)C)
C(=0)0 8 94.9| 3.0 87.8| 0.7 106.4| 2.7 96.6| 24
CN(C)CCC(c1cce(Cl)cel)c2cceen

CHLORPHENIRAMINE |, oc(=0)/c=C\c(=0)0 9 523| 133 67.1| 12.4 69.1| 35 50.3| 17
CN1C(=0)CN=C(c2cccce2)c3cc(c
cc13)[N+](=0)[0-] 10 65.0| 5.8 64.6| 1.8 721 2.4 68.6| 3.8

6H-PYRIDO[2,3-

B][1,4]BENZODIAZEPIN-6-

ONE, 11-[[2-

[(DIETHYLAMINO)METHY

L]-1-

P]IPERIDINYL]ACETYL]- CCN(CC)CC1CCCCNICC(=0O)N2c

5,11-DIHYDRO- [CAS] 3cceee3C(=0)Ncdcecenc24 1 58.7 0.0 68.5 3.7 81.2 3.4 49.1 7.0
NCCclcccenl 2 82.1| 28 89.0| 6.4 89.1| 22 80.8| 1.4

DELTAL- CIC@@]12CIC@H](0)[C@HI3

HYDROCORTISONE 21- | & @ 1](CCCa=CC(=0)C=C[C@]

HEMISUCCINATE 340)[C@@H]2CCIC@]1(0)C(=0

PRIt )COC(=0)CCC(=0)[0-].[Na+] 3 69.7| 45|66.7| 7.4 759| 3.5]|57.3]|11.7 87.2| 3.3 |#i###]18.2 69.3| 29| 64.1| 9.2
CN1C(=0)CN=C(c2ccccc2)c3cc(
Cl)ccc13 4 46.3| 4.3 50.1| 2.2 59.0| 2.2 41.3| 1.1
CC(=0)CCCCn1c(=0)n(C)c2ncen(
C)c2c1=0 5 76.7| 1.6 85.2| 7.7 80.4| 5.8 66.2| 1.3
CCOclcc(CC(=0)N[C@@H](CC(
C)C)c2ccccc2N3CCCCC3)cecdC(
=0)0o 6 85.4| 4.5 94.3| 13.1 98.3| 0.5 86.5| 5.2
OC(=0)COCCN1CCN(CC1)[C@H

LEVOCETIRIZINE J(c2cccec2)c3ecc(Cl)ec3 7 816| 26 853| o5 832| o038 755 7.1




CN1C(=C(0)c2ccccc251(=0)=0)

AROEICAY] C(=0)Nc3cceen3.0 8 985| 6.6 71.0| 22.1 102.4| 0.4 87.8| 12.3
DOFETILIDE CN(CCOc1ccc(NS(=0)(=0)C)ccl)
CCc2ccc(NS(=0)(=0)C)cc2 9 129( 06 283 6.5 20.3| 0.8 134 3.7
[O-
]IN+](=0)OCCNC(=0)clccencl 10 79.0( 7.1 855| 2.0 93.4| 45 66.7| 11.2
3'-DEOXYDENOSINE Nclncne2n(cncl2)[C@@H]30[
C@H](CO)C[C@@H]30.0 11 796| 2.3 83.6| 2.0 92.7| 0.2 738 0.2
79-43-6 oc(=0)c(cl)cl 2 105.2| 4.8 99.3( 4.7 112.8| 0.4 101.2( 0.3
CC1=NS(=0)(=0)c2cc(Cl)ccc2N1 3 80.3| 11.0 74.0( 12.1 96.6| 4.7 80.7| 14.9
OCCOCCN1CCN(CC1)C2=Nc3cce
e cc3Sc4ccccc24.0C(=0)/C=C/C(=
AT A2 0)0 4 16.7| 3.6 235| 120 306| 2.7 19.8| 17.3
1H-IMIDAZOLE-5-
CARBOXYLIC ACID, 1-(1-
PHENYLETHYL)-, ETHYL | ccoc(=0)c1enen1[C@H](C)c2e
ESTER, (R)- [CAS] ccee2 5 702| 80 88.2| 25.2 799| 05 76.4| 11.8
CCIC@]1(0)CCIC@P2[C@@H]
3CCC4=CCCC[C@@H]4[C@H]3
cclc@@]21C 6 82.4| 5.8 724 0.7 87.5| 5.0 80.2| 6.7
CN(C)CCCC1(OCc2cc(C#N)ccc21
LMY )c3cce(F)ee3.Br 7 531| 4.1 56.5| 2.3 67.7| 0.1 549| 08
C[N+]1(C)CCC(C1)OC(=0)C(0)(C
2CCCC2)c3cccce3.[Br-] 8 65.5 1.5 66.4| 6.4 82.7| 4.8 63.0| 6.2
COclccc(C[C@H](C)NCIC@@H]
FoAoEal (0)c2ccc(0)c(NC=0)c2)cc1.0.0
FUMARATE DIHYDRATE C(=0)/C=C/C(=0)0 9 275| 0.9 52.4| 14.3 484| 1.8 25.7| 2.7
CCCc1nc2c(C)cc(ce2n1Cc3cec(c
c3)cdccccc4C(=0)0)c5ncbeccee
6n5C 10 148 0.6 26.2| 4.6 251| 2.5 11.9( 1.6
CC(C(O)cIcec(O)ccINZCCC(Ce3
IFENPRODIL CCCCC3)CC2.0.0C(C(O)C(=O)O)C
(=0)0 11 35.2| 2.0 453| 1.8 427 1.8 432| 4.2
2 110.0( 9.1 118.3( 6.1 95.0( 9.6 107.1| 9.3
3 32| 22 15.8( 15.7 2.0 03 1.6 0.0
4 62.0( 1.1 101.5( 25.3 721| 9.5 529| 2.0




5 88.1| 5.2 11141 5.0 90.9( 7.3 101.7| 16.3
6 68.8| 27.6 120.4| 14.0 127.1] 114 11.9| 55.0
7 85.6| 15.6 122.3| 19.2 98.3( 7.0 90.5| 7.0
8 20.2| 1.2 17.6| 38.5 20.2( 0.6 13.1| 15.0
9 73.0| 20.7 97.7| 235 717 75 67.7| 1.0
10 105.1| 3.9 1253 7.0 104.3| 9.2 95.1| 4.6
11 18.0( 1.3 58.7| 33.6 37.1| 11.2 35| 3.7
2 69.4| 11.2 717 0.7 47.6| 11.7 641 7.7
3 384 7.0 449| 0.2 40.1| 10.9 26.2| 5.0
4 186| 2.7 30.1| 3.7 224| 7.2 15.7| 0.6
5 95.3| 2.2 114.3] 16.2 101.2| 10.2 11771 9.6
6 327 23 50.9| 13.0 525 24 27.9| 32.8
7 16.6| 85 143 32.2 35.8( 134 144 4.6
8 46.3| 6.0 91.3| 23.2 58.6| 14.9 59.6| 15.2
9 52.9( 8.9 79.9| 6.2 53.6( 12.4 24.8| 24.0
10 61.2| 3.2 744 23 65.6 | 22.2 51.1| 9.1




11 93| 0.2 50.7| 5.7 19.1| 5.7 41| 44
2 41.0| 5.0 50.8| 4.4 4241 8.8 40.0| 1.7
3 76.9( 9.0 70.7| 13.0 75.8| 12.1 612 55
4 69.8( 6.4 80.2| 3.4 721 12.0 81.5| 5.0
5 58.6( 2.8 77.3| 0.2 821 85 84.2| 11.4
6 43.1| 26.9 76.5| 10.7 64.8| 17.2 30.6| 8.2
7 82.4| 10.7 87.9| 17.2 97.7| 6.7 712| 5.9
8 26.6| 10.2 67.3| 04 448 9.4 32.1| 233
9 235 0.9 36.0| 8.3 268 35 11.3| 65
10 64.0| 1.7 69.6( 0.1 72.7( 19.0 67.8| 12.0
11 80.2| 1.7 80.7| 19.7 745( 4.8 75.3| 8.7
2 90.8( 1.9 94.6| 8.3 88.1| 9.2 102.8| 0.0
3 95.4| 4.2 91.2| 14.0 82.2| 23.0 66.8| 26.1
4 71.6| 17.3 98.7| 42.6 717 3.3 81.9| 16.4




5 45.0] 11.0 57.0| 8.6 51.2( 194 50.9| 7.8
6 90.8| 6.2 97.5| 14.3 102.1| 5.8 109.9( 21.4
7 97.0( 1.8 143.3| 6.8 105.7| 6.6 86.6| 18.0
8 11.2] 1.1 39.0| 0.6 258| 4.2 93| 1.0
9 99| 03 25.1| 8.2 146| 1.1 8.2 85
10 827 28 75.7| 1.0 73.7( 21.0 79.6| 6.0
11 90.0( 0.3 92.1| 6.7 85.0( 135 915| 3.8
2 799 2.6 90.1| 4.7 79.4] 20.1 85.9| 0.9
3 59.3( 0.3 68.7| 3.8 62.1( 125 722| 5.6
4 96.2( 7.3 102.6| 23.5 83.7| 14.7 75.6| 18.9
5 30.0| 2.8 388 1.3 339| 6.0 38.2| 135
6 149| 3.2 26.0| 5.9 21.2| 6.0 14.8| 3.6
7 58.7( 2.8 70.8| 27.6 88.6| 1.7 781 4.4
8 111 7.4 226 17.9 26.0( 7.6 1911 7.2




FAMOTIDINE

PROCHLORPERAZINE

NC(=N)Nc1nc(CSCCC(=N)NS(=0
)(=0)N)cs1

CN1CCN(CCCN2c3ccecec3Scécce
(Cl)cc24)CC1.0C(=0)/C=C\C(=0
)O

9 721 4.1 113.8| 9.3 87.7] 1.6 855 11.7
10 90.0|] 0.2 92.6| 9.9 76.2| 23.2 87.8| 9.0
11 825 35 82.3| 11.9 74.4| 26.2 645 17.1
2 86.3( 0.8 84.0| 13.3 72.8| 14.8 102.3| 4.6
3 69.6( 4.3 732 7.1 60.5( 18.5 774| 3.6
4 41.41] 19.1 96.8| 28.9 61.4| 25.2 428 0.2
5 53.5| 0.6 279| 8.2 65.0| 1.0 4771 1.0
6 916| 7.9 1220 8.4 103.6| 3.1 80.3| 3.1
7 99.3( 3.8 101 101 97.8| 8.9 113.3| 0.9
8 335| 05 419] 115 520| 7.1 448 3.6
9 67.2| 7.2 100.1| 35.5 72.1| 6.9 34| 16.1
10 59.1| 14.6 105.3| 6.3 70.7] 4.0 52.3| 8.0
11 85.4( 10.0 100.9| 26.2 727 83 62.7| 16.8
2 70.3| 5.9 711| 0.6 69.5| 21.7 1243| 22.8
3 723 4.2 68.3| 4.2 55.6| 145 79.1| 43
4 12| 1.4 03| 0.1 15.1| 134| 1.7| 0.8 46| 04| 05| 0.1 13.6| 35| 0.27| 0.0
5 85.8| 25 120.1| 16.9 90.7| 14.1 1345| 6.4
6 159| 3.4]106| 1.8 419] 14.7(14.1]| 6.3 40.1| 6.7|153| 2.2 32.6| 11.6| 7.89| 0.8




7 67.5| 4.8 91.4| 16.0 71.7| 57 42.9| 153
8 9.5| 55 111.0| 31.2 94.2| 17.2 94.8| 47.7
9 56.9| 0.9 46.1| 3.0 56.7| 15.8 542| 95
10 81| 11.4 42.7| 67.7 21.9| 48 -19.2| 415
11 | 510| 53 64.4| 41.9 61.6| 18.0 85.2| 36.2
2 75.6| 5.8 538| 8.6 752| 5.9 106.4| 20.9
3 | 1037| 09 111.8| 40.0 1085| 7.9 1412| 27.6
4 80.7| 12.7 110.0| 15.8 82.0| 7.6 415| 325
(+/-)-VESAMICOL O[C@@H]1CCCC[C@H]1N2CCC
HYDROCHLORIDE (CC2)c3cccec3.Cl 5 66.5| 3.1|49.8( 8.9 92.2]1 3.0| 74.6|20.0 86.5| 7.2|183.8(23.0 1215| 6.8| 39.3| 70
6 87| 40 43.4| 318 169| 16 26.7| 56
7 97.4| 131 110.7| 4.9 1051 43 75.8| 27.9
8 97.2| 9.9 104.3| 16.9 1086| 33 135.7| 1.0
9 94.6| 9.8 102.4| 21.1 1054| 7.3 124.2| 38.4
10 | 484| 209 57.8| 6.0 538| 0.5 114.2| 69.5
11 | 1069| 29 107.7| 14.8 1214| 21 129.7| 155
O[C@@H]LCCCC[C@H]IN2CCC
TRIMETHOPRIM (CC2)c3ceeee3.Cl 14| 01 15| 02 1.61| 01 0.75 01




[O-

RANITIDINE 1IN+](=0)\C=C(\NC)NCCSCclccc

(CN(C)C)o1 13.4| 1.2 13.1| 3.5 22.3| 3.0 11| 1.2
BMIM ccccnlccln+](C)cl 179 12.7
NBUPY CCCC[n+]1cccecl 26.5| 3.8




