312 Molecules in the StoL25 dataset

0€

Table S&: The basic information of 200 molecules of StoL.25 dataset.

No. ChEMBL ID Images Description
2 Name: ETIDOCAINE
1 CHEMBL492 v
H Formula: C17H28N20
SMILES: CCCN(CC)C(CC)C(=0)Ncle(C)eecelC
Q Name: PYROVALERONE
2 CHEMBL201960
Formula: C16H23NO
SMILES: CCCC(C(=0)clcec(C)ecl)N1CCCC1
e Name: RITODRINE
3 CHEMBL83063
d Formula: C17TH21NO3
SMILES: CC(NCCclcee(O)cel)C(O)clece(O)ecl
ANA Name: ISOCARBOXAZID
4 CHEMBL1201168 -/

Formula: C12H13N302
SMILES: Cclee(C(=0)NNCc2ccece2)nol

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

CHEMBL29292

CHEMBL2104277

CHEMBL1098

CHEMBL1233

CHEMBL645

Name: UBENIMEX
Formula: C16H24N204
SMILES: CC(C)C[C@QH](NC(=0)[Ca@@H](0O)[CQH](N)Cclccceel)C(=0)0O

Name: ETAMINILE
Formula: C15H22N2
SMILES: CCC(C##N)(CC(C)N(C)C)cleccecl

Name: BUPIVACAINE
Formula: C18H28N20
SMILES: CCCCN1CCCCC1C(=0)Nele(C)ececlC

Name: CARISOPRODOL
Formula: C12H24N204
SMILES: CCCC(C)(COC(N)=0)COC(=0)NC(C)C

Name: BISOPROLOL
Formula: C18H31NO4
SMILES: CC(C)NCC(0O)COclcee(COCCOC(C)C)ecl

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

10

11

12

13

14

CHEMBL2110780

CHEMBL4297382

CHEMBL1442934

CHEMBL155886

CHEMBL1329203

|

OH

Name: CARBUTEROL
Formula: C13H21N303
SMILES: CC(C)(C)NCC(O)clece(O)e(NC(N)=0)cl

Name: GPI-1485
Formula: C12H19NO4
SMILES: CCC(C)(C)C(=0)C(=0)N1CCC[CaH]1C(=0)0

Name: SAFINGOL
Formula: C18H39NO2
SMILES: CCCCCCCCCCCCCCC[C@H](O)[Caa@H](N)CO

Name: CERAMIDE
Formula: C20H41NO3
SMILES: CCCCCCCCCCCCCCC[Ca@H](O)[CaH](CO)NC(C)=0

Name: OCTISALATE
Formula: C15H2203
SMILES: CCCCC(CC)COC(=0)clecceclO

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

15

16

17

18

19

CHEMBL1797127

CHEMBL2107558

CHEMBL1097

CHEMBL421669

CHEMBL2106320

Name: INAPERISONE
Formula: C16H23NO
SMILES: CCclcee(C(=0)C(C)CN2CCCC2)ccl

Name: FURFENOREX
Formula: C15H19NO
SMILES: CC(Ccleccecl)N(C)Celeccol

Name: ACECAINIDE
Formula: C15H23N302
SMILES: CCN(CC)CCNC(=0)clecc(NC(C)=0)ccl

Name: PARETHOXYCAINE
Formula: C15H23NO3
SMILES: CCOclecee(C(=0)OCCN(CC)CC)ccl

Name: HYDROXYPROCAINE
Formula: C13H20N203
SMILES: CCN(CC)CCOC(=0)clece(N)ec1O

Continued on next page
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Table S& — Continued

No. ChEMBL ID Images Description
\\\ Name: MEPRYLCAINE
20 CHEMBL127810 H 0
| Formula: C14H21NO2
SMILES: CCCNC(C)(C)COC(=0)clececcl
J v Name: TOCAMPHYL FREE ACID
21 CHEMBL4594620 i ’
Formula: C19H2604
SMILES: Ceclcee(C(C)OC(=0)[C@]2(C)CC[C@H](C(=0)0)C2(C)C)ccl
e LT Name: NAEPAINE
22 CHEMBL2110915 '
O Formula: C14H22N202
SMILES: CCCCCNCCOC(=0)clece(N)eel
[ Name: SALVERINE
23 | CHEMBL2105271 ~J
J Formula: C19H24N202
SMILES: CCN(CC)CCOclceceeclC(=0)Neleeeeel
. o | Name: ARNOLOL
24 | CHEMBL1742421 w@ '

Formula: C14H23NO3
SMILES: COCCeclcec(OCC(O)C(C)(C)N)cel

Continued on next page




Table S& — Continued

93

ChEMBL ID Images Description
Name: ENFENAMIC ACID
CHEMBL2106178 Y
0 Formula: C15H15NO2

SMILES: O=C(O)clccecclNCCelececel

\, Name: OCTYLDODECANOL
CHEMBL1572050 b

Formula: C20H420
SMILES: CCCCCCCCCCC(CO)ccceceecee

)\\ Name: ISOBUCAINE
CHEMBIL2111069 7@

Formula: C15H23NO2
SMILES: CC(C)CNC(C)(C)COC(=0)cleccecl

Q Name: AMIXETRINE
CHEMBL2104080 O
>\/\ Formula: C17H27NO

SMILES: CC(C)CCOC(CN1CCCC1)clececel

i Name: PIRIDOCAINE
CHEMBL2110989 ’

W, Formula: C14H20N202

SMILES: NclcceeelC(=0)OCCC1CCCCN1

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

30

31

32

33

34

CHEMBL1482516

CHEMBL46403

CHEMBL139055

CHEMBL2110772

CHEMBL2111033

\)\/\/\/\/\/\/\/\/\/\/

Name: BATILOL
Formula: C21H4403
SMILES: CCCCCCCCCCCCCCCCCCOCC(0)CO

Name: STEARIC ACID
Formula: C18H3602
SMILES: CCCCCCCCCCCCCCCCCC(=0)0

Name: ISOPROPYL PALMITATE
Formula: C19H3802
SMILES: CCCCCCCCCCCCCCCC(=0)0C(C)C

Name: CICLOPROLOL
Formula: C18H29NO4
SMILES: CC(C)NCC(0O)COclcec(OCCOCC2CC2)ccl

Name: PRINOMIDE
Formula: C15H13N302
SMILES: CnlcceclC(=0)C(CH##N)C(=0)Ncleceeel

Continued on next page
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Table S& — Continued

No. ChEMBL ID Images Description
Name: Undefined
35 | CHEMBL1795380 O O
” Formula: C19H24N203
CCC(cleee(O)ecl)C(CC)elece(O)ecl
\
- Name: DEXIVACAINE
36 | CHEMBL2104634
J Formula: C15H22N20
SMILES: Cclecee(C)cINC(=0)[C@@H]1CCCCNI1C
Y Name: BUTETHAMINE
37 | CHEMBL124211 Y\”ﬁr@
’ Formula: C13H20N202
SMILES: CC(C)CNCCOC(=0)clece(N)cel
Name: SORBITAN MONOLAURATE
38 | CHEMBL3706389 phanam Formula: C18H3406
SMILES: CCCCCCCCCCCC(=0)0C[Ca@H](O)[CaH]10C[CQH](0O)[CaH]1
. O Name: MOXASTINE
39 | CHEMBLI1742465 Y

Formula: C18H23NO

O

SMILES: CN(C)CCOC(C)(cleceeel)elecceel

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

40

41

42

43

44

CHEMBL2104220

CHEMBL2106263

CHEMBL2110821

CHEMBL1618597

CHEMBL444186

o

Name: DELMOPINOL
Formula: C16H33NO2
SMILES: CCCC(CCC)CCCC1COCCN1CCO

Name: DIBUSADOL
Formula: C17H26N203
SMILES: CCN(CC)CCCCNC(=0)cleccec1OC(C)=0

Name: DIACETOLOL
Formula: C16H24N204
SMILES: CC(=0)Nclcee(OCC(O)CNC(C)C)e(C(C)=0)cl

Name: TRIMECAINE
Formula: C15H24N20
SMILES: CCN(CC)CC(=0)Ncle(C)ee(C)eclC

Name: RAZOXANE
Formula: C11H16N404
SMILES: CC(CN1CC(=0)NC(=0)C1)N1CC(=0)NC(=0)C1

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

45

46

47

48

49

CHEMBL12261

CHEMBL2104233

CHEMBL3989708

CHEMBL2105185

CHEMBL2110959

Name: METHYL PALMOXIRATE
Formula: C18H3403
SMILES: CCCCCCCCCCCCCCC1(C(=0)0C)CO1

Name: FENAMIFURIL
Formula: C14H17NO5
SMILES: NC(=0)clcecec10CC(=0)0OCC1CCCO1

Name: ROSAPROSTOL
Formula: C18H3403
SMILES: CCCCCCC1CCC(0)C1CCCCCCC(=0)0

Name: MOFOXIME
Formula: C14H18N204
SMILES: C/C(=N*“0O )clece(OCC(=0)N2CCOCC2)ccl

Name: METABUTETHAMINE
Formula: C13H20N202
SMILES: CC(C)CNCCOC(=0)clecee(N)el

Continued on next page
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Table S& — Continued

No. ChEMBL ID Images Description
OQ Name: ANCAROLOL
50 | CHEMBLI1742449 Tt
O Formula: C18H24N204
SMILES: CC(C)(C)NCC(0)COclececeINC(=0)cleccol
H—= O Name: IDRAPRIL
51 | CHEMBL2104330 }’\ I
CN T Formula: C11H18N205
SMILES: CN(CC(=0)NO)C(=0)[C@@H]1CCCC[CaQH]1C(=0)0
v Name: DUPRACETAM
52 | CHEMBL2104359 &W\kQ
’ b Formula: C12H18N404
SMILES: O=C(CN1CCCC1=0)NNC(=0)CN1CCCC1=0
A - Name: ACETAMINOSALOL
53 | CHEMBL92590 ALY
0 Formula: C15H13NO4
SMILES: CC(=0)Ncleee(OC(=0)c2ceccc20)ccl
A Name: SALINAZID
54 | CHEMBL201761 DT

Formula: C13H11N302
SMILES: O=C(N/N=C/clccccclO)cleencel

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

55

56

57

58

59

CHEMBL24609

CHEMBL382769

CHEMBL1351761

CHEMBL458769

CHEMBL152371

Name: MONOCTANOIN COMPONENT C
Formula: C19H3605
SMILES: CCCCCCCC(=0)0CC(CO)OC(=0)CCcCcCcCcCC

Name: XILOBAM
Formula: C14H19N30
SMILES: Cclecee(C)cINC(=0)/N=C1“CCCN 1C

Name: DINALINE
Formula: C13H13N30
SMILES: Ncleee(C(=0)Ne2cecee2N)ecl

Name: ETHOPABATE
Formula: C12H15N0O4
SMILES: CCOclee(NC(C)=0)ccclC(=0)0C

Name: PAFENOLOL
Formula: C18H31N303
SMILES: CC(C)NCC(0)COclcec(CCNC(=0)NC(C)C)cel

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

60

61

62

63

64

CHEMBL2105272

CHEMBL1887483

CHEMBL398110

CHEMBL2105256

CHEMBL1308252

OH

Name: QUATACAINE
Formula: C14H22N20
SMILES: CCCNC(C)(C)C(=0)NclceeeclC

Name: LAURIXAMINE
Formula: C15H33NO
SMILES: CCCCCCCCCCCCOCCCN

Name: UK-396,082
Formula: C12H21N302
SMILES: CCCnlene(C[CQH](CCCN)C(=0)0)cl

Name: PRANOSAL
Formula: C16H23NO3
SMILES: CC1CCC(C)N1CCCOC(=0)clcececlO

Name: FTAXILIDE
Formula: C16H15NO3
SMILES: Ceclecee(C)cINC(=0)clececelC(=0)0

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

65

66

67

68

69

CHEMBL267473

CHEMBL1625125

CHEMBL2110710

CHEMBL3707449

CHEMBL2105314

Name: DAZOXIBEN
Formula: C12H12N203
SMILES: O=C(O)clcec(OCCn2cene2)ccl

Name: PROPIPOCAINE
Formula: C17H25NO2
SMILES: CCCOclcee(C(=0)CCN2CCCCC2)ccl

Name: PAMATOLOL
Formula: C16H26N204
SMILES: COC(=0)NCCcleec(OCC(O)CNC(C)C)ecl
Name: PANGAMIC ACID
Formula: C10H19NOS
SMILES: CN(C)CC(=0)0C[C@@H](O)[C@aH](0)[C@H](0)[CQaH](0)C(=

Name: PRIBECAINE
Formula: C16H23NO3
SMILES: COclceee(C(=0)OCCCN2CCCCC2)cl

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

70

71

72

73

74

CHEMBL2106134

CHEMBL2104343

CHEMBL2104206

CHEMBL129529

CHEMBL2104064

NH

J

Name: DALBRAMINOL
Formula: C17H26N402
SMILES: Cclnn(C)c(C)ecINCCNCC(0O)COcleccecl

Name: DIETIFEN
Formula: C21H27NO2
SMILES: CCN(CC)CCOclece(C(=0)CCc2ccecc2)ecl

Name: DAPABUTAN
Formula: C19H40N202
SMILES: CCCCCCCCCCCCNCCCNC(C)CC(=0)0

Name: BUTACAINE
Formula: C18H30N202
SMILES: CCCCN(CCCC)CCCOC(=0)cleecc(N)eel

Name: AMFETAMINIL
Formula: C17H18N2
SMILES: CC(Ceclecccel)NC(C##N)clecceel

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

75

76

7

78

79

CHEMBL2104644

CHEMBL2106326

CHEMBL5095263

CHEMBL551786

CHEMBL2107232

Name: BENZESTROL
Formula: C20H2602
SMILES: CCC(clecee(O)ecl)C(CC)C(C)elece(O)ecl

Name: EDRONOCAINE
Formula: C15H25N02
SMILES: CCCOclccec(OCCN(C)C(C)C)el

Name: WP-1122
Formula: C10H1607
SMILES: CC(=0)0C[C@@H](O)[C@@H](O)[Ca@H](CC=0)0C(C)=0

Name: RECAINAM
Formula: C15H25N30
SMILES: Cclecee(C)cINC(=0)NCCCNC(C)C

Name: VALPROATE PIVOXIL
Formula: C14H2604
SMILES: CCCC(CCC)C(=0)0COC(=0)C(C)(C)C

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

80

81

82

83

84

CHEMBL2106609

CHEMBL2110707

CHEMBL2104651

CHEMBL289093

CHEMBL127865

HO

Name: DROXICAINIDE
Formula: C16H24N202
SMILES: Cclecee(C)cINC(=0)C1CCCCN1CCO

Name: SALETHAMIDE
Formula: C13H20N202
SMILES: CCN(CC)CCNC(=0)cleecceclO

Name: BUTILFENIN
Formula: C16H22N205
SMILES: CCCCeclece(NC(=0)CN(CC(=0)0)CC(=0)0)ccl

Name: BUTOXAMINE
Formula: C15H25N0O3
SMILES: COclcec(OC)c(C(O)C(C)NC(C)(C)C)el

Name: PIPEROCAINE
Formula: C16H23NO2
SMILES: CC1CCCCN1CCCOC(=0)clcccecl

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

85

86

87

88

89

CHEMBL2104082

CHEMBL2105571

CHEMBL371523

CHEMBL1551666

CHEMBL2104078

E

Name: CEDEFINGOL
Formula: C20H41NO3
SMILES: CCCCCCCCCCCCCCC[C@H](O)[C@H](CO)NC(C)=0

Name: ETILEFRINE PIVALATE
Formula: C15H23NO3
SMILES: CCNCC(O)clceec(OC(=0)C(C)(C)C)el

Name: DIBENZOYLMETHANE
Formula: C15H1202
SMILES: O=C(CC(=0)clecccecl)clececcl

Name: PROPYLENE GLYCOL MONOSTEARATE
Formula: C21H4203
SMILES: CCCCCCCCCCCCCCCCCC(=0)0CC(C)O

Name: APTOCAINE
Formula: C14H20N20
SMILES: CclcceccINC(=0)C(C)N1CCCCl1

Continued on next page
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Table S& — Continued

ChEMBL ID

Images

Description

90

91

92

93

94

CHEMBL2107071

CHEMBL2106641

CHEMBL2105464

CHEMBL2107406

CHEMBL2106702

Name: PADIMATE A
Formula: C14H21NO2
SMILES: CCCCCOC(=0)cleec(N(C)C)ecl

Name: GUAIAPATE
Formula: C18H29NO4
SMILES: COclcccecc10CCOCCOCCN1ICCCCC1

Name: SAFIRONIL
Formula: C15H23N304
SMILES: COCCCNC(=0)cleenc(C(=0)NCCCOC)cl

Name: LOPOBUTAN
Formula: C19H39NO3
SMILES: CCCCCCCCCCCCOCCCNC(C)CC(=0)0

Name: LORBAMATE
Formula: C12H22N204
SMILES: CCCC(C)(COC(N)=0)COC(=0)NC1CC1

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

95

96

97

98

99

CHEMBL156901

CHEMBL2105028

CHEMBL2105250

CHEMBL3989469

CHEMBL2106793

Name: MOPROLOL
Formula: C13H21NO3
SMILES: COclececelOCC(O)CNC(C)C

Name: DODICIN
Formula: C18H39N302
SMILES: CCCCCCCCCCCCNCCNCCNCC(=0)0

Name: PICOPERINE
Formula: C19H25N3
SMILES: clece(N(CCN2CCCCC2)Ce2cceen2)ccl

Name: MENGLYTATE
Formula: C14H2603

SMILES: CCOCC(=0)0[Ca@H]1C[C@H](C)CC[C@H]1C(C)C

Name: LUFIRONIL
Formula: C13H19N304
SMILES: COCCNC(=0)cleenc(C(=0)NCCOC)cl

Continued on next page
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No. ChEMBL ID Images Description

09

@07@ Name: PIDOLACETAMOL
S
Formula: C13H14N204

100 | CHEMBL2105249 /(N

SMILES: CC(=0)Nclcee(OC(=0)[C@@H]2CCC(=0)N2)ccl

><N " Name: BUNITROLOL
101 | CHEMBL418134 Y
OH H

Formula: C14H20N202
SMILES: CC(C)(C)NCC(0)COclecccclCHH#N

UH e\w Name: EDETOL
102 | CHEMBL1573178 )\/N\/\/\(
”O\e Formula: C14H32N204
SMILES: CC(O)CN(CCN(CC(C)0)CC(C)0)CC(C)O
: Name: PALMITIC ACID
103 | CHEMBLS82293 AAAAAAAA,

Formula: C16H3202
SMILES: CCCCCCCCCCCCCCCC(=0)0

Name: IBUVERINE
104 | CHEMBL2104313 0

>J ° Formula: C18H2603
SMILES: CC(C)COC(=0)C(0)(cleceeel )C1CCCCCT

Continued on next page




Table S& — Continued

RS

No. ChEMBL ID Images Description
e | Name: FELBAMATE
105 CHEMBL1094 .
)—«Hz Formula: C11H14N204

SMILES: NC(=0)OCC(COC(N)=0)clecccel

N : DYMANTHINE
106 | CHEMBL2110847 Aarnansmns e
Formula: C20H43N

SMILES: CCCCCCCCCCCCCCCCCCN(C)C

[ g Name: TALIBEGRON
107 | CHEMBLI1616411 ALY V\“Y@
Formula: C18H21NO4

SMILES: O=C(0)Cclccc(OCCNC[C@QH](O)c2cccec2)ccl

8 Name: ETANTEROL
108 | CHEMBL2106256 "
" Formula: C18H24N203

SMILES: CC(Ccleee(O)ecl)NCC(O)clee(N)ee(CO)el

Name: OCTAPINOL
109 | CHEMBL2104582 N\
Formula: C15H31NO

SMILES: CCCC(CCC)CC1CON(CCO)CCL

Continued on next page
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Table S& — Continued

No. ChEMBL ID Images Description
Name: PIPOCTANONE
110 | CHEMBL2106960
Formula: C22H35NO
SMILES: CCCCCCCCelece(C(=0)CCN2CCCCC2)ccl
} Name: KETOCAINOL
111 | CHEMBL2104326 A\
o >/ Formula: C18H31NO2
SMILES: CCCC(0O)clecccclOCCN(C(C)C)C(C)C
N Name: ALKYL (C12-15) BENZOATE
112 | CHEMBLA72518 Ww@
Formula: C19H3002
SMILES: CCCCCCCCCCCCOC(=0)cleceecd
, Name: DIBUTYL SEBACATE
113 | CHEMBL2106225 0000000 08¢
Formula: C18H3404
SMILES: CCCCOC(=0)CCCCCCCCC(=0)0CCCC
Ok Name: TOLYCAINE
114 | CHEMBL2105549 Y

Formula: C15H22N203
SMILES: CCN(CC)CC(=0)Ncle(C)eeeclC(=0)0C

Continued on next page
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ChEMBL ID

Description

115

116

117

118

119

CHEMBL2106532

CHEMBL2105316

CHEMBL1867802

CHEMBL2107643

CHEMBL3185938

Name: PROPETAMIDE
Formula: C14H22N202
SMILES: CCCNC(=0)C(C)Ncleee(OCC)ecl

Name: ROMIFENONE
Formula: C13H17NO3
SMILES: O=C(CCN1CCOCC1)clceceelO

Name: PINCAINIDE
Formula: C16H24N20
SMILES: Cclecee(C)cINC(=0)CN1CCCCCC1

Name: VELARESOL
Formula: C12H1405
SMILES: O=Cclc(0)ccecc10CCCCC(=0)0

Name: LEFETAMINE
Formula: C16H19N
SMILES: CN(C)[C@H](Cclceceeel)eleeceel

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

120

121

122

123

124

CHEMBL2107106

CHEMBL2104458

CHEMBL1581974

CHEMBL2107639

CHEMBL2107683

Name: PHTHALOFYNE
Formula: C14H1404
SMILES: C##CC(C)(CC)OC(=0)clececclC(=0)0

Name: VETRABUTINE
Formula: C20H27NO2
SMILES: COclecee(C(CCCc2cccec2)N(C)C)eclOC

Name: PICOBENZIDE
Formula: C156H16N20
SMILES: Cclee(C)ee(C(=0)NCe2cenec2)cl

Name: FENOCINOL
Formula: C16H1803
SMILES: COclcee(C(C)(O)c2cccec2)c(OC)cl

Name: IPRAVACAINE
Formula: C18H26N20
SMILES: Cclccee(C)cINC(=0)C1CCCCN1CC1CC1

Continued on next page
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Table S& — Continued

No. ChEMBL ID Images Description
N Name: DETANOSAL
125 | CHEMBL2106172 J
O o Formula: C13H19NO3
SMILES: CCN(CC)CCOC(=0)cleceeclO
<
vauUA Name: ACETYLTRIETHYL CITRATE
126 | CHEMBL2105928 o
< Formula: C14H2208
SMILES: CCOC(=0)CC(CC(=0)0CC)(0C(C)=0)C(=0)0CC
0
" Name: EUCAINE
127 | CHEMBL2110936 0
Formula: C15H21NO2
SMILES: C[CQH]1C[CQ@H](OC(=0)c2ccece2)CC(C)(C)N1
|/ Name: PYRICARBATE
128 | CHEMBLI1620144 T( Vi
/ ! g Formula: C11H15N304
SMILES: CNC(=0)OCclccee(COC(=0)NC)nl
AU \ Name: MEFEXAMIDE
129 | CHEMBL1368380 J YQ

Formula: C15H24N203
SMILES: CCN(CC)CCNC(=0)COclcee(OC)ecl

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

130

131

132

133

134

CHEMBL2106015

CHEMBL63440

CHEMBL1526558

CHEMBL353581

CHEMBL22916

Name: ATOLIDE
Formula: C18H23N30
SMILES: CCN(CC)clcee(NC(=0)c2cccec2N)e(C)el
Name: ALOXISTATIN
Formula: C17H30N205
SMILES: CCOC(=0)[C@H]10[C@@H]1C(=0)N[C@@H](CC(C)C)C(=0)NC

Name: METAZIDE
Formula: C13H14N602
SMILES: O=C(NNCNNC(=0)clcenecel)eleencel

Name: PYROXAMIDE
Formula: C13H19N303
SMILES: O=C(CCCCCCC(=0)Nclecencl)NO

Name: AMELTOLIDE
Formula: C156H16N20
SMILES: Cclecee(C)elNC(=0)clece(N)ceel

1C(C)C

Continued on next page



LS
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ChEMBL ID

Images

Description

135

136

137

138

139

CHEMBL569

CHEMBL934

CHEMBL1087

CHEMBL24

CHEMBL2106030

Name: PROCAINE
Formula: C13H20N202
SMILES: CCN(CC)CCOC(=0)clece(N)cel

Name: METYRAPONE
Formula: C14H14N20
SMILES: CC(C)(C(=0)clceencl)clecencl

Name: MEPIVACAINE
Formula: C15H22N20
SMILES: Cclecee(C)eclNC(=0)C1CCCCNI1C

Name: ATENOLOL
Formula: C14H22N203
SMILES: CC(C)NCC(0)COclece(CC(N)=0)ccl

Name: LEVOMOPROLOL
Formula: C13H21NO3
SMILES: COcleccecclOC[CQQH](O)CNC(C)C

Continued on next page
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ChEMBL ID

Description

140

141

142

143

144

CHEMBL1201233

CHEMBL1255840

CHEMBL4802134

CHEMBL154111

CHEMBL260829

Name: METHYLDOPATE
Formula: C12H17NO4
SMILES: CCOC(=0)[C@@](C)(N)Cclcce(O)c(O)cl

Name: NEBOGLAMINE
Formula: C13H24N203
SMILES: CC1(C)CCC(NC(=0)[C@@H](N)CCC(=0)0)CC1

Name: H-100
Formula: C11H11N303
SMILES: N##CCNC(=0)CNclcee(C(=0)0)ccl

Name: SALSALATE
Formula: C14H1005
SMILES: O=C(Oclcceccl1C(=0)0)cleceeclO

Name: NEFIRACETAM
Formula: C14H18N202
SMILES: Cclecee(C)cINC(=0)CN1CCCC1=0

Continued on next page
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ChEMBL ID

Description

145

146

147

148

149

CHEMBL783

CHEMBL343633

CHEMBL16503

CHEMBL1096979

CHEMBL1200370

Name: NATEGLINIDE
Formula: C19H27NO3
SMILES: CC(C)[C@H]1CC[C@QH](C(=0)N[C@H](Cc2cccecc2)C(=0)0)CC1

Name: ESATENOLOL
Formula: C14H22N203
SMILES: CC(C)NC[C@H](O)COclcec(CC(N)=0)ccl

Name: SALCAPROZIC ACID
Formula: C15H21NO4
SMILES: O=C(0O)CCCCCCCNC(=0)clcececlO

Name: BENSERAZIDE
Formula: C10H15N305
SMILES: NC(CO)C(=0)NNCclcee(0)e(O)elO

Name: BENZOYL PEROXIDE
Formula: C14H1004
SMILES: O=C(OOC(=0)clecceccl)elececel

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

150

151

152

153

154

CHEMBL1201117

CHEMBL1980825

CHEMBL1201227

CHEMBL1898058

CHEMBL2104816

Name: METHOCARBAMOL
Formula: C11H15NO5
SMILES: COclcceec10CC(O)COC(N)=0

Name: ANTINEOPLASTON A10
Formula: C13H14N203
SMILES: O=C1CC[C@QH](NC(=0)Cc2ccccc2)C(=0)N1

Name: CYCRIMINE
Formula: C19H29NO
SMILES: OC(CCN1CCCCC1)(cleeceel)C1CCCCL

Name: GUAIACOL CARBONATE
Formula: C15H1405
SMILES: COclecccec10OC(=0)0clececc1OC

Name: TYBAMATE
Formula: C13H26N204
SMILES: CCCCNC(=0)OCC(C)(CCC)COC(N)=0

Continued on next page
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19

No. ChEMBL ID Images Description
/
A 0 Name: AMYLOCAINE
155 | CHEMBL1740065
0 Formula: C14H21NO2

SMILES: CCC(C)(CN(C)C)OC(=0)cleccecl

&\)\\ Name: HEXYLCAINE

156 | CHEMBL1197 O
Formula: C16H23NO2
SMILES: CC(CNC1CCCCC1)OC(=0)clcececl
. Name: MABUPROFEN
157 CHEMBL2105154 /\/ \
w0 Formula: C15H23N0O2

SMILES: CC(C)Cecleee(C(C)C(=0)NCCO)ccl

0 Name: AR-42
158 CHEMBL191482 ”“@”{HH

Formula: C18H20N203
SMILES: CC(C)[C@H](C(=0)Nclcee(C(=0)NO)cel)cleceeel

o Name: CADRALAZINE
159 | CHEMBL2106561 )ﬂg ﬂd

= Formula: C12H21N503

SMILES: CCOC(=0)NNclcee(N(CC)CC(C)O)nnl

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

160

161

162

163

164

CHEMBL636

CHEMBL546

CHEMBL3707234

CHEMBL389507

CHEMBL6995

Name: RIVASTIGMINE
Formula: C14H22N202
SMILES: CCN(C)C(=0)Oclccee([CQH)(C)N(C)C)cl

Name: OXPRENOLOL
Formula: C15H23NO3
SMILES: C=CCOclcccec1OCC(O)CNC(C)C

Name: NICOFETAMIDE
Formula: C20H18N20
SMILES: O=C(NC(Cclecceeel)eleceeel)eleeencl

Name: OSALMID
Formula: C13H11NO3
SMILES: O=C(Nclecee(O)eel)eleecceeclO

Name: PRACTOLOL
Formula: C14H22N203
SMILES: CC(=0)Ncleee(OCC(O)CNC(C)C)ecl

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

165

166

167

168

169

CHEMBL1651913

CHEMBL118722

CHEMBL1196

CHEMBL1852164

CHEMBL1451173

g N\
Ho' , / \ /N\OH
OH i

Name: OXYFEDRINE
Formula: C19H23NO3
SMILES: COclceee(C(=0)CCN[C@@H](C)[C@H](O)c2ccece2)cl

Name: TRIBUTYRIN
Formula: C15H2606
SMILES: CCCC(=0)0CC(COC(=0)CCC)0C(=0)CCC

Name: PROPARACAINE
Formula: C16H26N203
SMILES: CCCOclecee(C(=0)OCCN(CC)CC)cclN

Name: LX-2931
Formula: C9H15N305
SMILES: C/C(=N“0O )clnce([C@@H](O)[C@H](O)[C@H](O)CO)[nH]|1

Name: DIPYROCETYL
Formula: C11H1006
SMILES: CC(=0)0Oclccee(C(=0)0)c10C(C)=0

Continued on next page
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Table S& — Continued

No. ChEMBL ID Images Description
. Name: SPAGLUMIC ACID
170 | CHEMBL2105616 HCL/CT/CT Formula: C11H16N208
*° SMILES: CC(=0)N[CQ@H](CC(=0)N[CQ@H](CCC(=0)0)C(=0)0)C(=0)
AL AL Name: PROPOXYCAINE
171 CHEMBL1195 /
S Formula: C16H26N203
SMILES: CCCOclee(N)eeelC(=0)OCCN(CC)CC
A Name: PIFOXIME
172 | CHEMBL1998966 0\ O
Formula: C15H20N203
SMILES: C/C(=N“0 )clece(OCC(=0)N2CCCCC2)ccl
i k Name: GUACETISAL
173 CHEMBL2105097 0
A Formula: C16H1405
SMILES: COclcececlOC(=0)cleccecc10C(C)=0
A Name: PROCAINAMIDE
174 CHEMBL640 J

Formula: C13H21N30
SMILES: CCN(CC)CCNC(=0)clece(N)ecl

Continued on next page
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Formula: C17H23N30

No. ChEMBL ID Images Description
i Name: CYCLANDELATE
175 | CHEMBL1480987 ;
L Formula: C17H2403
SMILES: CC1CC(OC(=0)C(0O)c2ccecc2)CC(C)(C)C1
0)\”‘“ Name: LACOSAMIDE
176 | CHEMBL58323 /JW
| Formula: C13H18N203
SMILES: COC[CQ@H](NC(C)=0)C(=0)NCclecceeel
q Name: TACEDINALINE
177 | CHEMBL235191 @/(
' ' Formula: C15H15N302
SMILES: CC(=0)Ncleee(C(=0)Ne2ecece2N)ecl
j\\/ Hw Name: TROFINETIDE
178 CHEMBL197084 o *O/CO OO% Formula: C13H21N306
i SMILES: C[C@@]1(C(=0)N[Ca@@H](CCC(=0)0)C(=0)0)CCCN1C(=0)CN
N/\/N/
\, N Name: PYRILAMINE
179 CHEMBL511 é/N
\

SMILES: COclecec(CN(CCN(C)C)c2cecen2)cel

Continued on next page
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ChEMBL ID

Description

180

181

182

183

184

CHEMBL272485

CHEMBL1736151

CHEMBL1077896

CHEMBLA417675

CHEMBL768

Name: DIBUTYL PHTHALATE
Formula: C16H2204
SMILES: CCCCOC(=0)clccceclC(=0)OCCCC

Name: ETAFENONE
Formula: C21H27NO2
SMILES: CCN(CC)CCOcleccceclC(=0)CCeleccecl

Name: ROPIVACAINE
Formula: C17H26N20
SMILES: CCCN1CCCC[C@H]1C(=0)Ncle(C)ececlC

Name: PALMIDROL
Formula: C18H37NO2
SMILES: CCCCCCCCCCCCCCCC(=0)NCCO

Name: ESMOLOL
Formula: C16H25N0O4
SMILES: COC(=0)CCeclcec(OCC(O)CNC(C)C)ecl

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

185

186

187

188

189

CHEMBL4297517

CHEMBLS86715

CHEMBL253592

CHEMBL5314595

CHEMBL2105039

Name: MAVACAMTEN
Formula: C15H19N302
SMILES: CC(C)nle(=0)cc(N[C@@H](C)c2cccec2)[nH]el=0

Name: PROCYCLIDINE
Formula: C19H29NO
SMILES: OC(CCN1CCCC1)(cleceecl)C1CCCCCL

Name: CAMYLOFIN
Formula: C19H32N202
SMILES: CCN(CC)CCNC(C(=0)OCCC(C)C)cleccecl

Name: ASPIRIN TRELAMINE
Formula: C15H21NO4
SMILES: CCN(CC)CCOC(=0)cleeccc1OC(C)=0

Name: HISTAPYRRODINE
Formula: C19H24N2
SMILES: clecc(CN(CCN2CCCC2)c2cceec2)ccl

Continued on next page
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Table S& — Continued

ChEMBL ID

Description

190

191

192

193

194

CHEMBL5314598

CHEMBL1201193

CHEMBL79

CHEMBL4297369

CHEMBLO98

Name: IBUPROFEN TRELAMINE
Formula: C19H31NO2
SMILES: CCN(CC)CCOC(=0)C(C)clece(CC(C)C)eel

Name: LEVOBUPIVACAINE
Formula: C18H28N20
SMILES: CCCCN1CCCC[C@H]1C(=0)Necle(C)eecclC

Name: LIDOCAINE
Formula: C14H22N20
SMILES: CCN(CC)CC(=0)Nclc(C)ececlC

Name: CP1-1189
Formula: C13H18N202
SMILES: CC(=0)Nclcee(C(=0)NC(C)(C)C)cel

Name: VORINOSTAT
Formula: C14H20N203
SMILES: O=C(CCCCCCC(=0)Ncleceecl)NO

Continued on next page
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No. ChEMBL ID Images Description

69

195 CHEMBL144673

&/ r& Name: HEXETIDINE

5
\% Formula: C21H45N3
SMILES: CCCCC(CC)CN1CN(CC(CC)CCCC)CC(C)(N)C1

w 0 Y Name: PROPACETAMOL
196 | CHEMBLI1851805 \/N\/loﬁ |

Formula: C14H20N203
SMILES: CCN(CC)CC(=0)0clecc(NC(C)=0)ccl

/4 Name: BENORILATE
197 | CHEMBL162036 \ @
Formula: C17H15NO5

SMILES: CC(=0)Ncleee(OC(=0)c2ccecc20C(C)=0)ccl

Name: TOLPERISONE

198 CHEMBL1076211 y
Formula: C16H23NO
SMILES: Cclece(C(=0)C(C)CN2CCCCC2)ccl
, : Name: DIETHYLHOMOSPERMINE
199 CHEMBL77101 NNV

Formula: C16H38N4

SMILES: CCNCCCCNCCCCNCCCCNCC

Continued on next page
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ChEMBL ID

Images

Description

200

CHEMBL5314387

Name: MK-1496
Formula: C14H24N20
SMILES: C[C@H](N)clece([C@H](O)CNC(C)(C)C)ecl




