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Table S1 OCEAN predictions for the new drugs on the market in ChREMBL20 and not inside ChREMBL17

(ChEMBL20_ChEMBL17_drug_difference), sorted according to the OCEAN rank.

Classificati Mechanism Of OCEAN
Structure Drug Name Molecule ID | TargetID | Target Name |e-value
on Action rank
N
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mical CHEMBL4299 <1.0E-
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transporte 10 253
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r
CP Family A G Muscarinic
Muscarinic
H protein- acetylcholine CHEMBL5232] 0.0001
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coupled receptor M3 99 795
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O receptor antagonist
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protein- Somatostatin CHEMBL3039 Somatostatin | <1.0E-
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receptor
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Desvenlafaxine CHEMBL228
transporte transporter inhibitor 565 transporter 06
r
OH
Family A G
protein- Kappa opioid CHEMBL5111] Kappa opioid | 3.21E-
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Table S2 All Targets available in OCEAN

TARGET_CHEMBL_ID

CHEMBL2736

CHEMBL4469
CHEMBL3421

CHEMBL2579

CHEMBL5101

CHEMBL5524

CHEMBL4679

CHEMBL4454

CHEMBL3111
CHEMBL5666

CHEMBL2111328

CHEMBL1615384

CHEMBL4096

CHEMBL1869
CHEMBL2226

CHEMBL4100

CHEMBL6117

CHEMBL1954

CHEMBL2111448

CHEMBL3401

CHEMBL5461

CHEMBL4713

CHEMBL2023

CHEMBL4014
CHEMBL2046267

CHEMBL3595

CHEMBL4954

CHEMBL2072

CHEMBL1293193
CHEMBL5747
CHEMBL2010624

TARGET_PREF_NAME

Metabotropic glutamate receptor 4
Small conductance calcium-activated
potassium channel protein 2
Phosphodiesterase 1A

GABA receptor alpha-6 subunit

Arylamine N-acetyltransferase 1

Protein-arginine N-methyltransferase 1

Branched-chain-amino-acid transferase

Tyrosine-protein kinase FGR

Ribosomal protein S6 kinase 2
Disks large homolog 4

Inhibitor of NF-kappa-B kinase (IKK)

Solute carrier family 12 member 5

Cellular tumor antigen p53

Ornithine decarboxylase
Caspase-4

Phospholipase C-gamma-2

Tyrosine-protein phosphatase non-
receptor type 9

Ribonucleoside-diphosphate reductase
M2 chain

CDK6/cyclin D3
Pregnane X receptor

Zinc finger protein GLI1

Carboxypeptidase N, catalytic subunit

Catechol O-methyltransferase

Tyrosine-protein kinase ABL2
Anoctamin-1

Glutamate receptor ionotropic, AMPA
3

Ephrin type-A receptor 3

Sodium channel protein type IV alpha
subunit

Atrial natriuretic factor
CREB-binding protein
Thioredoxin

COMPOUNDS

10

10
10

10

10

10

10

10

10
10

10

10

10

11
11

11

11

11

11

11

11

11

11

11
11

11

11

11

11
11
11

10



CHEMBL3730

CHEMBL2408
CHEMBL3257

CHEMBL6175
CHEMBL2232
CHEMBL6152
CHEMBL2826

CHEMBL2034803

CHEMBL2146302

CHEMBL4707

CHEMBL612409

CHEMBL2095202

CHEMBL5784

CHEMBL5990

CHEMBL2933

CHEMBL1641348

CHEMBL2308

CHEMBL4270

CHEMBL3290

CHEMBL1795168

CHEMBL3019

CHEMBL2282

CHEMBL4239

CHEMBL5554

CHEMBL1075165

CHEMBL212

CHEMBL5620

CHEMBL1250378

CHEMBL3409

CHEMBL2073673

Dihydropteridine reductase

Cytochrome P450 2C18
Aldehyde oxidase

Lysine-specific demethylase 4C
Subtilisin/kexin type 7
Alpha-synuclein
Subtilisin/kexin type 5

Regulator of G-protein signaling 8

Glutaminase kidney isoform,
mitochondrial

Matrix metalloproteinase 26
Anti-estrogen binding site (AEBS)
Troponin, cardiac muscle

NUAK family SNF1-like kinase 1

Breast cancer type 1 susceptibility
protein

Potassium-transporting ATPase alpha
chain 2

Solute carrier family 22 member 8

Endoplasmic reticulum mannosyl-

oligosaccharide 1,2-alpha-mannosidase

Matrix metalloproteinase 10

Ephrin type-B receptor 2

CDGSH iron-sulfur domain-containing
protein 1
Cytochrome P450 3A5

Glucose-6-phosphatase

Oligosaccharyl transferase 48 kDa
subunit

Phosphatidylinositol-4-phosphate 3-
kinase C2 domain-containing beta
polypeptide

Phosphatidylinositol 3-kinase catalytic
subunit type 3
Integrin alpha-Ilb

Proteasome subunit beta type-8

Splicing factor 3B subunit 3

Glutathione S-transferase Al

Solute carrier family 22 member 3

11

11
11

11
11
11
11

11

11

12

12

12

12

12

12

12

12

12

12

12

12

12

12

12

12

13

13

13

13

13

11



CHEMBL4328

CHEMBL4905

CHEMBL2633

CHEMBL6159

CHEMBL5807
CHEMBL2821

CHEMBL2111370
CHEMBL1832

CHEMBL5896

CHEMBL1293194

CHEMBL5685

CHEMBL2154

CHEMBL4245

CHEMBL2095198

CHEMBL4428

CHEMBL2508

CHEMBL1741162

CHEMBL1958

CHEMBL4229

CHEMBL4281

CHEMBL2284

CHEMBL2937

CHEMBL3000

CHEMBL5917

CHEMBL5284

CHEMBL3381
CHEMBL5514
CHEMBL5742
CHEMBL2343

CHEMBL4162

Betaine--homocysteine S-
methyltransferase 1

Receptor-type tyrosine-protein
phosphatase gamma

Prostatic acid phosphatase

Ubiquitin carboxyl-terminal hydrolase
isozyme L1

Myelin-associated glycoprotein

Coagulation factor XIl

GABA A receptor alpha-6/beta-
2/gamma-2
Calcitonin receptor

Lysine-specific demethylase 4A

Carnitine O-palmitoyltransferase 1,
liver isoform

Solute carrier family 22 member 1

Group IIE secretory phospholipase A2

Estrogen-related receptor gamma

Sulfonylurea receptor 2, Kir6.2

Prostaglandin 12 synthase

Cyclin-dependent kinase 6

Phosphomannomutase 2
3-beta-hydroxysteroid
dehydrogenase/delta 5-->4-isomerase
type |

Hydroxyacid oxidase 1

Group IID secretory phospholipase A2

Glyceraldehyde-3-phosphate
dehydrogenase liver

Matrix metalloproteinase 17

Elastase 1

Malate dehydrogenase, mitochondrial
CaM-kinase kinase beta

Small conductance calcium-activated
potassium channel protein 3
Huntingtin

Translocator protein

Serine/threonine-protein kinase Sgk1

Protein-tyrosine phosphatase 4A3

13

13

13

13

13
13

13
13

13

13

14

14

14

14

14

14

14

14

14

15

15

15

15

15

15

15
15
15
15

15

12



CHEMBL1697671
CHEMBL5287

CHEMBL6114

CHEMBL4398
CHEMBL2518

CHEMBL3684

CHEMBL2052038

CHEMBL5255

CHEMBL1628481

CHEMBL5936

CHEMBL3228

CHEMBL2247

CHEMBL3235
CHEMBL2118

CHEMBL3674

CHEMBL5850
CHEMBL1846

CHEMBL5754

CHEMBL2176846

CHEMBL1847

CHEMBL1293226

CHEMBL1943

CHEMBL4573
CHEMBL3849

CHEMBL3026

CHEMBL4903

CHEMBL2675

CHEMBL1988

CHEMBL4438

CHEMBL3924

CHEMBL1795166

Placenta growth factor
Bile acid transporter

Phospholipase A-2-activating protein

Purinergic receptor P2Y2
AICAR transformylase

Glutamate receptor ionotropic kainate
3

Long-chain fatty acid transport protein
1

Toll-like receptor 4

Apelin receptor

Toll-like receptor 7

Metabotropic glutamate receptor 8

Atrial natriuretic peptide receptor C

Isoleucyl-tRNA synthetase
Diamine oxidase

Fatty acid binding protein epidermal

Mas-related G-protein coupled
receptor member X1

Ryanodine receptor 1
MAP/microtubule affinity-regulating
kinase 4

Advanced glycosylation end product-
specific receptor

GABA receptor beta-3 subunit

Lysine-specific demethylase 4D-like

HLA class Il histocompatibility antigen
DRB1-1

Metabotropic glutamate receptor 6
Cytochrome P450 51

GABA receptor alpha-3 subunit

Low molecular weight phosphotyrosine
protein phosphatase

Glutamate receptor ionotropic kainate
5

Atrial natriuretic peptide receptor A
Serine/threonine protein phosphatase

PP1-gamma catalytic subunit

Dual specificity phosphatase 22

Sterol regulatory element-binding
protein 2

15
15

15

15
16

16

16

16

16

16

16

16

16
16

16

16
16

16

16

16

16

17

17
17

17

17

17

17

17

17

17

13



CHEMBL5866

CHEMBL3460

CHEMBL5364

CHEMBL4367

CHEMBL1926497

CHEMBL5578

CHEMBL1250417
CHEMBL4884

CHEMBL1075317
CHEMBL2111463

CHEMBL2963

CHEMBL5332

CHEMBL4677

CHEMBL1830

CHEMBL6095

CHEMBL1697668

CHEMBL3784

CHEMBL2111461

CHEMBL3255

CHEMBL6101

CHEMBL5460
CHEMBL1255126

CHEMBL1907591

CHEMBL5888
CHEMBL4666

CHEMBL2883
CHEMBL2997
CHEMBL3491

Catenin beta-1

HLA class Il histocompatibility antigen
DRB3-1

Serine/threonine protein kinase NLK

Tyrosine-protein kinase TXK
NADPH oxidase 5

Cyclin-dependent kinase 2-associated
protein 1

Potassium/sodium hyperpolarization-
activated cyclic nucleotide-gated
channel 4

Caspase-2

WD repeat-containing protein 5
GABA-B receptor

Matrix metalloproteinase 15

Mitogen-activated protein kinase 7

Apoptosis regulator Bcl-W

Ribonucleoside-diphosphate reductase
M1 chain

DNA (cytosine-5)-methyltransferase 3B

Solute carrier organic anion
transporter family member 1B1
Histone acetyltransferase p300
Integrin alpha-2/beta-3
Activating transcription factor 1
Signal transducer and activator of
transcription 1-alpha/beta

Heat shock 70 kDa protein 1
Protein Mdm4

Neuronal acetylcholine receptor;
alphad/betad

Mitogen-activated protein kinase
kinase kinase 14

Steroidogenic factor 1

Thymidine kinase, cytosolic
AMP deaminase 2
Cytochrome P450 2J2

17

17

17

17

17

17

18
18

18
18

18

18

18

18

18

18

18

18

18

18

18
19

19

19
19

19
19
19

14



CHEMBL6054

CHEMBL4181
CHEMBL2609

CHEMBL5347

CHEMBL2593

CHEMBL4208

CHEMBL3391

CHEMBL5879

CHEMBL4877

CHEMBL3119

CHEMBLA4835

CHEMBL4848

CHEMBL2273

CHEMBL3047

CHEMBL1806

CHEMBL4163

CHEMBL2104

CHEMBL5350

CHEMBL3179

CHEMBL6032

CHEMBL2316

CHEMBL4323

CHEMBL5545

CHEMBL3091

CHEMBL5699

CHEMBL5281

CHEMBL1989

CHEMBL1743125

CHEMBL4226

CHEMBL4050

PAS domain-containing
serine/threonine-protein kinase

S-adenosylmethionine decarboxylase 1
NAALADase Il

Glucose-6-phosphate 1-dehydrogenase

Peptide N-myristoyltransferase 1

Proteasome component C5

Threonyl-tRNA synthetase

Hematopoietic prostaglandin D
synthase

Neuropeptide Y receptor type 4

Transient receptor potential cation

channel subfamily V member 4

L-lactate dehydrogenase A chain

Eukaryotic translation initation factor
Caspase-9

Hypoxia-inducible factor prolyl 4-
hydroxylase

DNA topoisomerase Il alpha

Toll-like receptor 2

P2X purinoceptor 4

Bone morphogenetic protein 4
Tyrosyl-tRNA synthetase

Histone-lysine N-methyltransferase, H3
lysine-9 specific 3

Granzyme B

Phospholipase A2 group V

Sn1-specific diacylglycerol lipase alpha
Neurotensin receptor 3
Serine/threonine-protein kinase SIK2
Cytochrome P450 2E1

Renal dipeptidase

Solute carrier family 15 member 2

Dual specificity protein kinase CLK3

FK506 binding protein 4

19

19
19

19

19

19

19

19

19

19

19

19

19

19

19

19

19

20

20

20

20

20

20

20

20

20

20

20

20

20

15



CHEMBL2034807
CHEMBL2075

CHEMBL2346488

CHEMBL5048

CHEMBL6120

CHEMBL1795171

CHEMBL2225

CHEMBL1970

CHEMBL3797

CHEMBL3125

CHEMBL1075163

CHEMBL4901

CHEMBL1287627

CHEMBL1293258

CHEMBL3189

CHEMBL2951

CHEMBL5916

CHEMBL2911

CHEMBL1741186

CHEMBL1795195
CHEMBL2392

CHEMBL2378

CHEMBL2608

CHEMBL2221347
CHEMBL5610

CHEMBL1828

CHEMBL2246

CHEMBL3918
CHEMBL6164

DNA repair protein RAD51 homolog 1
Cyclophilin B

Proliferating cell nuclear antigen

Neutral cholesterol ester hydrolase 1

Solute carrier family 22 member 12

Potassium/sodium hyperpolarization-
activated cyclic nucleotide-gated
channel 1

Cathepsin H

Alcohol dehydrogenase alpha chain

Serine-protein kinase ATM

Ribosomal protein S6 kinase alpha 4

Serine/threonine-protein kinase haspin

Ephrin type-B receptor 3

Cytochrome b-245 heavy chain

Mothers against decapentaplegic
homolog 3

Adenylate cyclase type V
Subtilisin/kexin type 6

Membrane-bound transcription factor
site-1 protease

Phosphoenolpyruvate carboxykinase
cytosolic

Nuclear receptor ROR-gamma

Serine/threonine-protein kinase SMG1
DNA polymerase beta

Dual specificity phosphatase Cdc25C

Lysosomal alpha-glucosidase

Voltage-gated potassium channel, IKs;
KCNQ1(Kv7.1)/KCNE1(MinK)
Prostasin

DNA polymerase alpha subunit
Aldehyde reductase

Receptor-type tyrosine-protein
phosphatase alpha
Tankyrase-1

20
20

20

20

20

20

20

20

20

21

21

21

21

21

21

21

21

21

21

21
22

22

22

22
22

22

22

23
23

16



CHEMBL2111339

CHEMBL3935

CHEMBL3218

CHEMBL3171

CHEMBL2476

CHEMBL3251

CHEMBL1641347

CHEMBL4521

CHEMBL4039

CHEMBL1293224

CHEMBL2029198

CHEMBL5409

CHEMBL2024

CHEMBL2010631

CHEMBL1293191

CHEMBL4766
CHEMBL2738

CHEMBL4445

CHEMBL1293229

CHEMBL5122

CHEMBL2111413

CHEMBL2755

CHEMBL3896

CHEMBL1973

CHEMBL1293265
CHEMBL2136

CHEMBL5649

CHEMBL4692

CHEMBL2731
CHEMBL3194

GABA A receptor alpha-3/beta-
2/gamma-2

Serine/threonine-protein kinase
Aurora-C
CD22

Folylpoly-gamma-glutamate synthetase

Voltage-gated potassium channel
subunit Kv7.2

Nuclear factor NF-kappa-B p105
subunit

Solute carrier family 22 member 6
Cytochrome P450 24A1

Choline acetylase

Microtubule-associated protein tau

Rap guanine nucleotide exchange
factor 4

G-protein coupled bile acid receptor 1

Follicle stimulating hormone receptor

C-X-C chemokine receptor type 7

Transcriptional regulator ERG

Pyruvate dehydrogenase kinase
isoform 1

Acrosin

Serine/threonine protein phosphatase
2B catalytic subunit, alpha isoform

Nuclear receptor subfamily 4 group A
member 1

Discoidin domain-containing receptor 2

GABA A receptor alpha-2/beta-
2/gamma-2

Glutathione reductase

Voltage-gated calcium channel
alpha2/delta subunit 2

Tyrosinase

Serine/threonine-protein phosphatase
Pepsinogen C

Prokineticin receptor 1

HLA-DR antigens-associated invariant
chain

Galanin receptor 3
Transthyretin

23

23

23

23

23

23

23

23

23

23

23

23

24

24

24

24
24

24

24

25

25

25

25

25

25
25

25

25

25
26

17



CHEMBL4917

CHEMBL3068

CHEMBL5558

CHEMBL4136

CHEMBL2182
CHEMBL5174

CHEMBL3190
CHEMBL1075097

CHEMBL6005

CHEMBL3161

CHEMBL3295

CHEMBL1275217

CHEMBL6029

CHEMBL4327
CHEMBL5080

CHEMBL5952

CHEMBL1743126

CHEMBL2046259

CHEMBL5891

CHEMBL1293274

CHEMBL5951

CHEMBL2111366

CHEMBL1795148

CHEMBL5368

CHEMBL2052031

CHEMBL4883

CHEMBL1743122

CHEMBL2111387
CHEMBL2517

CHEMBL1770047

Complement C3

Neuronal acetylcholine receptor
subunit alpha-3

Voltage-gated T-type calcium channel
alpha-1I subunit

Phospholipase A2 group 1VB

Serotonin le (5-HT1e) receptor
Neuropilin-1

Glutamate receptor ionotropic, AMPA
4

Arginase-1
Serine/threonine-protein kinase 33
Leukocyte adhesion molecule-1

Pepsin A
C-C motif chemokine 5

Eukaryotic translation initiation factor
2-alpha kinase 1

Fatty acid transport protein 4
Endothelial lipase

Neuropeptide FF receptor 2

Multidrug and toxin extrusion protein 1
Kynurenine/alpha-aminoadipate
aminotransferase, mitochondrial
Protein arginine N-methyltransferase 3
Eukaryotic translation initiation factor
4H

Neuropeptide FF receptor 1

GABA A receptor alpha-4/beta-
3/gamma-2

Arginase-2, mitochondrial

Amiloride-sensitive cation channel 3

Peptidyl-prolyl cis-trans isomerase
FKBP5

Urokinase plasminogen activator
surface receptor

Solute carrier family 22 member 2

NPM/ALK (Nucleophosmin/ALK
tyrosine kinase receptor)

Cathepsin F

Low affinity sodium-glucose
cotransporter

26

26

26

26

26
27

27
27

27

27

27

27

28

28
28

28

28

28

28

28

29

29

29

29

29

29

30

30
30

30
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CHEMBL3623

CHEMBL4411
CHEMBL5465

CHEMBL3751

CHEMBL4069

CHEMBL2428

CHEMBL2111377
CHEMBL4611
CHEMBL1615381
CHEMBL1293240
CHEMBL2099

CHEMBL5112

CHEMBL2873

CHEMBL2870

CHEMBL4580

CHEMBL4461

CHEMBL4959

CHEMBL4956
CHEMBL5982

CHEMBL4305

CHEMBL5905

CHEMBL3492

CHEMBL4016
CHEMBL2424

CHEMBL2693

CHEMBL5319

CHEMBL3344

CHEMBL6115

CHEMBL4304

CHEMBL4958
CHEMBL2157

Quinone reductase 1)

Prostaglandin E synthase 2
Polycystin-2

Estrogen-related receptor beta

Corticotropin releasing factor receptor
2

Myosin light chain kinase, smooth
muscle

CDC7/DBF4 (Cell division cycle 7-
related protein kinase/Activator of S
phase kinase)

Complement Cl1r
Menin
Plectin

Prostate specific antigen

GABA receptor alpha-5 subunit

Mitogen-activated protein kinase
kinase kinase 10

Methionyl-tRNA synthetase
Thymidine kinase, mitochondrial
NAD-dependent deacetylase sirtuin 3
Gastrin releasing peptide receptor
GABA receptor alpha-2 subunit

ADAM9

Intermediate conductance calcium-
activated potassium channel protein 4

Aldo-keto reductase family 1 member
Cc1

Proteasome Macropain subunit

Glutamate receptor ionotropic, AMPA
2

Glyoxalase |

Cystinyl aminopeptidase

Epithelial discoidin domain-containing
receptor 1

Fatty acid binding protein muscle
Lysosomal protective protein
Calcium-activated potassium channel
subunit alpha-1

Dynamin-1
Interleukin-8

30

30
30

30

30

30

30
30
30
31
31

31

31

31

31

31

32

32
32

32

32

32

33
33

33

33

33

33

33

33
34
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CHEMBL2474 Methionine aminopeptidase 1

Histone-lysine N-methyltransferase, H3
CHEMBL1795117 lysine-79 specific

CHEMBL5573 Intestinal alkaline phosphatase

Acetylcholine receptor;

CHEMBL1907588 alphal/betal/delta/gamma
CHEMBL6136 Lysine-specific histone demethylase 1
CHEMBL6000 Serine/threonine-protein kinase RIO2

ATP-sensitive inward rectifier

CHEMBL1293292 potassium channel 1
Cell division cycle 2-like protein kinase
CHEMBL6002 6

Mitogen-activated protein kinase
CHEMBL2708 kinase kinase 11

KH domain-containing, RNA-binding,
signal transduction-associated protein

CHEMBL1795190 1

CHEMBL4973 Excitatory amino acid transporter 2
C3a anaphylatoxin chemotactic

CHEMBL4761 receptor

CHEMBL4647 Peptide deformylase mitochondrial

CHEMBL4342 Group X secretory phospholipase A2

Neuronal acetylcholine receptor;
CHEMBL2109234 alpha3/beta2

Calcitonin-gene-related peptide

CHEMBL2107838 receptor, CALCRL/RAMP1
CHEMBL2111432 P13-kinase p110-delta/p85-alpha
CHEMBL4070 Casein kinase Il alpha (prime)
CHEMBL2721 Excitatory amino acid transporter 3
CHEMBL3166 Protein-tyrosine phosphatase 1C
CHEMBL5938 Serine/threonine-protein kinase PLK2
CHEMBL5366 Poly [ADP-ribose] polymerase 2
CHEMBL4729 Cytochrome P450 2B6

15-hydroxyprostaglandin
CHEMBL1293255 dehydrogenase [NAD+]

CHEMBL3817 Bcl2-antagonist of cell death (BAD)



CHEMBL2552

CHEMBL2111421

CHEMBL1926488

CHEMBL5785

CHEMBL2634

CHEMBL2111363

CHEMBL3660

CHEMBL5975

CHEMBL1914272

CHEMBL3720

CHEMBL4370

CHEMBL3965

CHEMBL5038

CHEMBL3997

CHEMBL5406

CHEMBL2748

CHEMBL3761

CHEMBL5619

CHEMBL1795091

CHEMBL1935

CHEMBL1932895

CHEMBL2706

CHEMBL2095215
CHEMBL6154
CHEMBL2088

CHEMBL4718

CHEMBL4267
CHEMBL2998

Carboxypeptidase B

Transcription factor AP1

Protoporphyrinogen oxidase

Interferon-induced, double-stranded

RNA-activated protein kinase

Tyrosine-protein kinase CSK

Histone deacetylase 3/Nuclear
receptor corepressor 2
(HDAC3/NCoR2)

Vitronectin receptor alpha

Serine/threonine-protein kinase RIO1

Scavenger receptor class B member 1

ATP-citrate synthase

UDP-glucuronosyltransferase 2B7

Leucine aminopeptidase

Melanin-concentrating hormone
receptor 2

Insulin-like growth factor binding
protein 3

Histone-arginine methyltransferase
CARM1

Sucrase-isomaltase
Beta-glucosidase

DNA-(apurinic or apyrimidinic site)
lyase

Regulator of G-protein signaling 4

Aldehyde dehydrogenase

Natural resistance-associated
macrophage protein 2

Receptor-type tyrosine-protein
phosphatase beta

Ribonucleoside-diphosphate reductase
RR1

Tankyrase-2
Carboxypeptidase Al

MAP kinase-interacting

serine/threonine-protein kinase MNK1

TGF-beta receptor type Il
P2X purinoceptor 3

37

37

37

37

38

38

38

38

38

38

38

38

39

39

39

39

39

39

39

39

39

40

40
40
40

40

40
4
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CHEMBL4670

CHEMBL1940

CHEMBL1791

CHEMBL3236

CHEMBL3902

CHEMBL2872

CHEMBL4176

CHEMBL6014

CHEMBL6044

CHEMBL5500

CHEMBL4360

CHEMBL1962

CHEMBL2009

CHEMBL2360

CHEMBL2007628
CHEMBL4619
CHEMBL3923
CHEMBL2912
CHEMBL1921664

CHEMBL5293

CHEMBL2864

CHEMBL2073

CHEMBL3085

CHEMBL1795138

CHEMBL2616

CHEMBL1293287

CHEMBL4931
CHEMBL1910

MAP kinase-activated protein kinase 3

Voltage-gated L-type calcium channel
alpha-1C subunit

Amiloride-sensitive sodium channel
alpha-subunit

Protein-tyrosine phosphatase G1

Glutathione S-transferase Pi

Mitogen-activated protein kinase
kinase kinase 9

Alpha-L-fucosidase |

Testis-specific serine/threonine-protein

kinase 2

Bcl-2-related protein A1

Histone acetyltransferase PCAF
Monocarboxylate transporter 1
GABA receptor alpha-1 subunit

Glutamate receptor ionotropic, AMPA
1

Hypoxanthine-guanine
phosphoribosyltransferase
Tyrosine-protein phosphatase non-
receptor type 5

Phosphodiesterase 1C

Nischarin

AMP deaminase 3

Appetite-regulating hormone

Calcitonin gene-related peptide 1

6-0O-methylguanine-DNA
methyltransferase

Tyrosine-protein kinase YES

Excitatory amino acid transporter 1

Transmembrane protease serine 11D

Acetyl-CoA acetyltransferase,
mitochondrial

Insulin-degrading enzyme
3-beta-hydroxysteroid-

delta(8),delta(7)-isomerase
Adenosine deaminase

41

41

42

42

42

42

42

42

42

42

42

43

43

43

43
43
43
43
44

44

44

44

44

44

44

44

45
45
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CHEMBL3310

CHEMBL3724
CHEMBL5027

CHEMBL2899

CHEMBL5493

CHEMBL5024

CHEMBL2150838

CHEMBL3878

CHEMBL5285

CHEMBL5533

CHEMBL2553

CHEMBL1929

CHEMBL2200

CHEMBL1741208

CHEMBL4175

CHEMBL5857

CHEMBL4465

CHEMBL2888

CHEMBL4736

CHEMBL5652

CHEMBL3638

CHEMBL1744525

CHEMBL3117

CHEMBL1915

CHEMBL5689
CHEMBL4549

CHEMBL4142

CHEMBL5331

CHEMBL4444

CHEMBL5983
CHEMBL2885

CHEMBL5703

Histone deacetylase 11

Lysophosphatidic acid receptor Edg-4
Flap endonuclease 1

Brain adenylate cyclase 1
Free fatty acid receptor 2
Serine-protein kinase ATR

Succinate receptor 1
Phosphodiesterase 6A

Mitogen-activated protein kinase
kinase kinase 5

Nuclear factor NF-kappa-B p65 subunit

Ribosomal protein S6 kinase alpha 1

Xanthine dehydrogenase

Matrix metalloproteinase 16

NACHT, LRR and PYD domains-
containing protein 3

Tyrosine-protein kinase CTK

Trace amine-associated receptor 1

Acyl coenzyme A:cholesterol
acyltransferase 2

Metabotropic glutamate receptor 3

DNA excision repair protein ERCC-5

Glucose-dependent insulinotropic
receptor

RAS guanyl releasing protein 3

Nicotinamide
phosphoribosyltransferase
Choline kinase alpha
Tubulin beta-1 chain

Tryptophan 5-hydroxylase 1
Apolipoprotein B-100

Fibroblast growth factor receptor 2

Proto-oncogene tyrosine-protein
kinase MER

Vitamin K-dependent protein C

Aldo-keto reductase family 1 member

B10
Carbonic anhydrase IlI

Tyrosine-protein kinase Srms

45

45
45

45

45

46

46

46

46

47

47

47

47

47

47

47

47

47

47

48

48

48

48

48

48
49

49

49

49

49
49

49
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CHEMBL2531

CHEMBL4843
CHEMBL4145

CHEMBL3735

CHEMBL3521

CHEMBL3385

CHEMBL5162

CHEMBL2940

CHEMBL6030

CHEMBL1615387

CHEMBL3592

CHEMBL5026

CHEMBL2063

CHEMBL2598

CHEMBL2447

CHEMBL5683

CHEMBL4941

CHEMBL1882
CHEMBL3721

CHEMBL1795186

CHEMBL2514
CHEMBL4894

CHEMBL1293289

CHEMBL3092
CHEMBL2716

CHEMBL4376

CHEMBL6113

CHEMBL2111407

CHEMBL4135
CHEMBL5705
CHEMBL3439
CHEMBL2319

P2X purinoceptor 2

C-X3-C chemokine receptor 1
Histone deacetylase 9

Vascular cell adhesion protein 1
Receptor-type tyrosine-protein
phosphatase F (LAR)

MAP kinase ERK1

Neuropeptide S receptor

Immunoglobulin epsilon Fc receptor

Eukaryotic translation initiation factor
2-alpha kinase 3

Nuclear receptor coactivator 1
Squalene monooxygenase
Serine/threonine-protein kinase EEF2K
Ceramide glucosyltransferase

Protein kinase C iota

Deoxycytidine kinase

Serine/threonine-protein kinase DCLK1

S-methyl-5-thioadenosine
phosphorylase

Neuronal acetylcholine receptor
protein alpha-4 subunit

Cytochrome P450 2C8
Bromodomain-containing protein 3

Neurotensin receptor 2
Galanin receptor 1

Bromodomain-containing protein 2
Cathepsin E
Histone deacetylase 7

Dual-specificity tyrosine-
phosphorylation regulated kinase 2

Phosphoethanolamine/phosphocholine
phosphatase

Integrin alpha-V/beta-1

Geranylgeranyl transferase type | beta
subunit

Egl nine homolog 3

Aminopeptidase A

Kallikrein 1

50

50
50

51

51

51

51

51

51

52

52

52

52

52

53

53

53

54
54

54

55
55

55

55
56

56

56

56

57
57
57
57
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CHEMBL3028

CHEMBL4769

CHEMBL2167

CHEMBL3736

CHEMBL2095172

CHEMBL2810

CHEMBL1907604
CHEMBL4796

CHEMBL1293266
CHEMBL3972
CHEMBL5073

CHEMBL1859
CHEMBL3535

CHEMBL6003

CHEMBL5932

CHEMBL3687

CHEMBL3094

CHEMBL2003

CHEMBL3106

CHEMBL2164

CHEMBL4051

CHEMBL2007629

CHEMBL3983
CHEMBL2439

CHEMBL2074

CHEMBL1987
CHEMBL4878
CHEMBL2047
CHEMBL2820

Hypoxia-inducible factor prolyl
hydroxylase 1

Geranylgeranyl pyrophosphate
synthetase

Transforming protein p21/H-Ras-1

Angiotensin-converting enzyme 2

GABA-A receptor; alpha-1/beta-
2/gamma-2

Protein-glutamine gamma-
glutamyltransferase K

Glutamate NMDA receptor;
GRIN1/GRIN2A

Beta-chymotrypsin

Nucleotide-binding oligomerization
domain-containing protein 2

GAR transformylase
CaM kinase | delta

Voltage-gated T-type calcium channel
alpha-1H subunit
Phosphodiesterase 9A

Testis-specific serine/threonine-protein
kinase 1

LIM domain kinase 2

Arachidonate 12-lipoxygenase

MAP kinase-activated protein kinase 5

Retinoic acid receptor gamma

Thymidine phosphorylase

Serine/threonine protein phosphatase
PP1-alpha catalytic subunit

Cystic fibrosis transmembrane
conductance regulator

26S proteasome non-ATPase
regulatory subunit 14

Dual specificity protein kinase TTK
Myeloperoxidase

Maltase-glucoamylase

Prostanoid FP receptor
Cytochrome P450 1B1

Bile acid receptor FXR

Coagulation factor X|

57

58

58

58

58

58

58
59

59
60
61

61
61

61

62

62

63

63

63

63

64

64

64
64

65

66
66
66
66
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CHEMBL2027

CHEMBL2015
CHEMBL4147
CHEMBL5282
CHEMBL5517

CHEMBL5203
CHEMBL1903

CHEMBL5137
CHEMBL4158
CHEMBL3060
CHEMBL2563
CHEMBL5401
CHEMBL3419
CHEMBL3912
CHEMBL3863
CHEMBL5378
CHEMBL1287628
CHEMBL2111357
CHEMBL5485
CHEMBL2111459
CHEMBL2252
CHEMBL2231

CHEMBL5335

CHEMBL3429
CHEMBL4977

CHEMBL2275

CHEMBL5455

CHEMBL1782

CHEMBL5451

CHEMBL2493

CHEMBL2083

CHEMBL4187

CHEMBL2664

CHEMBL1293286
CHEMBL2386

CHEMBL2055
CHEMBL3593

Niemann-Pick C1-like protein 1

Glutamate (NMDA) receptor subunit
zeta 1

CaM kinase Il alpha
Cytochrome P450 2A6

Secreted frizzled-related protein 1

dUTP pyrophosphatase
GABA transporter 1

Metabotropic glutamate receptor 2
Fatty acid synthase

Glycine transporter 2

Histone deacetylase 5

Signal transducer and activator of
transcription 6

Carboxypeptidase B2 isoform A

Carbonic anhydrase Xl
Protein kinase C mu
P-selectin

NADPH oxidase 1
Calpain 1

D-amino-acid oxidase

Rho-associated protein kinase
Dipeptidyl peptidase |
Cytochrome P450 1A1
Baculoviral IAP repeat-containing

protein 3

Estrogen-related receptor alpha
Proto-oncogene c-JUN

Sorbitol dehydrogenase

Tyrosine-protein kinase FES

Farnesyl diphosphate synthase

Sodium channel protein type X alpha
subunit

CaM kinase | alpha

Fatty acid binding protein adipocyte

Sodium channel protein type Il alpha
subunit

Adenosylhomocysteinase

Polyadenylate-binding protein 1
Chymotrypsin C

Retinoic acid receptor alpha
Lanosterol synthase

66

66
67
67
67

67
67

67
67
68
68
68
68
68
68
68
69
70
70
70
71
72

72

72
72

73

73

74

74

74

75

75

75

75
76

76
77

26



CHEMBL6007

CHEMBL3683
CHEMBL3176

CHEMBL2095174

CHEMBL2288

CHEMBL2203

CHEMBL4530

CHEMBL1784

CHEMBL3268

CHEMBL3746

CHEMBL2008
CHEMBL5480

CHEMBL5678

CHEMBL1870

CHEMBL3819

CHEMBL5966

CHEMBL4081

CHEMBL2536

CHEMBL2896
CHEMBL4394

CHEMBL2004

CHEMBL290

CHEMBL2095190

CHEMBL1741200

CHEMBL2734

CHEMBL291

CHEMBL4261

CHEMBL3402

CHEMBL5847

CHEMBL1275212

CHEMBL1822

CHEMBL1075115
CHEMBL3913

Transient receptor potential cation
channel subfamily A member 1

Glutamate receptor ionotropic kainate
2

Galanin receptor 2

SUMO-activating enzyme

Peptidyl-prolyl cis-trans isomerase
NIMA-interacting 1

Motilin receptor
Coagulation factor XIlI

Glucagon-like peptide 1 receptor

Pl4-kinase beta subunit

11-beta-hydroxysteroid dehydrogenase
2

Retinoic acid receptor beta
Perforin-1

G protein-coupled receptor kinase 5

Retinoid X receptor beta

Lysophosphatidic acid receptor Edg-2

1gG receptor FcRn large subunit p51
Coagulation factor IIl
Phospholipase D1

cGMP-dependent protein kinase 2
Sphingosine kinase 1

Retinoid X receptor gamma
Phosphodiesterase 3B

GABA-A receptor; alpha-6/beta-
3/gamma-2

Putative hexokinase HKDC1
Phospholipase D2
Phosphodiesterase 4C

Hypoxia-inducible factor 1 alpha

Alkaline phosphatase placental-like

Aldo-keto reductase family 1 member
c2

Ketohexokinase

Inosine-5'-monophosphate
dehydrogenase 1

Dual specificity tyrosine-
phosphorylation-regulated kinase 4
Complement Cls

77

77
77

77

77

78

78

79

79

79

81
81

81

81

82

82

82

83

84
84

85

85

86

87

88

88

88

89

89

89

89

90
90
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CHEMBL2717

CHEMBL4315

CHEMBL4508

CHEMBL3250

CHEMBL3378

CHEMBL2758

CHEMBL4224

CHEMBL4506

CHEMBL4683

CHEMBL1163125

CHEMBL4600

CHEMBL1805

CHEMBL5399

CHEMBL2085

CHEMBL4772

CHEMBL3526

CHEMBL5103

CHEMBL1907

CHEMBL3180

CHEMBL1803

CHEMBL4422

CHEMBL2111288

CHEMBL5141

CHEMBL2274

CHEMBL5413

CHEMBL1250375

CHEMBL3437
CHEMBL5575

CHEMBL2903

CHEMBL5704

Phosphodiesterase 11A

Purinergic receptor P2Y1

Glutaminyl-peptide cyclotransferase

Lysophosphatidic acid receptor Edg-7

Tumor necrosis factor receptor R1

Mannose-6-phosphate isomerase

Dual specificty protein kinase CLK1

NAD-dependent deacetylase sirtuin 1

Fibroblast activation protein alpha

Bromodomain-containing protein 4

Serine/threonine-protein kinase PAK 1

Serotonin 1f (5-HT1f) receptor

Pituitary adenylate cyclase-activating
polypeptide type | receptor

Macrophage migration inhibitory
factor

1-acylglycerol-3-phosphate O-
acyltransferase beta

Muscle glycogen phosphorylase
Histone deacetylase 10

Aminopeptidase N
Carboxylesterase 2

Leukocyte adhesion glycoprotein LFA-1
alpha

Free fatty acid receptor 1

Cyclin-dependent kinase 7/ cyclin H

Cytochrome P450 26A1

Sphingosine 1-phosphate receptor Edg-
8

Metastin receptor
NADPH oxidase 4

Amine oxidase, copper containing
Lysyl-tRNA synthetase

Arachidonate 15-lipoxygenase

Elongation of very long chain fatty
acids protein 6

90

91

91

91

92

93

95

95

95

95

95

95

96

96

97

98

98

99

100

100

101

102

102

102

103

103

103
104

104

106
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CHEMBL2111416

CHEMBL2111367

CHEMBL5462

CHEMBL1949

CHEMBL3529

CHEMBL3438

CHEMBL4674
CHEMBL3272

CHEMBL1798

CHEMBL4374

CHEMBL3636

CHEMBL4383

CHEMBL1904

CHEMBL4123

CHEMBL2889

CHEMBL3961

CHEMBL3359

CHEMBL4685

CHEMBL3308

CHEMBL4662

CHEMBL1075145

CHEMBL1293267

CHEMBL2955

CHEMBL4462
CHEMBL4071

CHEMBL4080
CHEMBL1293249

CHEMBL1918

CHEMBL3775

CHEMBL4601
CHEMBL3691

CHEMBL2179

Integrin alpha-V/beta-6
P13-kinase p110-alpha/p85-alpha
Baculoviral IAP repeat-containing

protein 2
Cyclophilin A

Inhibitor of nuclear factor kappa B
kinase epsilon subunit
Protein kinase C zeta

MAP kinase p38 gamma
Cathepsin L2

Cysteinyl leukotriene receptor 1

Photoreceptor-specific nuclear
receptor

Neuromedin B receptor

Gastric inhibitory polypeptide receptor

Glutamate [NMDA] receptor subunit
epsilon 2

Neurotensin receptor 1

Hematopoietic cell protein-tyrosine
phosphatase 70Z-PEP

MAP kinase p38 beta

Formyl peptide receptor 1

Indoleamine 2,3-dioxygenase

Caspase-6

Proteasome Macropain subunit MB1

Transitional endoplasmic reticulum
ATPase

G-protein coupled receptor 35

Sphingosine 1-phosphate receptor Edg-
5

NAD-dependent deacetylase sirtuin 2
Cathepsin G

Bombesin receptor subtype-3
Kruppel-like factor 5

Glutamate receptor ionotropic kainate
1
Dual specificity phosphatase Cdc25A

Tyrosine-protein kinase BRK
Autotaxin

Beta-glucocerebrosidase

106

106

106

107

109

110

110
110

111

111

111

111

111

112

112

112

112

112

112

112

112

113

114

114
114

114
114

115

116
116

116
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CHEMBL4896
CHEMBL5028

CHEMBL5903
CHEMBL2000

CHEMBL3243

CHEMBL4596
CHEMBL2111389

CHEMBL3070

CHEMBL2964
CHEMBL4408

CHEMBL4617

CHEMBL3018

CHEMBL2569

CHEMBL2349

CHEMBL3590
CHEMBL3890

CHEMBL3009

CHEMBL3426
CHEMBL2652

CHEMBL3982

CHEMBL3004

CHEMBL1741221

CHEMBL4273

CHEMBL4699

CHEMBL2095942

CHEMBL2382

CHEMBL1781

CHEMBL2742

CHEMBL5568
CHEMBL3025

CHEMBL1919

CHEMBL1977

CHEMBL2803

CHEMBL2095226
CHEMBL1825

PDZ-binding kinase
ADAM10

Activin receptor type-1
Plasma kallikrein

Leukocyte common antigen

C-C chemokine receptor type 8
CDK9/cyclin T1

Intercellular adhesion molecule-1

Dual specificity mitogen-activated
protein kinase kinase 2
Phosphodiesterase 8B

Phenylethanolamine N-
methyltransferase

Matriptase

Microsomal triglyceride transfer
protein large subunit

Phosphorylase kinase gamma subunit 2

Hormone sensitive lipase
Selectin E

Receptor protein-tyrosine kinase erbB-
4

Serotonin 5a (5-HT5a) receptor
Phosphodiesterase 2A

Tyrosine-protein kinase FER
Multidrug resistance-associated
protein 1

Cysteine protease ATG4B

cGMP-dependent protein kinase 1 beta

Isoprenylcysteine carboxyl
methyltransferase

Cyclin-dependent kinase 4/cyclin D
Calpain 2
DNA topoisomerase |

Fibroblast growth factor receptor 3

Proto-oncogene tyrosine-protein
kinase ROS

Carbonic anhydrase VI
Voltage-gated calcium channel
alpha2/delta subunit 1
Vitamin D receptor

Tyrosine-protein kinase ZAP-70

Integrin alpha-5/beta-1
TNF-alpha

117
117

118
119

120

122
123

125

125
126

126

127

128

129

129
130

131

131
131

132

133

133

136

137

141

144

144

145

145
145

147

149

149

150
151
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CHEMBL5023

CHEMBL2632

CHEMBL2068

CHEMBL5627

CHEMBL5084

CHEMBL3969

CHEMBL1795093

CHEMBL3475

CHEMBL1995

CHEMBL1907603

CHEMBL1850

CHEMBL1941

CHEMBL5408

CHEMBL4234

CHEMBL5979

CHEMBL3351

CHEMBL5393
CHEMBL6089
CHEMBL4191

CHEMBL2611
CHEMBL2939

CHEMBL4767

CHEMBL2016

CHEMBL2095173

CHEMBL3663

CHEMBL278

CHEMBL1293293

CHEMBL1615382

CHEMBL1881

CHEMBL2689
CHEMBL402

p53-binding protein Mdm-2

HLA class | histocompatibility antigen
A-3

Ephrin type-A receptor 2

Leukocyte tyrosine kinase receptor

Casein kinase | isoform gamma-3

Carbonic anhydrase VB

Apoptotic protease-activating factor 1

Plasminogen activator inhibitor-1
Prostanoid IP receptor

Glutamate NMDA receptor;
GRIN1/GRIN2B

Dopamine D5 receptor

Histamine H2 receptor

Serine/threonine-protein kinase TBK1

Estradiol 17-beta-dehydrogenase 3

Alkaline phosphatase, tissue-
nonspecific isozyme

Acetyl-CoA carboxylase 1

ATP-binding cassette sub-family G
member 2

Ubiquitin-conjugating enzyme E2 N
Monoglyceride lipase

Furin
MAP kinase p38 delta

Vesicular acetylcholine transporter

Coagulation factor IX

Potassium-transporting ATPase

Growth factor receptor-bound protein
2

Integrin alpha-4

Neuropeptides B/W receptor type 1

Nuclear receptor coactivator 3

Prostanoid EP2 receptor

Macrophage-stimulating protein
receptor
HMG-CoA reductase

151

151

152

153

153

153

153

154

154

156

156

157

157

158

158

159

159
159
160

161
161

162

163

163

163

164

166

166

167
167
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CHEMBL1993
CHEMBL3921
CHEMBL241

CHEMBL2778

CHEMBL1293222

CHEMBL4899

CHEMBL5804

CHEMBL5697

CHEMBL3892

CHEMBL4338

CHEMBL1980

CHEMBL4789

CHEMBL2094132

CHEMBL1997

CHEMBL3202

CHEMBL1892

CHEMBL3886

CHEMBL5543
CHEMBL3338

CHEMBL5819

CHEMBL3764

CHEMBL2318

CHEMBL1907602

CHEMBL4550

CHEMBL3616

CHEMBL3524

CHEMBL4029

CHEMBL4237

CHEMBL3816

CHEMBL2487

CHEMBL1873

CHEMBL2426

DNA (cytosine-5)-methyltransferase 1
Heparanase

Phosphodiesterase 3A

lleal bile acid transporter
Nucleotide-binding oligomerization
domain-containing protein 1
Mitogen-activated protein kinase
kinase kinase 8

Toll-like receptor 9
Egl nine homolog 1

Sphingosine 1-phosphate receptor Edg-
3

Purine nucleoside phosphorylase

Sodium channel protein type V alpha
subunit

Carbonic anhydrase VA

Serotonin 3 (5-HT3) receptor
Equilibrative nucleoside transporter 1
Prolyl endopeptidase

Glutamate carboxypeptidase Il

Mixed lineage kinase 7

Dual specificity tyrosine-
phosphorylation-regulated kinase 1B
Squalene synthetase
Serine/threonine-protein kinase Nek4
Urotensin Il receptor

ADAMTS4

Cyclin-dependent kinase 1/cyclin B1
5-lipoxygenase activating protein
Protein kinase C eta

Histone deacetylase 4

Interleukin-8 receptor A

Ribosomal protein S6 kinase alpha 5
Cytosolic phospholipase A2

Beta amyloid A4 protein

Tissue-type plasminogen activator

Casein kinase | gamma 1

167
168
169

169

169

170

171

171

171

172

172

174

174

175

177

177

178

180
181

181

181

181

183

183

185

186

189

190

190

190

192

193
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CHEMBL4578
CHEMBL3959

CHEMBL4223

CHEMBL1811
CHEMBL2617

CHEMBL4375

CHEMBL4121

CHEMBL2730

CHEMBL4979

CHEMBL3864

CHEMBL5650

CHEMBL3116

CHEMBL2096675

CHEMBL2373

CHEMBL3829

CHEMBL2265

CHEMBL4303

CHEMBL1901
CHEMBL3559

CHEMBL2781

CHEMBL5251

CHEMBL4575

CHEMBL4804

CHEMBL4482

CHEMBL2219

CHEMBL5469

CHEMBL4599

CHEMBL5719

CHEMBL4516
CHEMBL3776

CHEMBL2095189

CHEMBL2061

Maternal embryonic leucine zipper
kinase

Quinone reductase 2

Tyrosine-protein kinase FRK

Prostanoid EP1 receptor
Tryptase beta-1

Serine/threonine-protein kinase SRPK1
CaM kinase Il beta

Protein-glutamine gamma-
glutamyltransferase

Sodium/glucose cotransporter 1
Protein-tyrosine phosphatase 2C

BR serine/threonine-protein kinase 1
Cyclin-dependent kinase 9

Integrin alpha-V/beta-5

C5a anaphylatoxin chemotactic

receptor
CaM kinase Il gamma

Acyl coenzyme A:cholesterol
acyltransferase

Heat shock protein HSP 90-beta

Cholecystokinin A receptor
Steryl-sulfatase

Sodium/hydrogen exchanger 1
Tyrosine-protein kinase BTK
Dual-specificity tyrosine-
phosphorylation regulated kinase 3
Dual specificity phosphatase Cdc25B
Serine/threonine-protein kinase PAK 4
Protein-tyrosine phosphatase LC-PTP
Protein tyrosine kinase 2 beta
Tyrosine kinase non-receptor protein 2
Cell division protein kinase 8
Serine/threonine-protein kinase MRCK-
A

Caspase-8

Platelet-derived growth factor receptor

Retinoid X receptor alpha

193
194

195

196
197

199

203

208

209

209

210

212

213

213

214

214

215

215
215

216

216

218

218

219

219

220

221

222

222
222

224

224
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CHEMBL3553

CHEMBL3055

CHEMBL2414

CHEMBL3357

CHEMBL2107

CHEMBL2250

CHEMBL1741207

CHEMBL4641

CHEMBL3785

CHEMBL4698

CHEMBL3582

CHEMBL2095194

CHEMBL3880

CHEMBL5608

CHEMBL1907605
CHEMBL2094135

CHEMBL1966

CHEMBL1860

CHEMBL3181

CHEMBL2543
CHEMBL1829

CHEMBL1907594

CHEMBL5818

CHEMBL5794

CHEMBL4895

CHEMBL4198

CHEMBL4898

CHEMBL2916

CHEMBL3234

CHEMBL2835

Tyrosine-protein kinase TYK2
Cyclin-dependent kinase 7

C-C chemokine receptor type 4
Interleukin-1 receptor-associated
kinase 1

C-X-C chemokine receptor type 4
Tyrosine-protein kinase BLK

Sentrin-specific protease 8

Voltage-gated T-type calcium channel
alpha-1G subunit

Hydroxycarboxylic acid receptor 2

Malonyl-CoA decarboxylase

Protein kinase C epsilon

Coagulation factor VlI/tissue factor

Heat shock protein HSP 90-alpha

NT-3 growth factor receptor

Cyclin-dependent kinase 2/cyclin E1
Gamma-secretase

Dihydroorotate dehydrogenase
Thyroid hormone receptor alpha
Estradiol 17-beta-dehydrogenase 1
Casein kinase | gamma 2

Histone deacetylase 3

Neuronal acetylcholine receptor;
alpha3/betad

Serine/threonine-protein kinase PRKX

Serine/threonine-protein kinase Sgk2

Tyrosine-protein kinase receptor UFO

Inhibitor of apoptosis protein 3

Neurotrophic tyrosine kinase receptor

type 2

Telomerase reverse transcriptase

Tyrosine-protein kinase HCK

Tyrosine-protein kinase JAK1

224

225

227

228

230

230

231

232

232

237

237

239

239

240

242
243

244

246

246

247
248

249

249

250

251

252

253

255

256

257
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CHEMBL4478

CHEMBL3230

CHEMBL3835

CHEMBLA4525

CHEMBL4633
CHEMBL3729

CHEMBL3831

CHEMBL4792

CHEMBL2335

CHEMBL5314

CHEMBL3514

CHEMBL4803

CHEMBL4426

CHEMBL4897

CHEMBL3991

CHEMBL5555

CHEMBL5491

CHEMBL3911

CHEMBL3012

CHEMBL4045

CHEMBL1836

CHEMBL2326

CHEMBL4681

CHEMBL4625

CHEMBL1075167

CHEMBL246

CHEMBL1821

CHEMBL5658

CHEMBL3922

CHEMBL3589
CHEMBL4040

Voltage-gated N-type calcium channel
alpha-1B subunit

Sphingosine 1-phosphate receptor Edg-
6

Serine/threonine-protein kinase NEK2
Serine/threonine-protein kinase 17A
Voltage-gated potassium channel

subunit Kv1.3
Carbonic anhydrase IV

MAP/microtubule affinity-regulating
kinase 2

Orexin receptor 2

Lysosomal Pro-X carboxypeptidase
Tyrosine-protein kinase receptor
TYRO3

LDL-associated phospholipase A2
Nitric-oxide synthase, endothelial
Phospholipase A2 group 1B
Serine/threonine-protein kinase PLK3
Coagulation factor VI

Acyl-CoA desaturase

Serine/threonine-protein kinase WEE1

Leukotriene B4 receptor 1
Phosphodiesterase 7A

AMP-activated protein kinase, alpha-1
subunit

Prostanoid EP4 receptor

Carbonic anhydrase VII
Aldo-keto-reductase family 1 member
C3

Apoptosis regulator Bcl-X

Homeodomain-interacting protein
kinase 4

Beta-3 adrenergic receptor

Muscarinic acetylcholine receptor M4
Prostaglandin E synthase
Methionine aminopeptidase 2

Adenosine kinase
MAP kinase ERK2

258

258

259

261

261
262

263

264

266

266

267

267

267

267

267

269

269

270

270

271

272

272

272

272

273

274

274

274

274

275
278

35



CHEMBL1921

CHEMBL3807

CHEMBL3474

CHEMBL4791

CHEMBL4576

CHEMBL2789

CHEMBL1937

CHEMBL3476

CHEMBL3975
CHEMBL4302

CHEMBL2492

CHEMBL5147

CHEMBL4333

CHEMBL4393

CHEMBL1075322

CHEMBL1075104

CHEMBL2635

CHEMBL3045

CHEMBL3032

CHEMBL2337

CHEMBL5600

CHEMBL4202

CHEMBL1856

CHEMBL1741215

CHEMBL3522

CHEMBL1741176

CHEMBL2007

CHEMBL4829
CHEMBL4068
CHEMBL3468

Vasopressin V1b receptor

T-cell protein-tyrosine phosphatase

Phospholipase A2 group IIA

Endothelin-converting enzyme 1

Homeodomain-interacting protein
kinase 2

Estradiol 17-beta-dehydrogenase 2
Histone deacetylase 2

Inhibitor of nuclear factor kappa B
kinase alpha subunit

Fructose-1,6-bisphosphatase
P-glycoprotein 1

Neuronal acetylcholine receptor
protein alpha-7 subunit

Ephrin type-B receptor 4

Sphingosine 1-phosphate receptor Edg-
1

Matrix metalloproteinase 12

G-protein coupled receptor 55

Leucine-rich repeat serine/threonine-
protein kinase 2

Dual specificity protein phosphatase 3
Protein kinase C beta

Protein kinase N2

Glycine transporter 1

Serine/threonine-protein kinase c-
TAK1

Serine/threonine-protein kinase 2
Steroid 5-alpha-reductase 2
Sentrin-specific protease 6
Cytochrome P450 17A1

X-box-binding protein 1

Platelet-derived growth factor receptor
alpha

Acetyl-CoA carboxylase 2
Chymase
Caspase-7

279

279

283

284

284

286

286

288

288
289

290

292

293

293

293

293

294

294

295

296

296

297

297

299

302

302

302

304
305
306
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CHEMBL2035

CHEMBL2793

CHEMBL1944

CHEMBL3788

CHEMBL1875

CHEMBL1878

CHEMBL4204

CHEMBL4793

CHEMBL2096661
CHEMBL3629
CHEMBL2285
CHEMBL4816

CHEMBL2468

CHEMBL4026
CHEMBL1899
CHEMBL2801
CHEMBL3356

CHEMBL2095164
CHEMBL5971

CHEMBL6009

CHEMBL1841

CHEMBL2938

CHEMBL1906

CHEMBL1917

CHEMBL5261

CHEMBL4618

CHEMBL3795

CHEMBL4018

CHEMBL3778

CHEMBL4900

CHEMBL2534

CHEMBL4607

Muscarinic acetylcholine receptor M5
Casein kinase | alpha

Neprilysin

Serine/threonine-protein kinase PLK4
Serotonin 4 (5-HT4) receptor

Calcium sensing receptor

MAP kinase signal-integrating kinase 2
Dipeptidyl peptidase IX

Intercellular adhesion molecule (ICAM-
1), Integrin alpha-L/beta-2

Casein kinase Il alpha

ADAMTS5

Serine/threonine-protein kinase AKT3

Death-associated protein kinase 3

Signal transducer and activator of
transcription 3

Serotonin 3a (5-HT3a) receptor
CaM kinase Il delta
Cytochrome P450 1A2

Geranylgeranyl transferase type |
Smoothened homolog

Diacylglycerol O-acyltransferase 1
Tyrosine-protein kinase FYN

Protein kinase C gamma
Serine/threonine-protein kinase RAF
Somatostatin receptor 1
Serine/threonine-protein kinase TAO1
Leukotriene A4 hydrolase
Melanocortin receptor 1
Neuropeptide Y receptor type 2
Interleukin-1 receptor-associated
kinase 4

Serine/threonine-protein kinase D2

3-phosphoinositide dependent protein
kinase-1

Angiotensin Il type 2 (AT-2) receptor

308
308
309

311

312

314

321

322
323
326
327

328
329

329

339

342

343

343

344

345

346

347

348
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CHEMBL3622

CHEMBL5518

CHEMBL3898

CHEMBL1787

CHEMBL1741179

CHEMBL4708

CHEMBL5407

CHEMBL331

CHEMBL4427

CHEMBL5113

CHEMBL3836

CHEMBL2695

CHEMBL2095184

CHEMBL3157

CHEMBL1942

CHEMBL250

CHEMBL3510

CHEMBL288

CHEMBL3905

CHEMBL2094127
CHEMBL2828

CHEMBL4073

CHEMBL1902
CHEMBL1952

CHEMBL1947

CHEMBL4852

CHEMBL1853

CHEMBL1916

CHEMBL3772
CHEMBL2808

CHEMBL2815
CHEMBL4093

CHEMBL4860

Cytochrome P450 2C19

Misshapen-like kinase 1

Bone morphogenetic protein 1

Steroid 5-alpha-reductase 1

Probable DNA dC->dU-editing enzyme

APOBEC-3A

Serine/threonine-protein kinase MST2

Serine/threonine-protein kinase PIM3

Cyclin-dependent kinase 4
Prostanoid DP receptor
Orexin receptor 1

LIM domain kinase 1

Focal adhesion kinase 1
Integrin alpha-4/beta-7
Bradykinin B2 receptor
Alpha-2b adrenergic receptor
Platelet activating factor receptor
Carbonic anhydrase XIV
Phosphodiesterase 4D

Tyrosine-protein kinase Lyn

Cyclin-dependent kinase 1/cyclin B
Casein kinase | delta

Matrix metalloproteinase 7

FK506-binding protein 1A
Thymidylate synthase

Thyroid hormone receptor beta-1

Mitogen-activated protein kinase
kinase kinase kinase 5

Somatostatin receptor 4

Alpha-2c adrenergic receptor

Metabotropic glutamate receptor 1
LXR-alpha

Nerve growth factor receptor Trk-A
LXR-beta

Apoptosis regulator Bcl-2

348

348

349

350

350

352

354

354

355

355
356

359

360

365

367

369

369

374

376

376
377

377

378

381

381

386
388

391
391
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CHEMBL2568

CHEMBL3710

CHEMBL254

CHEMBL3979

CHEMBL1994

CHEMBL1790

CHEMBL2599
CHEMBL2595

CHEMBL4608

CHEMBL1908

CHEMBL4101

CHEMBL4439
CHEMBL3192

CHEMBL5145

CHEMBL2028

CHEMBL3572

CHEMBL3891
CHEMBL2525

CHEMBL5330

CHEMBL4306

CHEMBL4523

CHEMBL4501

CHEMBL3798

CHEMBL1808

CHEMBL2527

CHEMBL3869

CHEMBL2722
CHEMBL2049

CHEMBL2434

CHEMBL2413

CHEMBL2041

CHEMBL2959

Liver glycogen phosphorylase

Prostanoid EP3 receptor
Phosphodiesterase 4A

Peroxisome proliferator-activated
receptor delta

Mineralocorticoid receptor

Vasopressin V2 receptor

Tyrosine-protein kinase SYK
Protein kinase C nu

Melanocortin receptor 5

Cytochrome P450 11B1

cAMP-dependent protein kinase alpha-
catalytic subunit

TGF-beta receptor type |
Histone deacetylase 8

Serine/threonine-protein kinase B-raf
Somatostatin receptor 3
Cholesteryl ester transfer protein

Calpain 1
Beta secretase 2

Mitogen-activated protein kinase
kinase kinase kinase 2

Voltage-gated potassium channel
subunit Kv1.5

Serine/threonine-protein kinase PIM2

Ribosomal protein S6 kinase 1

Calcitonin gene-related peptide type 1
receptor

Angiotensin-converting enzyme

Serine/threonine-protein kinase Chk2

Matrix metalloproteinase 14

Cytochrome P450 11B2
Oxytocin receptor

Interleukin-8 receptor B

C-C chemokine receptor type 1

Tyrosine-protein kinase receptor RET

Tyrosine-protein kinase ITK/TSK

392

393

393

394

401

402

402
408

410

410

411

411
417

419

420

422

422
426

428

430

431

431

434

437

440

443

444
444

450

450

452

457
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CHEMBL4657

CHEMBL4225

CHEMBL1804

CHEMBL1792
CHEMBL4429

CHEMBL5443

CHEMBL3974

CHEMBL2094130

CHEMBL1907589
CHEMBL1985

CHEMBL4481

CHEMBL202
CHEMBL1801

CHEMBL1907601

CHEMBL4247

CHEMBL4644

CHEMBL2431

CHEMBL2002

CHEMBL2345

CHEMBL227
CHEMBL1951

CHEMBL4036

CHEMBL3976

CHEMBL3024

CHEMBL1955

CHEMBL1981

CHEMBL3920
CHEMBL4801

CHEMBL3587

CHEMBL4128

CHEMBL3142

Dipeptidyl peptidase VIl

Dual specificity protein kinase CLK2

Somatostatin receptor 2

Somatostatin receptor 5
Neurokinin 3 receptor

Cell division cycle 7-related protein
kinase

Proteinase-activated receptor 1

GABA-A receptor; alpha-2/beta-
3/gamma-2

Neuronal acetylcholine receptor;
alphad/beta2
Glucagon receptor

Nitric oxide synthase, inducible

Dihydrofolate reductase
Plasminogen

Cyclin-dependent kinase 4/cyclin D1

ALK tyrosine kinase receptor

Melanocortin receptor 3

Serine/threonine-protein kinase AKT2

Inosine-5'-monophosphate
dehydrogenase 2

Ribosomal protein S6 kinase alpha 3

Type-1 angiotensin |l receptor
Monoamine oxidase A

Cyclin-dependent kinase 5

Dipeptidyl peptidase Il

Serine/threonine-protein kinase PLK1

Vascular endothelial growth factor
receptor 3

Insulin receptor
Protein kinase C theta
Caspase-1

Dual specificity mitogen-activated

protein kinase kinase 1

Tyrosine-protein kinase TIE-2

DNA-dependent protein kinase

459

467

473

474
476

477

477

478

478
483

485

487
492

493

494

495

497

497

498

498
499

504

506

507

508

517

525
526

527

529

530
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CHEMBL2001

CHEMBL2094121
CHEMBL1900

CHEMBL4296

CHEMBL275

CHEMBL2850
CHEMBL2327

CHEMBL2208

CHEMBL1741213

CHEMBL2094126

CHEMBL2637

CHEMBL2056

CHEMBL1946

CHEMBL2094120

CHEMBL3568

CHEMBL2094122

CHEMBL1867

CHEMBL2292

CHEMBL2069
CHEMBL4616

CHEMBL1741217

CHEMBL6166

CHEMBL3884

CHEMBL1889

CHEMBL4308

CHEMBL213

CHEMBL4777
CHEMBL1865

CHEMBL1936

CHEMBL3759

CHEMBL210

Purinergic receptor P2Y12

GABA-A receptor; alpha-1/beta-
3/gamma-2
Aldose reductase

Sodium channel protein type IX alpha
subunit
Phosphodiesterase 4B

Glycogen synthase kinase-3 alpha
Neurokinin 2 receptor

MAP kinase-activated protein kinase 2

Sentrin-specific protease 7

Cyclin-dependent kinase 2/cyclin E

c-Jun N-terminal kinase 3

Dopamine D1 receptor
Melatonin receptor 1B

GABA-A receptor; alpha-3/beta-
3/gamma-2

Nitric-oxide synthase, brain

GABA-A receptor; alpha-5/beta-
3/gamma-2

Alpha-2a adrenergic receptor

Dual-specificity tyrosine-

phosphorylation regulated kinase 1A

Thromboxane A2 receptor
Ghrelin receptor

DNA dC->dU-editing enzyme APOBEC-
3G

Mitogen-activated protein kinase
kinase kinase kinase 4

Sodium/glucose cotransporter 2

Vasopressin V1a receptor

Bradykinin B1 receptor

Beta-1 adrenergic receptor

Neuropeptide Y receptor type 1
Histone deacetylase 6

Stem cell growth factor receptor

Histamine H4 receptor

Beta-2 adrenergic receptor

544

550
552

553

556

573
574

578

582

584

586

586

587

590

591

592

595

595

597
605

609

610

613

622

628

632

634
636

641

642

645
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CHEMBL1945

CHEMBL4409

CHEMBL239

CHEMBL299

CHEMBL1833
CHEMBL221

CHEMBL4179

CHEMBL1913

CHEMBL3286

CHEMBL4441
CHEMBL4581

CHEMBL2148

CHEMBL2243

CHEMBL3145

CHEMBL1907599

CHEMBL4072
CHEMBL2996

CHEMBL1991

CHEMBL1795098

CHEMBL4203

CHEMBL223

CHEMBL3231

CHEMBL1835

CHEMBL2782

CHEMBL1844

CHEMBL3397

CHEMBL232

CHEMBL3130
CHEMBL2581

CHEMBL1785
CHEMBL2039

Melatonin receptor 1A

Phosphodiesterase 10A

Peroxisome proliferator-activated
receptor alpha
Protein kinase C alpha

Serotonin 2b (5-HT2b) receptor
Cyclooxygenase-1

c-Jun N-terminal kinase 2

Platelet-derived growth factor receptor

beta

Urokinase-type plasminogen activator

C-X-C chemokine receptor type 3
Kinesin-like protein 1

Tyrosine-protein kinase JAK3
Anandamide amidohydrolase
PI3-kinase p110-beta subunit
Integrin alpha-4/beta-1

Cathepsin B
Protein kinase C delta

Inhibitor of nuclear factor kappa B
kinase beta subunit

Carboxy-terminal domain RNA
polymerase Il polypeptide A small
phosphatase 1

Dual specificity protein kinase CLK4

Alpha-1d adrenergic receptor

Rho-associated protein kinase 1

Thromboxane-A synthase

Acyl coenzyme A:cholesterol
acyltransferase 1

Macrophage colony stimulating factor

receptor
Cytochrome P450 2C9

Alpha-1b adrenergic receptor

PI3-kinase p110-delta subunit
Cathepsin D

Endothelin receptor ET-B
Monoamine oxidase B

647

647

650

651

652
663

664

677

678

680
683

687

699

699

707

715
720

749

766

767

768

773

781

788

791

794

796

801
808

812
815
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CHEMBL1907600

CHEMBL1957

CHEMBL3155

CHEMBL231

CHEMBL4588

CHEMBL2094128

CHEMBL1898

CHEMBL1862

CHEMBL1868

CHEMBL209

CHEMBL3242

CHEMBL3227

CHEMBL2973

CHEMBL3650

CHEMBL2276
CHEMBL2334

CHEMBL298

CHEMBL3267

CHEMBL229

CHEMBL5071

CHEMBL2971

CHEMBL1914

CHEMBL3837

CHEMBL3473

CHEMBL216

CHEMBL1978

CHEMBL1983
CHEMBL2409

CHEMBL308

CHEMBL245

CHEMBL211
CHEMBL4794

Cyclin-dependent kinase 5/CDK5
activator 1

Insulin-like growth factor | receptor

Serotonin 7 (5-HT7) receptor

Histamine H1 receptor

Matrix metalloproteinase 8

Cyclin-dependent kinase 2/cyclin A

Serotonin 1b (5-HT1b) receptor

Tyrosine-protein kinase ABL

Vascular endothelial growth factor
receptor 1

Trypsin |

Carbonic anhydrase XII
Metabotropic glutamate receptor 5
Rho-associated protein kinase 2

Fibroblast growth factor receptor 1

c-Jun N-terminal kinase 1
Caspase-3

Cholecystokinin B receptor
PI3-kinase p110-gamma subunit
Alpha-1a adrenergic receptor

G protein-coupled receptor 44
Tyrosine-protein kinase JAK2
Butyrylcholinesterase

Cathepsin L

C-C chemokine receptor type 3

Muscarinic acetylcholine receptor M1

Cytochrome P450 19A1

Serotonin 1d (5-HT1d) receptor
Epoxide hydratase

Cyclin-dependent kinase 1

Muscarinic acetylcholine receptor M3

Muscarinic acetylcholine receptor M2
Vanilloid receptor

817

818

821

823

829

837

855

858

858

865

867

869

869

870

871
883

901

904

906

915

926

930

963

973

973

986

986
1000

1018

1034

1039
1043

43



CHEMBL2147

CHEMBL4282

CHEMBL1855

CHEMBL1974

CHEMBL2014

CHEMBL235

CHEMBL1907598

CHEMBL4561
CHEMBL289

CHEMBL4361

CHEMBL2842

CHEMBL248

CHEMBL1871

CHEMBL4015

CHEMBL3105

CHEMBL335

CHEMBL3717

CHEMBL1824

CHEMBL215

CHEMBL3706

CHEMBL1827

CHEMBL2093869

CHEMBL208

CHEMBL2094108

CHEMBL252

CHEMBL2034

CHEMBL206

CHEMBL2185

CHEMBL2954

CHEMBL242
CHEMBL3594

CHEMBL255

Serine/threonine-protein kinase PIM1

Serine/threonine-protein kinase AKT

Gonadotropin-releasing hormone
receptor

Tyrosine-protein kinase receptor FLT3
Nociceptin receptor

Peroxisome proliferator-activated
receptor gamma

Integrin alpha-V/beta-3

Neuropeptide Y receptor type 5
Cytochrome P450 2D6

Induced myeloid leukemia cell
differentiation protein Mcl-1
FK506 binding protein 12
Leukocyte elastase

Androgen Receptor

C-C chemokine receptor type 2
Poly [ADP-ribose] polymerase-1
Protein-tyrosine phosphatase 1B
Hepatocyte growth factor receptor
Receptor protein-tyrosine kinase erbB-
2

Arachidonate 5-lipoxygenase
ADAM17

Phosphodiesterase 5A

Integrin alpha-lib/beta-3
Progesterone receptor

Protein farnesyltransferase
Endothelin receptor ET-A

Glucocorticoid receptor

Estrogen receptor alpha

Serine/threonine-protein kinase
Aurora-B

Cathepsin S

Estrogen receptor beta
Carbonic anhydrase IX

Adenosine A2b receptor

1051

1054

1058

1064

1069

1075

1078

1078
1087

1091

1115

1116

1145

1170

1173

1175

1177

1178

1190

1200

1211

1220

1221

1257

1269

1280

1299

1329

1346

1349
1365

1393
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CHEMBL4235
CHEMBL301
CHEMBL4805
CHEMBL268

CHEMBL258

CHEMBL1800

CHEMBL4722

CHEMBL325

CHEMBL340

CHEMBL219

CHEMBL283

CHEMBL4630
CHEMBL220

CHEMBL274
CHEMBL287

CHEMBL225

CHEMBL4005

CHEMBL3371
CHEMBL230

CHEMBL280
CHEMBL286

CHEMBL267
CHEMBL249

CHEMBL259
CHEMBL238

CHEMBL224

CHEMBL321

CHEMBL262
CHEMBL4822

CHEMBL332

CHEMBL234

CHEMBL222

CHEMBL344

CHEMBL261

CHEMBL333

11-beta-hydroxysteroid dehydrogenase
1

Cyclin-dependent kinase 2
P2X purinoceptor 7
Cathepsin K

Tyrosine-protein kinase LCK

Corticotropin releasing factor receptor
1

Serine/threonine-protein kinase
Aurora-A

Histone deacetylase 1
Cytochrome P450 3A4
Dopamine D4 receptor

Matrix metalloproteinase 3

Serine/threonine-protein kinase Chk1
Acetylcholinesterase

C-C chemokine receptor type 5
Sigma opioid receptor

Serotonin 2c (5-HT2c) receptor

PI3-kinase p110-alpha subunit

Serotonin 6 (5-HT6) receptor
Cyclooxygenase-2

Matrix metalloproteinase 13
Renin

Tyrosine-protein kinase SRC
Neurokinin 1 receptor

Melanocortin receptor 4
Dopamine transporter

Serotonin 2a (5-HT2a) receptor

Matrix metalloproteinase 9

Glycogen synthase kinase-3 beta
Beta-secretase 1

Matrix metalloproteinase-1

Dopamine D3 receptor

Norepinephrine transporter

Melanin-concentrating hormone
receptor 1

Carbonic anhydrase |

Matrix metalloproteinase-2

1404
1424
1425
1443

1456

1462

1497

1516

1543

1547

1553

1607
1619

1663
1669

1712

1717

1719
1835

1884
1899

1908
1909

1912
1914

1936

1945

1959
2055

2064

2228

2300

2334

2371

2429
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CHEMBL214
CHEMBL264
CHEMBL233
CHEMBL236

CHEMBL256
CHEMBL237

CHEMBL226

CHEMBL253
CHEMBL260

CHEMBL218

CHEMBL203

CHEMBL284
CHEMBL205

CHEMBL251
CHEMBL240
CHEMBL228

CHEMBL217

CHEMBL204

CHEMBL279
CHEMBL244

Serotonin 1a (5-HT1a) receptor

Histamine H3 receptor
Mu opioid receptor
Delta opioid receptor

Adenosine A3 receptor
Kappa opioid receptor

Adenosine Al receptor

Cannabinoid CB2 receptor
MAP kinase p38 alpha

Cannabinoid CB1 receptor

Epidermal growth factor receptor
erbB1

Dipeptidyl peptidase IV
Carbonic anhydrase Il

Adenosine A2a receptor
HERG
Serotonin transporter

Dopamine D2 receptor
Thrombin

Vascular endothelial growth factor
receptor 2

Coagulation factor X

2456
2546
2577
2590

2631
2662

2667

2701
2706

2750

2834

2891
2975

2998
3189
3382

3602

3784

3953
4375
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Table S3 Expected raw score and the expected mean raw score for all fingerprints and all tanimoto

coefficients.

FP_ID THRESHOL FORMULA_RAW

D
0 0,39

0 0,38

0 0,48

0 043

0 0,44

0 04

0 0,37

0 0,49

0 041

0 0,45

0 0,51

0 0,07

0 0,42

0 0,46

0 0,01

0 0,08

0 0,02

0 0,06

0 0,03

0 0,36

0 0,05

0 0,47

0 0,04

0 0,09

0 0,26

_MEAN
(0.083764 * x) + -
28.503317
(0.095622 * x) + -
30.322193
(0.018112 * x) + -
9.720162
(0.045562 * x) + -
20.592266
(0.038405 * x) + -
18.545921
(0.072848 * x) + -
26.738543
(0.108251 * x) + -
32.056605
(0.014794 * x) + -
8.210529
(0.309394 * x) + -
21.982352
(0.062737 * x) + -
24.536542
(0.032146 * x) + -
16.130287
(0.308902 * x) + -
22.600630
(0.009735 * x) + -
5.595260
(0.310317 * x) + -
20.504072
(0.053660 * x) + -
22.845823
(0.026720 * x) + -
13.533790
(0.307311 * x) + -
23.315428
(0.308226 * x) + -
22.949295
(0.310542 * x) + -
20.371497
(0.310191 * x) + -
20.733626
(0.310540 * x) + -
20.348522
(0.310409 * x) + -
20.398892
(0.310532 * x) + -
20.359971
(0.121503 * x) + -
32.828375
(0.310471 * x) + -
20.302060
(0.022066 * x) + -
11.657770
(0.309757 * x) + -
21.411342
(0.310512 * x) + -
20.311212
(0.310013 * x) + -
20.994218
(0.012060 * x) + -
6.819702
(0.251600 * x) + -
33.868051
(0.304528 * x) + -
24.380086

FORMULA_RAW_ST CHISQUARE_MEAN

DDEV
0.113383 * (x **
0.752603)
0.120825 * (x **
0.752654)
0.042202 * (x **
0.757097)
0.077088 * (x **
0.756149)
0.068584 * (x **
0.757101)
0.106220 * (x **
0.752050)
0.127583 * (x **
0.752734)
0.037513 * (x **
0.755668)
0.089151 * (x **
0.745891)
0.095998 * (x **
0.753568)
0.060759 * (x **
0.757845)
0.091024 * (x **
0.745432)
0.029910 * (x **
0.750867)
0.087681 * (x **
0.744738)
0.086217 * (x **
0.754976)
0.053732 * (x **
0.758213)
0.097996 * (x **
0.742913)
0.094182 * (x **
0.744226)
0.086528 * (x **
0.745069)
0.088421 * (x **
0.744468)
0.086577 * (x **
0.745029)
0.087038 * (x **
0.745034)
0.086622 * (x **
0.745017)
0.134057 * (x **
0.752574)
0.086720 * (x **
0.745131)
0.047402 * (x **
0.758243)
0.088657 * (x **
0.745413)
0.086490 * (x **
0.745202)
0.088589 * (x **
0.744809)
0.033453 * (x **
0.753754)
0.146799 * (x **
0.748314)
0.107933 * (x **
0.739997)

1,19305599569104

1,18642219342013

1,06801170600269

1,23247634815493

1,22490429176902

1,20345131374446

1,16844138566889

1,06670312725963

1,20748520916319

1,19836043046209

1,24269001118611

1,21457545615746

0,924449501961526

1,17746138474449

1,23452035882013

1,20962100570196

1,20449317167864

1,20220209482575

1,18347361810959

1,18186555242423

1,18278431083732

1,18012758660333

1,18496833699181

1,13338382526303

1,17993361281464

1,18314486261064

1,20112568579593

1,18739099727874

1,1985988993243

1,03427186441685

1,14453349457564

1,17337967201176

CHISQUARE_EVD
0,3882930679538
0,393170110050115
0,393484861117804
0,396761654933821
0,399792382508694
0,401137182090389
0,40751876660231
0,40792716703176
0,416287905400441
0,416472187670805
0,417712896208811
0,418027452300874
0,420661437724509
0,423391858274025
0,425670435387326
0,426484500857999
0,427872839923571
0,428636905802524
0,435346884893912
0,436062900710102
0,436579939671108
0,437003573667248
0,438841301341053
0,43892381093439
0,441174802475699
0,442054143736521
0,446584198255056
0,447145583490277
0,447488240783998
0,448842539730797
0,45352784402455

0,460333204273985
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0,32

0,35

0,27

0,24

0,21

0,53

0,28

0,25

0,59

0,82

0,56

0,33

0,19

0,15

0,34

0,31

0,29

0,54

0,72

0,17

0,22

0,71

0,93

0,52

0,23

0,3

0,94

0,2

0,55

0,18

0,69

0,6

0,7

0,57

0,61

0,58

(0.177783 * x) + -
33.976191
(0.135273 * x) + -
33.797280
(0.241285 * x) + -
34.243564
(0.269218 * x) + -
30.560851
(0.288367 * x) + -
26.549692
(0.006322 * x) + -
3.463262
(0.230055 * x) + -
33.912114
(0.261005 * x) + -
32.642725
(0.001729 * x) + -
0.826018
(0.000078 * x) +
0.000849
(0.003282 * x) + -
2.096117
(0.163613 * x) + -
34.263442
(0.296811 * x) + -
26.024630
(0.306098 * x) + -
23.786124
(0.149395 * x) + -
33.940488
(0.191659 * x) + -
33.387683
(0.217936 * x) + -
33.467748
(0.005081 * x) + -
2.753503
(0.000223 * x) + -
0.005718
(0.302503 * x) + -
25.035440
(0.282922 * x) + -
27.244149
(0.000251 * x) + -
0.027762
(0.000022 * x) + -
0.030375
(0.007857 * x) + -
4355912
(0.276555 * x) + -
28.543209
(0.205149 * x) + -
33.292575
(0.000018 * x) + -
0.028208
(0.293013 * x) + -
26.306925
(0.004083 * x) + -
2.276668
(0.299955 * x) + -
25.886601
(0.000321 * x) + -
0.075989
(0.001410 * x) + -
0.760903
(0.000283 * x) + -
0.106756
(0.002642 * x) + -
1.614656
(0.001155 * x) + -
0.630000
(0.002133 * x) + -
1.168753

0.152317 * (x **
0.750831)
0.139247 * (x **
0.752646)
0.151547 * (x **
0.747970)
0.137852 * (x **
0.747743)
0.125537 * (x **
0.744853)
0.022496 * (x **
0.749077)
0.153924 * (x **
0.748447)
0.142228 * (x **
0.748189)
0.008689 * (x **
0.744866)
0.004426 * (x **
0.560239)
0.014365 * (x **
0.745905)
0.147671 * (x **
0.752168)
0.120163 * (x **
0.741095)
0.102729 * (x **
0.741364)
0.143717 * (x **
0.752566)
0.154609 * (x **
0.750152)
0.154822 * (x **
0.749199)
0.019570 * (x **
0.747505)
0.002589 * (x **
0.678038)
0.112703 * (x **
0.739497)
0.128660 * (x **
0.746461)
0.002533 * (x **
0.690060)
0.003323 * (x **
0.526407)
0.026043 * (x **
0.749856)
0.132144 * (x **
0.747806)
0.155343 * (x **
0.749617)
0.003257 * (x **
0.521183)
0.122934 * (x **
0.742838)
0.016567 * (x **
0.747708)
0.116635 * (x **
0.740001)
0.002912 * (x **
0.701041)
0.007288 * (x **
0.745051)
0.002712 * (x **
0.695390)
0.012275 * (x **
0.744922)
0.006241 * (x **
0.743357)
0.010391 * (x **
0.744570)

1,0707080881178

1,16411558219648

1,11984942260917

1,11150316682051

1,08129961487593

0,781013919374725

1,11166473193154

1,14362879784217

0,513332525820476

0,402189136419026

0,801052550630328

1,12435286886206

1,15169779475618

1,24594298760108

1,14922617175646

1,09516661417496

1,09574328942157

0,730425709947252

0,433202065476623

1,20995367708056

1,10952554834686

0,41172162543615

0,473609470000932

0,888527647600727

1,13640669481816

1,07429148624282

0,471384237932603

1,153867623055

0,731474379391419

1,24041124014506

0,336402527476114

0,555222212758707

0,348282012580917

0,766197741693281

0,589447648148913

0,638777385326148

0,464406193525772

0,466057637818156

0,46611503090235

0,46625814544921

0,469066055676064

0,47449293498771

0,475268289630192

0,475297325985691

0,476234018621928

0,482863634458574

0,488315114356095

0,488937859038892

0,489912790565161

0,491266191014788

0,497125812361553

0,497384426092667

0,500706752520242

0,501104144953081

0,501159316292134

0,501785606727743

0,504176521022329

0,50517916197214

0,50579258562293

0,511525984320127

0,513347573023999

0,514919064929729

0,516664064368989

0,516681989164266

0,520600218640525

0,525129757656706

0,525559346853987

0,527738333326608

0,529458670251664

0,529977497401838

0,537360090285601

0,549420322684354
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0,73

0,87

0,75

0,77

0,65

0,88

0,66

0,67

0,92

0,89

0,62

0,98

0,8

0,81

0,64

0,76

0,96

091

0,99

0,95

0,74

0,84

0,78

0,68

0,86

0,79

0,9

0,97

0,63

0,85

0,83

0,93

0,71

0,99

0,35

0,36

(0.000199 * x) + -
0.024386
(0.000047 * x) + -
0.015386
(0.000160 * x) + -
0.046637
(0.000129 * x) + -
0.032185
(0.000569 * x) + -
0.081815
(0.000042 * x) + -
0.020785
(0.000487 * x) + -
0.099180
(0.000421 * x) + -
0.096926
(0.000025 * x) + -
0.023170
(0.000037 * x) + -
0.030463
(0.000955 * x) + -
0.435717
(0.000008 * x) +
0.001133
(0.000096 * x) + -
0.006445
(0.000087 * x) +
0.004427
(0.000670 * x) + -
0.106372
(0.000143 * x) + -
0.012652
(0.000012 * x) +
0.000946
(0.000029 * x) + -
0.013310
(0.000007 * x) +
0.003518
(0.000015 * x) + -
0.012946
(0.000178 * x) + -
0.043878
(0.000064 * x) + -
0.020349
(0.000117 * x) + -
0.028329
(0.000366 * x) + -
0.058988
(0.000052 * x) +
0.003840
(0.000106 * x) + -
0.012630
(0.000033 * x) + -
0.027093
(0.000010 * x) +
0.001143
(0.000796 * x) + -
0.202437
(0.000058 * x) + -
0.000775
(0.000071 * x) + -
0.010934
(0.000031 * x) + -
0.038304
(0.000556 * x) +
0.075441
(0.000008 * x) + -
0.041870
(0.357691 * x) + -
8.860466
(0.344250 * x) + -
9.440637

0.002513 * (x **
0.670498)
0.004525 * (x **
0.534622)
0.002708 * (x **
0.647031)
0.003034 * (x **
0.622415)
0.004164 * (x **
0.722085)
0.004274 * (x **
0.534239)
0.003939 * (x **
0.713607)
0.003598 * (x **
0.708342)
0.003776 * (x **
0.522710)
0.004519 * (x **
0.524939)
0.005490 * (x **
0.739882)
0.002130 * (x **
0.520709)
0.003938 * (x **
0.582054)
0.004120 * (x **
0.571925)
0.004419 * (x **
0.730222)
0.002939 * (x **
0.632597)
0.002992 * (x **
0.511895)
0.004018 * (x **
0.523699)
0.001666 * (x **
0.531472)
0.003322 * (x **
0.512416)
0.002527 * (x **
0.660769)
0.004261 * (x **
0.552721)
0.003317 * (x **
0.608525)
0.003317 * (x **
0.702620)
0.004664 * (x **
0.536550)
0.003594 * (x **
0.595545)
0.004444 * (x **
0.521307)
0.002542 * (x **
0.516098)
0.004831 * (x **
0.736381)
0.004574 * (x **
0.542578)
0.004496 * (x **
0.553907)
0.004188 * (x **
0.521362)
0.004053 * (x **
0.685592)
0.001604 * (x **
0.538329)
0.112754 * (x **
0.757418)
0.115590 * (x **
0.759455)

0,420857352594504

0,563365086194718

0,545322985504797

0,58076939386504

0,485232284976208

0,580694941098532

0,501326508212163

0,492655597817346

0,560319859121706

0,561850032139578

0,520573897649784

0,841447669949463

0,630465291381543

0,606939388360818

0,53992114703672

0,629941053747986

0,712919485160822

0,518338257692865

0,893822298689524

0,639382945567878

0,601708008378324

0,614204825432209

0,724672048149391

0,60155130446367

0,630627967932312

0,808897359509629

0,675065972416673

1,08525538363604

0,46332924958833

0,442724319437977

0,65950057236515

0,311900997567915

0,427419158950338

0,745809664336261

0,25589730956719

0,303001623135796

0,54961940112841

0,554701517358793

0,573175720452859

0,576828438842125

0,591413592187123

0,59198994649849

0,596888532511057

0,607892114891588

0,617699101227599

0,619548739473366

0,622331359233216

0,628421375350242

0,629647222711272

0,634645193796348

0,654550393048982

0,659365781709494

0,660306406291946

0,674727313356639

0,677031401339443

0,681733355714957

0,682758690592154

0,688987503792906

0,713786417560059

0,715810779395107

0,729884853993497

0,778697811468775

0,789086990017356

0,800729668120621

1,86997753283881

1,954761561287

2,2712851796316

0,368501614061213

0,381401999909451

0,414537209654644

0,423768575905871

0,437102116908241
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0,97

0,77

0,94

0,78

0,54

0,67

0,33

0,2

0,17

0,52

0,13

0,34

0,18

0,32

0,16

0,38

0,68

0,56

0,14

0,98

0,22

0,74

0,81

0,72

0,19

0,12

0,8

0,23

0,21

0,57

0,79

0,11

0,37

0,25

0,15

0,24

(0.000013 * x) + -
0.023968
(0.000250 * x) + -
0.102755
(0.000025 * x) + -
0.017080
(0.000221 * x) + -
0.099978
(0.026833 *x) +
0.835398
(0.001125 * x) +
0.175987
(0.378601 * x) + -
7.516116
(0.412454 * x) + -
5.071113
(0.413045 * x) + -
5.120965
(0.042590 * x) +
1.048825
(0.413500 * x) + -
4.735065
(0.369133 * x) + -
8.075627
(0.412881 * x) + -
5.164615
(0.386359 * x) + -
6.801988
(0.413185 * x) + -
4.989206
(0.311140 * x) + -
9.552199
(0.000926 * x) +
0.178612
(0.016442 * x) +
1.009177
(0.413410 * x) + -
4.803315
(0.000010 * x) + -
0.028178
(0.411763 * x) + -
4.423405
(0.000364 * x) + -
0.037988
(0.000155 * x) + -
0.083186
(0.000479 * x) +
0.108184
(0.412687 * x) + -
5.160059
(0.413576 * x) + -
4.714527
(0.000174 * x) + -
0.054282
(0.411241 * x) + -
3.898604
(0.412152 * x) + -
4.837539
(0.012759 * x) +
1.221931
(0.000196 * x) + -
0.067207
(0.413639 * x) + -
4.693859
(0.328742 * x) + -
9.102976
(0.409605 * x) + -
3.191129
(0.413305 * x) + -
4.870646
(0.410535 * x) + -
3.413974

0.002917 * (x **
0.513127)
0.004059 * (x **
0.631782)
0.004483 * (x **
0.508035)
0.004312 * (x **
0.619468)
0.035449 * (x **
0.758647)
0.005033 * (x **
0.712775)
0.108444 * (x **
0.751366)
0.065304 * (x **
0.748294)
0.062581 * (x **
0.748649)
0.045639 * (x **
0.765969)
0.060235 * (x **
0.748821)
0.111566 * (x **
0.753848)
0.063412 * (x **
0.748515)
0.104651 * (x **
0.749212)
0.061765 * (x **
0.748860)
0.118373 * (x **
0.763671)
0.004660 * (x **
0.706799)
0.026696 * (x **
0.750853)
0.060635 * (x **
0.748892)
0.002351 * (x **
0.519272)
0.068110 * (x **
0.747771)
0.003739 * (x **
0.663800)
0.005032 * (x **
0.584260)
0.003694 * (x **
0.683164)
0.064364 * (x **
0.748338)
0.059920 * (x **
0.748724)
0.004976 * (x **
0.592840)
0.069975 * (x **
0.747419)
0.066645 * (x **
0.747994)
0.022698 * (x **
0.747764)
0.004423 * (x **
0.609510)
0.059621 * (x **
0.748700)
0.117802 * (x **
0.761339)
0.074975 * (x **
0.746595)
0.061132 * (x **
0.748927)
0.072277 * (x **
0.747004)

0,335416633792626

0,518221501222893

0,559363045473429

0,39585063067532

0,407820016217999

0,369932677729642

0,28948408038549

0,351776622330993

0,398755753430453

0,372957908368518

0,390664895720764

0,330021636207307

0,419792662858644

0,321162415603262

0,429218261741815

0,355523065360505

0,361770996612399

0,401195117018183

0,411620064386127

0,446630828633213

0,320118658847462

0,589231127626936

0,372884654672046

0,405442408643111

0,421872615154525

0,414693138925369

0,464590266494997

0,364967593251588

0,378477298627559

0,283455162665989

0,451688476489963

0,427821087638431

0,370388138295215

0,416934606031854

0,457145729928887

0,398859131868831

0,437308280548841

0,443399575737068

0,456470514060907

0,465321723354719

0,47106891367924

0,471152180085647

0,480908718139808

0,481799519452558

0,495224159942384

0,497894299888135

0,503117591071871

0,504076371319091

0,510108097506538

0,51172224461358

0,512203533886417

0,512388003985565

0,512647966252325

0,516189267730108

0,51775779932982

0,52458389355069

0,527436976879876

0,528802145686503

0,534029869475768

0,536330461115832

0,538456805309089

0,542370116426931

0,542948244856401

0,545062740590413

0,546779963404363

0,548450164220832

0,551863244108547

0,556922151309884

0,557057309669997

0,562881880338698

0,567300842113723

0,568837006029264
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0,53

0,85

0,86

0,55

0,76

0,7

0,46

0,5

0,1

0,69

0,84

0,92

0,26

0,31

0,73

0,65

0,01

0,27

0,09

0,3

0,02

0,4

0,29

0,39

0,06

0,03

0,64

0,07

0,75

0,82

0,04

0,45

0,05

0,87

0,08

0,48

(0.033932 *x) +
1.375533
(0.000095 * x) +
0.006223
(0.000084 * x) +
0.021934
(0.021074 * x) +
0.957410
(0.000282 * x) + -
0.084767
(0.000650 * x) +
0.117601
(0.133786 * x) +
0.963721
(0.065544 * x) +
1.620628
(0.413688 * x) + -
4650113
(0.000772 * x) +
0.167481
(0.000108 * x) + -
0.037683
(0.000036 * x) + -
0.027182
(0.408314 * x) + -
3.242579
(0.392579 * x) + -
5.702959
(0.000416 * x) +
0.009317
(0.001725 * x) +
0.449303
(0.413783 * x) + -
4208257
(0.406608 * x) + -
3.385219
(0.413723 * x) + -
4.565496
(0.397539 * x) + -
4.946145
(0.413782 * x) + -
4.199044
(0.270684 * x) + -
7.612486
(0.401369 * x) + -
4.610482
(0.291608 * x) + -
8.480323
(0.413770 * x) + -
4358533
(0.413780 * x) + -
4259114
(0.002171 * x) +
0.580011
(0.413762 * x) + -
4.412469
(0.000321 * x) + -
0.052851
(0.000137 * x) + -
0.050759
(0.413778 * x) + -
4301648
(0.155300 * x) + -
0.170601
(0.413775 * x) + -
4.314965
(0.000074 * x) +
0.016617
(0.413747 * x) + -
4.481433
(0.095589 * x) +
2.146769

0.039522 * (x **
0.764052)
0.005801 * (x **
0.545473)
0.005282 * (x **
0.546431)
0.031327 * (x **
0.753639)
0.004079 * (x **
0.639976)
0.004507 * (x **
0.687271)
0.091192 * (x **
0.770085)
0.059985 * (x **
0.768555)
0.059282 * (x **
0.748817)
0.004518 * (x **
0.697653)
0.005755 * (x **
0.551981)
0.004111 * (x **
0.530494)
0.078346 * (x **
0.746129)
0.100066 * (x **
0.747811)
0.003491 * (x **
0.678138)
0.006600 * (x **
0.718764)
0.057829 * (x **
0.750050)
0.081842 * (x **
0.746113)
0.058833 * (x **
0.749172)
0.095637 * (x **
0.746524)
0.057815 * (x **
0.750079)
0.117680 * (x **
0.767060)
0.091021 * (x **
0.745857)
0.118213 * (x **
0.765696)
0.058033 * (x **
0.749897)
0.057824 * (x **
0.750087)
0.007658 * (x **
0.721623)
0.058143 * (x **
0.749817)
0.003936 * (x **
0.651372)
0.005432 * (x **
0.570737)
0.057884 * (x **
0.750027)
0.099550 * (x **
0.769001)
0.057976 * (x **
0.749931)
0.004859 * (x **
0.547471)
0.058419 * (x **
0.749556)
0.075708 * (x **
0.769588)

0,428693367039056

0,588897519002851

0,646661316566727

0,479258465006421

0,621880056982841

0,554643143382883

0,367098220990133

0,378658263348246

0,454782444818289

0,459293259727493

0,512023229203582

0,543166887238146

0,477588885159347

0,420780749416888

0,656677974622197

0,364202829306778

0,466800859629661

0,49186598840377

0,489985951247378

0,440188227615728

0,476368767578032

0,380681137492129

0,471309503286935

0,406922262972147

0,4835368176766

0,485541008005901

0,364426302793163

0,507599433179828

0,763953400767073

0,578324851503762

0,507894307400451

0,500208223729034

0,512852386248966

0,719658173351071

0,525170084226244

0,408949057095316

0,569328029835401

0,571441890030329

0,575141115211302

0,576609633618598

0,581593946939587

0,583580424287508

0,586143659243242

0,589956776394158

0,596232749329987

0,601498854413846

0,606261008145361

0,607860800855569

0,615185707167241

0,619032049051106

0,625425029847497

0,628873601430444

0,635842505327872

0,637364524230977

0,6417177886618

0,642918178062679

0,643420924493042

0,645160404350712

0,651931159987828

0,652638698022904

0,657595844822449

0,661239908487721

0,66278757607862

0,674041107870332

0,675769916184414

0,676192486030616

0,677225966775753

0,68919148192342

0,689406103711443

0,691342522254757

0,691655466018374

0,693139040333459
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0,9

0,49

0,44

0,88

0,42

0,41

0,28

0,96

0,83

0,63

0,62

0,6

0,43

0,59

0,95

0,58

0,61

0,66

0,47

0,51

0,89

091

0,75

0,22

0,92

0,19

0,68

0,98

0,09

0,18

0,88

0,08

0,64

0,17

0,1

0,21

(0.000050 * x) + -
0.015698
(0.079404 * x) +
1.724213
(0.177924 * x) + -
2.185661
(0.000066 * x) + -
0.000773
(0.224750 * x) + -
4.443473
(0.248005 * x) + -
6.155791
(0.404351 * x) + -
4.091512
(0.000016 * x) + -
0.012499
(0.000122 * x) + -
0.034469
(0.002759 * x) +
0.763041
(0.003535 * x) +
0.871863
(0.005909 * x) +
1.006903
(0.201232 * x) +
2.975643
(0.007629 * x) +
1.140420
(0.000021 * x) + -
0.013001
(0.009871 * x) +
1.453514
(0.004554 * x) +
1.050392
(0.001384 * x) +
0.358962
(0.113798 * x) +
1.443363
(0.052939 * x) +
0.886231
(0.000057 * x) + -
0.012797
(0.000043 * x) + -
0.025891
(0.008869 * x) +
0.789061
(0.541397 * x) +
2.325525
(0.000056 * x) +
0.000338
(0.542120 * x) +
2.832305
(0.058197 * x) + -
0.761916
(0.000010 * x) +
0.012925
(0.542737 *x) +
4503141
(0.542273 * x) +
3.046433
(0.000141 * x) + -
0.014504
(0.542744 * x) +
4580142
(0.124627 * x) +
6.624586
(0.542394 * x) +
3.337883
(0.542726 * x) +
4387796
(0.541689 * x) +
2.469718

0.004945 * (x **
0.528037)
0.068467 * (x **
0.768298)
0.105935 * (x **
0.768699)
0.004993 * (x **
0.539435)
0.113854 * (x **
0.768617)
0.116900 * (x **
0.767633)
0.086303 * (x **
0.745763)
0.003990 * (x **
0.498887)
0.005640 * (x **
0.560659)
0.009021 * (x **
0.724138)
0.010598 * (x **
0.727134)
0.014476 * (x **
0.734859)
0.110511 * (x **
0.768712)
0.016730 * (x **
0.739456)
0.004711 * (x **
0.495307)
0.019669 * (x **
0.742932)
0.012642 * (x **
0.729179)
0.005731 * (x **
0.716054)
0.084100 * (x **
0.769464)
0.051872 * (x **
0.768276)
0.004750 * (x **
0.537503)
0.004652 * (x **
0.526996)
0.018390 * (x **
0.743971)
0.104654 * (x **
0.737090)
0.004937 * (x **
0.534333)
0.102623 * (x **
0.736378)
0.084233 * (x **
0.741613)
0.003063 * (x **
0.501603)
0.099299 * (x **
0.736548)
0.102015 * (x **
0.736311)
0.006867 * (x **
0.549307)
0.099115 * (x **
0.736654)
0.140462 * (x **
0.742773)
0.101459 * (x **
0.736290)
0.099482 * (x **
0.736458)
0.103934 * (x **
0.736764)

0,65978803810356

0,482130250484119

0,524306740154895

0,705960433769781

0,499846669873582

0,466989387205577

0,572054394645547

0,678427147572897

0,686504370061958

0,428907407089388

0,419631556400192

0,440112149394085

0,605888280090624

0,44409793577398

0,888931468784383

0,405611189850859

0,512427036594377

0,370644995228191

0,41614473930664

0,519142073073023

0,53998144135938

0,514368949256134

0,290099969284641

0,280459150773681

0,510851164819154

0,341413827826012

0,477165014769423

0,705082755372515

0,365035590622393

0,357515610711229

0,473035863530879

0,377709831816784

0,372321279659235

0,383424765728357

0,386519374198638

0,363889840633733

0,710278290449475

0,710328044574622

0,715486557693876

0,719369514482851

0,728965986791264

0,733169508474598

0,74886116893654

0,749202711815819

0,76179974828396

0,763938512994786

0,771535977036715

0,778515725912003

0,781242954668933

0,80286519968498

0,818448655551718

0,840361541169219

0,886546692335881

0,887112206627673

1,89264177032366

1,92746213008588

2,18590743685891

2,19111409623783

0,380292495752947

0,420367366437573

0,443854061271946

0,466001185489193

0,481112411011951

0,487871455647858

0,488066280598845

0,490364373271738

0,500008362405199

0,500016652858582

0,50405764319148

0,504532847664543

0,505158604500991

0,512511994983024

52



0,07

0,65

0,26

0,03

0,15

0,94

0,02

0,31

0,16

0,23

0,01

0,86

0,04

0,95

0,3

0,05

0,27

0,12

0,25

0,06

0,2

0,32

0,73

0,38

0,13

0,29

0,66

0,9

0,89

0,67

0,28

0,87

0,93

0,35

0,36

(0.542749 * x) +
4.616615
(0.105347 * x) +
4.002805
(0.539485 * x) +
2.174978
(0.542755 * x) +
4.638860
(0.542562 * x) +
3.698703
(0.000035 * x) +
0.005437
(0.542755 * x) +
4.637349
(0.534395 * x) +
2.946856
(0.542489 * x) +
3.541994
(0.541040 * x) +
2.277151
(0.542756 * x) +
4.647079
(0.000239 * x) +
0.031162
(0.542755 * x) +
4.639346
(0.000026 * x) +
0.006021
(0.535759 * x) +
2.749961
(0.542754 * x) +
4.634619
(0.538762 * x) +
2.175727
(0.542689 * x) +
4122231
(0.540107 * x) +
2.200098
(0.542752 * x) +
4.627658
(0.542710 * x) +
4.252306
(0.541930 * x) +
2.694572
(0.532826 * x) +
3.412394
(0.016120 * x) +
0.826880
(0.516813 *x) +
8.452099
(0.542660 * x) +
3.967403
(0.536913 * x) +
2.377061
(0.087701 * x) +
1.934029
(0.000088 * x) +
0.013694
(0.000111 * x) +
0.027277
(0.071951 * x) +
0.586328
(0.537914 * x) +
2.284392
(0.000182 * x) +
0.001341
(0.000044 * x) +
0.009029
(0.526445 * x) +
5.636325
(0.523654 * x) +
6.110024

0.098958 * (x **
0.736753)
0.127710 * (x **
0.741780)
0.112113 * (x **
0.736604)
0.098793 * (x **
0.736854)
0.100571 * (x **
0.736319)
0.005393 * (x **
0.506261)
0.098803 * (x **
0.736844)
0.128882 * (x **
0.734987)
0.100937 * (x **
0.736326)
0.105867 * (x **
0.737196)
0.098801 * (x **
0.736842)
0.005684 * (x **
0.592773)
0.098803 * (x **
0.736848)
0.004548 * (x **
0.509281)
0.125001 * (x **
0.735260)
0.098831 * (x **
0.736831)
0.114842 * (x **
0.736317)
0.099850 * (x **
0.736338)
0.109278 * (x **
0.737133)
0.098870 * (x **
0.736808)
0.099679 * (x **
0.736376)
0.103204 * (x **
0.736559)
0.133136 * (x **
0.734645)
0.030286 * (x **
0.743309)
0.161470 * (x **
0.734460)
0.100033 * (x **
0.736326)
0.121336 * (x **
0.735623)
0.113585 * (x **
0.741260)
0.005094 * (x **
0.551453)
0.005731 * (x **
0.551893)
0.098323 * (x **
0.741622)
0.117808 * (x **
0.736054)
0.006282 * (x **
0.570066)
0.005572 * (x **
0.514713)
0.147339 * (x **
0.733916)
0.152609 * (x **
0.733704)

0,390382169413814

0,446322232533932

0,371952996453519

0,404683948073843

0,428134621751666

0,696926189822596

0,414413159567204

0,360950349694731

0,443086659431004

0,397407288342869

0,421132543332222

0,523095097424948

0,428185770258618

0,850717585193313

0,378531596237906

0,437472190113964

0,392055593394505

0,454460674819918

0,408615539677202

0,446749388642071

0,469548011599566

0,44857111412941

0,401934936729748

0,531304351108937

0,375621743654724

0,485482269208773

0,421750555282525

0,531315956633379

0,667627475493261

0,625868562203323

0,558831958025586

0,43576118403625

0,582192193464227

0,796706365239601

0,456658283661652

0,46243705789511

0,518171296119953

0,519346393531903

0,529133812377655

0,53386113219516

0,535906750555056

0,53700196983109

0,542838729308958

0,54852814598403

0,549109491561416

0,551663654425459

0,552064108715967

0,554370194443436

0,559175421353645

0,565606716753452

0,565976272910339

0,566577337794475

0,567165730627611

0,567539754295745

0,572716481076708

0,575208952497181

0,580008263848114

0,586892725096053

0,587054695497815

0,589515035340548

0,590439538440284

0,591059122650628

0,596465266081496

0,598141398739929

0,5986229791429

0,599621315713622

0,600812108133755

0,604080110022948

0,606000137648343

0,60874743394812

0,611693633427878

0,614894827043679
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0,39

0,24

0,83

0,14

0,72

0,4

0,37

0,63

0,99

0,74

0,84

0,34

0,41

0,71

0,33

091

0,96

0,69

0,7

0,61

0,42

0,82

0,62

0,76

0,97

0,6

0,81

0,43

0,55

0,57

0,59

0,44

0,58

0,56

0,54

0,45

(0.512647 *x) +
9.666788
(0.540609 * x) +
2.156204
(0.000604 * x) +
0.115561
(0.542618 * x) +
3.831539
(0.021438 * x) +
1.079675
(0.508002 * x) +
10.733908
(0.520467 * x) +
6.959935
(0.145346 * x) +
9.386533
(0.000007 * x) +
0.019385
(0.011984 * x) +
0.949869
(0.000436 * x) +
0.023610
(0.528891 * x) +
4.675285
(0.502568 * x) +
12.214841
(0.028081 * x) +
0.602397
(0.530998 * x) +
3.997594
(0.000070 * x) +
0.003550
(0.000020 * x) +
0.016032
(0.046289 * x) +
0.762132
(0.036239 * x) +
0.253407
(0.190142 * x) +
16.125268
(0.496537 * x) +
14.053066
(0.000843 * x) +
0.384618
(0.167331 *x) +
12.575357
(0.006410 * x) +
1.117735
(0.000014 * x) +
0.014064
(0.213901 * x) +
20.042303
(0.001186 * x) +
0.583752
(0.489790 * x) +
15.827374
(0.326960 * x) +
31.290371
(0.283308 * x) +
28.597048
(0.237033 *x) +
23.114027
(0.482235 * x) +
17.565011
(0.260354 * x) +
26.341767
(0.305635 * x) +
29.731387
(0.347145 * x) +
31.322745
(0.473787 * x) +
19.758650

0.165106 * (x **
0.735325)
0.107494 * (x **
0.737160)
0.004215 * (x **
0.675228)
0.100299 * (x **
0.736296)
0.037619 * (x **
0.744311)
0.168942 * (x **
0.736116)
0.156851 * (x **
0.734119)
0.156279 * (x **
0.741781)
0.002551 * (x **
0.502009)
0.023528 * (x **
0.744156)
0.005184 * (x **
0.637814)
0.142569 * (x **
0.733991)
0.173126 * (x **
0.736875)
0.047100 * (x **
0.743396)
0.138403 * (x **
0.733925)
0.004703 * (x **
0.547902)
0.003786 * (x **
0.511908)
0.070525 * (x **
0.742162)
0.058218 * (x **
0.742470)
0.176131 * (x **
0.743800)
0.177472 * (x **
0.737498)
0.004910 * (x **
0.686704)
0.167395 * (x **
0.742596)
0.013775 * (x **
0.745172)
0.003455 * (x **
0.506609)
0.185383 * (x **
0.744097)
0.005840 * (x **
0.697128)
0.180783 * (x **
0.738557)
0.200510 * (x **
0.747749)
0.197608 * (x **
0.746915)
0.190280 * (x **
0.745385)
0.184617 * (x **
0.739327)
0.195814 * (x **
0.745731)
0.198914 * (x **
0.747651)
0.200251 * (x **
0.748002)
0.188174 * (x **
0.740184)

0,342486251777087

0,469784016130126

0,542697490672608

0,538078346784059

0,590831603198903

0,311006849102267

0,499514063249334

0,46566342496995

0,787052124500205

0,589918082237641

0,627334019565779

0,530655531006268

0,298103051559019

0,676540856088092

0,547312203980897

0,818534450097283

0,835699745933286

0,705593573618408

0,756465113863212

0,409497120674163

0,329036485602153

0,465769627477879

0,53768447014398

0,548237133589762

1,0973235654644

0,537796220128318

0,639921702772957

0,438684854512303

0,82564247006976

0,798959106890592

0,699639629809361

0,444615004559134

0,792653671716312

0,831641267729008

0,868274633238205

0,501495365350628

0,618301445801133

0,620428226417956

0,621658428128497

0,637047787354137

0,638110725210765

0,64131619099233

0,654384385812808

0,658294883284425

0,670222185653345

0,675842452299799

0,68020940136355

0,691604724033009

0,702130149241503

0,71573017190503

0,716283650627217

0,723411317311776

0,726509567169412

0,727348470908846

0,788621985945474

0,80045465307416

0,822937872769308

0,838214510536076

0,87247966352874

0,903586682839757

0,91753717144761

0,932594466725228

0,98682587343917

1,03009039096031

1,06539383608197

1,07038113708978

1,07042066660514

1,07970836316714

1,10099016621578

1,10394115958043

1,17629740571971

1,20885158371067
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0,46

0,79

0,53

0,8

0,47

0,51

0,5

0,49

0,52

0,77

0,48

0,78

0,85

0,99

0,61

0,6

0,62

0,89

0,63

0,59

0,58

0,57

0,53

0,64

0,94

0,54

0,52

0,56

0,69

0,55

0,67

0,66

0,81

0,82

0,65

0,73

(0.464354 * x) +
21.501837
(0.002355 * x) +
0.826744
(0.366186 * x) +
31.035200
(0.001683 * x) +
0.687007
(0.453887 * x) +
22.995043
(0.400498 * x) +
29.008129
(0.416336 * x) +
27.342488
(0.429648 * x) +
26.192465
(0.384033 * x) +
30.686622
(0.004617 * x) +
1.356815
(0.442312 * x) +
24.699153
(0.003306 * x) +
1.311930
(0.000321 * x) + -
0.035315
(0.000008 * x) +
0.000627
(0.030402 * x) + -
9.324436
(0.036484 * x) + -
10.824992
(0.025614 * x) + -
8.018924
(0.000056 * x) +
0.004086
(0.021492 * x) + -
6.467290
(0.041661 * x) + -
11.540783
(0.048236 * x) + -
12.439932
(0.055167 * x) + -
13.244953
(0.091176 * x) + -
15.526005
(0.017875 * x) + -
5.201002
(0.000024 * x) + -
0.005368
(0.081178 * x) + -
14.631361
(0.101791 * x) + -
16.262592
(0.063678 * x) + -
13.407266
(0.006118 * x) + -
1.700598
(0.072254 * x) + -
14.230793
(0.009812 * x) + -
2.784037
(0.011945 * x) + -
3.207858
(0.000268 * x) + -
0.011048
(0.000210 * x) +
0.025824
(0.014674 * x) + -
4.046260
(0.002231 * x) + -
0.243866

0.189845 * (x **
0.741707)
0.007979 * (x **
0.720130)
0.198624 * (x **
0.748332)
0.006615 * (x **
0.711631)
0.193654 * (x **
0.742262)
0.197952 * (x **
0.746980)
0.196889 * (x **
0.746062)
0.196646 * (x **
0.744717)
0.198603 * (x **
0.747726)
0.011170 * (x **
0.739748)
0.196571 * (x **
0.743024)
0.009323 * (x **
0.731303)
0.005227 * (x **
0.617173)
0.001991 * (x **
0.527530)
0.033809 * (x **
0.773582)
0.039275 * (x **
0.772975)
0.030235 * (x **
0.771827)
0.006338 * (x **
0.514526)
0.027566 * (x **
0.768121)
0.044106 * (x **
0.771882)
0.049245 * (x **
0.772053)
0.054769 * (x **
0.771427)
0.081634 * (x **
0.767770)
0.024200 * (x **
0.766554)
0.003718 * (x **
0.519828)
0.073705 * (x **
0.769634)
0.089783 * (x **
0.765828)
0.062025 * (x **
0.769918)
0.012277 * (x **
0.748952)
0.068671 * (x **
0.768925)
0.016523 * (x **
0.757294)
0.018235 * (x **
0.762206)
0.005321 * (x **
0.604636)
0.006222 * (x **
0.579184)
0.020765 * (x **
0.765597)
0.007381 * (x **
0.718847)

0,539365369878429

0,805409289709905

0,88947691453356

0,831622717658295

0,591160349850849

0,783335342655616

0,723147603693825

0,694148614998928

0,895230791946577

0,875749507824514

0,697982047613433

0,947665410120712

0,49179538541094

0,357409338434656

1,18341622542517

1,13634153754455

1,17157753348

0,357977319575665

1,04026559757492

1,14693341585015

1,09834409552949

1,11364193223092

0,800491123843124

0,988061307300645

0,373154848035859

0,861784687034331

0,765090223481706

0,992317569116365

0,657688530875813

0,937583760284834

0,838057080651538

0,873973102212271

0,496623401372946

0,487517645591592

0,916612286697568

0,456900025518439

1,24713649372642

1,26203100902802

1,27655087438934

1,29050787859208

1,29787302238777

1,31517422057467

1,32771753907034

1,33937523416558

1,35135149100469

1,37595510299441

1,37794823641411

1,43267531983635

1,8974471742433

0,263633962398202

0,341657857633045

0,34436240364089

0,349066472909894

0,353344641333768

0,355618668020021

0,375457825522928

0,380319597644378

0,387947536366878

0,395688909304097

0,411293072376756

0,414365173427342

0,421526133575197

0,421839663351412

0,433853445470003

0,43421571522974

0,436871183298364

0,437455846251078

0,440279603821746

0,451167756645316

0,460425817182809

0,463785810143639

0,472980175383749
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0,96

0,98

0,9

0,68

0,7

0,92

0,49

0,5

0,97

0,72

0,51

0,95

0,47

0,88

0,36

0,84

0,85

0,11

0,78

0,87

0,48

0,76

0,46

0,37

0,33

0,93

0,71

0,14

0,12

0,38

0,18

0,44

0,31

0,91

0,15

0,75

(0.000016 * x) + -
0.002630
(0.000011 * x) + -
0.000587
(0.000048 * x) + -
0.009553
(0.007762 * x) + -
2.163976
(0.004713 * x) + -
0.891601
(0.000034 * x) + -
0.029661
(0.135883 * x) + -
16.153248
(0.127832 * x) + -
16.780202
(0.000013 * x) + -
0.003488
(0.002925 * x) + -
0.238119
(0.112421 * x) + -
16.818372
(0.000020 * x) + -
0.009407
(0.160834 * x) + -
16.647098
(0.000067 * x) +
0.012799
(0.302123 * x) + -
9.283983
(0.000137 * x) + -
0.019673
(0.000114 * x) +
0.016856
(0.404455 * x) + -
2.516546
(0.000575 * x) +
0.046515
(0.000079 * x) +
0.019057
(0.147840 * x) + -
16.725164
(0.001002 * x) +
0.032642
(0.174224 * x) + -
15.907628
(0.290925 * x) + -
9.746664
(0.332013 * x) + -
5.439468
(0.000028 * x) + -
0.000991
(0.003758 * x) + -
0.672930
(0.403754 * x) + -
1.904692
(0.404304 * x) + -
2.342764
(0.279213 * x) + -
10.502013
(0.400969 * x) + -
0.932222
(0.201211 * x) + -
15.346150
(0.349925 * x) + -
4.102349
(0.000040 * x) + -
0.010083
(0.403286 * x) + -
1.599300
(0.001366 * x) +
0.001120

0.003045 * (x **
0.520698)
0.002471 * (x **
0.520860)
0.005705 * (x **
0.516106)
0.014331 * (x **
0.752894)
0.011187 * (x **
0.738500)
0.004181 * (x **
0.526159)
0.108980 * (x **
0.763721)
0.106198 * (x **
0.763234)
0.002653 * (x **
0.523076)
0.008120 * (x **
0.730602)
0.096705 * (x **
0.765137)
0.003231 * (x **
0.523612)
0.123186 * (x **
0.761160)
0.005737 * (x **
0.529635)
0.143753 * (x **
0.758081)
0.006230 * (x **
0.556268)
0.005875 * (x **
0.551890)
0.075492 * (x **
0.761510)
0.004988 * (x **
0.656626)
0.005153 * (x **
0.545265)
0.115690 * (x **
0.762843)
0.005274 * (x **
0.689287)
0.127905 * (x **
0.761032)
0.146383 * (x **
0.757604)
0.133711 * (x **
0.759272)
0.004114 * (x **
0.519422)
0.009924 * (x **
0.732452)
0.076880 * (x **
0.761478)
0.075821 * (x **
0.761489)
0.147841 * (x **
0.757455)
0.081450 * (x **
0.761439)
0.139082 * (x **
0.758789)
0.125099 * (x **
0.760089)
0.005244 * (x **
0.515385)
0.077780 * (x **
0.761421)
0.005848 * (x **
0.702577)

0,417450386540729

0,551174875302721

0,467667197670197

0,790877274957243

0,450710555270846

0,375179488401286

0,648252273133049

0,702043840325722

0,487945904068375

0,497087433138963

0,807409688299548

0,454694137805195

0,606277598890838

0,55929729491953

0,279062159663602

0,613394501120531

0,591195502731501

0,46306008977274

0,500436345901156

0,635492592997845

0,677718413892326

0,5430215580051

0,562228651964888

0,321793601799271

0,450615395307475

0,507824983026331

0,530020010527247

0,519860160756454

0,5150140329368

0,341905129040762

0,512581961637905

0,477685524502543

0,534216297490255

0,560574270306847

0,539669114194252

0,56067275830283

0,473563696593155

0,481103075190502

0,4821037691431

0,490643611795703

0,492568071536774

0,497923469776825

0,498794457087045

0,503338818986534

0,503948027569726

0,505865396195842

0,507455062813331

0,529513100212049

0,540819734866608

0,542216898980866

0,546457894309035

0,557867910553482

0,558013796078921

0,568328639313449

0,569975245104866

0,571468134176678

0,578750471313198

0,580289590254193

0,590526049704128

0,593598956012924

0,595852770002273

0,597914088271113

0,603385833775928

0,607138404728306

0,607337651427889

0,614289901794006

0,61751455762955

0,617945035083493

0,627869152233918

0,628367346650847

0,628612946742856

0,629184591539561
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0,13

0,83

0,32

0,42

0,3

0,41

0,74

0,45

0,02

0,35

0,39

0,4

0,03

0,04

0,17

0,09

0,08

0,43

0,05

0,79

0,01

0,16

0,34

0,19

0,06

0,86

0,29

0,1

0,8

0,07

0,77

0,23

0,25

0,24

0,22

0,2

(0.404066 * x) + -
2.111807
(0.000170 * x) +
0.020404
(0.342004 * x) + -
4.691881
(0.227641 * x) + -
13.914669
(0.357914 * x) + -
2.654999
(0.240932 * x) + -
12.533965
(0.001704 * x) + -
0.071555
(0.187871 * x) + -
15.918191
(0.404728 * x) + -
2.904168
(0.312933 * x) + -
8.331789
(0.266758 * x) + -
11.432116
(0.255717 * x) + -
11.610017
(0.404727 * x) + -
2.905849
(0.404725 * x) + -
2.903759
(0.401939 * x) + -
1.072368
(0.404632 * x) + -
2.726992
(0.404676 * x) + -
2.814942
(0.214933 * x) + -
14.668524
(0.404722 * x) + -
2.900750
(0.000443 * x) +
0.018975
(0.404729 * x) + -
2.901834
(0.402734 * x) + -
1.314664
(0.323532 * x) + -
7.258405
(0.399725 * x) + -
0.709171
(0.404713 * x) + -
2.882211
(0.000094 * x) +
0.019153
(0.364127 * x) + -
1.885379
(0.404571 * x) + -
2.660053
(0.000355 * x) +
0.055790
(0.404700 * x) + -
2.859394
(0.000758 * x) +
0.044550
(0.391409 * x) +
0.126448
(0.385364 * x) + -
0.214808
(0.388250 * x) + -
0.276386
(0.394150 * x) + -
0.026385
(0.398453 * x) + -
0.576434

0.076301 * (x **
0.761474)
0.006311 * (x **
0.566914)
0.129125 * (x **
0.759776)
0.145045 * (x **
0.758116)
0.119582 * (x **
0.760955)
0.146643 * (x **
0.758043)
0.006490 * (x **
0.709666)
0.133703 * (x **
0.759964)
0.074939 * (x **
0.761428)
0.139748 * (x **
0.759058)
0.148420 * (x **
0.757517)
0.148491 * (x **
0.757402)
0.074927 * (x **
0.761443)
0.074907 * (x **
0.761469)
0.079991 * (x **
0.761424)
0.075091 * (x **
0.761519)
0.074988 * (x **
0.761518)
0.142475 * (x **
0.758468)
0.074904 * (x **
0.761483)
0.005177 * (x **
0.637330)
0.074941 * (x **
0.761424)
0.078700 * (x **
0.761427)
0.136851 * (x **
0.759197)
0.083184 * (x **
0.761483)
0.074915 * (x **
0.761495)
0.005216 * (x **
0.552619)
0.115575 * (x **
0.761251)
0.075255 * (x **
0.761495)
0.005085 * (x **
0.625238)
0.074933 * (x **
0.761513)
0.004821 * (x **
0.677222)
0.092980 * (x **
0.761735)
0.099314 * (x **
0.761448)
0.096297 * (x **
0.761677)
0.090123 * (x **
0.761556)
0.084870 * (x **
0.761503)

0,54473871038311

0,683417743605602

0,520953219975935

0,468191381652363

0,56235877850655

0,429665899387873

0,532373841640658

0,575819393151141

0,514100430380664

0,387775154712736

0,390454712511502

0,412543215681178

0,529838463386893

0,531646124731788

0,594362216977211

0,580485222641541

0,572754207815375

0,499447116207657

0,577610559842228

0,630506469296314

0,582622419341329

0,630046736521769

0,479746832977911

0,638365200836929

0,599925469194985

0,738835307212222

0,650832069564425

0,629392091288193

0,655829482671003

0,65976741809681

0,781947300058088

0,727403455559142

0,744808716136845

0,772708483874111

0,775316773248657

0,775329074426276

0,63103328106667

0,633073323412953

0,638108232691302

0,639551149876694

0,639656036598215

0,644635855078735

0,646759451721362

0,64715065253563

0,647904581420351

0,65265664192566

0,653956195269498

0,659957101498344

0,664531882412032

0,665831137081184

0,696678933670254

0,702246267881273

0,705318902580632

0,706628969341053

0,713925248436856

0,717581720150144

0,720543176859985

0,723131547524182

0,734762018999096

0,739879845015849

0,740336879630387

0,744177993738358

0,745364189306502

0,75418594514056

0,795316721609547

0,803357052349167

0,808422092741589

0,834092147700118

0,85733912199645

0,87403146698396

0,874511093853101

0,877191999983478
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0,28

0,27

0,26

0,21

0,2

0,21

0,19

0,17

0,16

0,24

0,22

0,18

0,23

0,28

0,15

0,25

0,26

0,13

0,27

0,14

0,29

0,3

0,12

0,47

0,45

0,01

0,7

0,1

0,02

0,11

0,74

0,49

0,42

0,36

0,75

0,35

(0.370431 * x) + -
1.241800
(0.375706 * x) + -
1.129467
(0.380539 * x) + -
0.371898
(0.396332 * x) + -
0.250750
(0.055185 * x) + -
17.755452
(0.047040 * x) + -
16.212721
(0.063613 * x) + -
18.885109
(0.081475 * x) + -
19.809213
(0.090457 * x) + -
19.516524
(0.027028 * x) + -
10.450479
(0.039641 * x) + -
14.255219
(0.072440 * x) + -
19.610243
(0.032965 * x) + -
12.090467
(0.011003 * x) + -
4.002673
(0.099058 * x) + -
18.533228
(0.021972 * x) + -
8.708061
(0.017641 * x) + -
6.971761
(0.114852 * x) + -
16.281814
(0.013989 * x) + -
5.267312
(0.107346 * x) + -
17.431183
(0.008576 * x) + -
2.904604
(0.006659 * x) + -
2.173486
(0.121736 * x) + -
14.981431
(0.000156 * x) +
0.027410
(0.000205 * x) + -
0.002612
(0.149035 * x) + -
9.273550
(0.000027 * x) +
0.008921
(0.132895 * x) + -
11.879939
(0.148873 * x) + -
9.180548
(0.127715 * x) + -
13.522178
(0.000020 * x) +
0.004590
(0.000124 * x) +
0.027532
(0.000342 * x) + -
0.084966
(0.001352 * x) + -
0.099940
(0.000018 * x) +
0.005206
(0.001758 * x) + -
0.152872

0.111541 * (x **
0.761234)
0.107385 * (x **
0.761495)
0.103456 * (x **
0.761560)
0.087676 * (x **
0.761447)
0.050410 * (x **
0.750941)
0.046871 * (x **
0.749222)
0.053463 * (x **
0.752444)
0.058124 * (x **
0.754787)
0.059510 * (x **
0.755708)
0.034470 * (x **
0.744591)
0.043248 * (x **
0.747018)
0.055628 * (x **
0.754296)
0.039034 * (x **
0.745588)
0.016698 * (x **
0.749438)
0.060506 * (x **
0.756113)
0.029514 * (x **
0.745119)
0.024694 * (x **
0.746642)
0.062023 * (x **
0.754654)
0.020480 * (x **
0.747755)
0.061334 * (x **
0.755748)
0.013438 * (x **
0.751345)
0.010561 * (x **
0.754656)
0.061885 * (x **
0.753793)
0.003419 * (x **
0.597971)
0.003032 * (x **
0.623790)
0.048919 * (x **
0.748754)
0.004344 * (x **
0.506181)
0.061123 * (x **
0.750879)
0.049478 * (x **
0.748452)
0.061780 * (x **
0.752269)
0.003594 * (x **
0.510388)
0.003689 * (x **
0.579960)
0.002360 * (x **
0.678402)
0.003595 * (x **
0.738457)
0.003182 * (x **
0.517255)
0.004154 * (x **
0.744048)

0,806475265537765

0,816786049076973

0,854171419921033

0,876035771525845

1,30547048852986

1,32134327235342

1,31391555968569

1,29755934963323

1,23530389612072

1,3127315252223

1,3427493677752

1,35245155221157

1,30583058676459

1,13085060391855

1,22452845391017

1,26234203292925

1,25758334290611

1,22272765564951

1,24168562262492

1,22992231677746

1,07375306714702

1,03299430496688

1,16939804068971

0,360750294665709

0,390930256262051

1,00650152828999

0,36182811707434

1,04774862588688

0,991854885672222

1,13299321334968

0,395952180393887

0,442791845808205

0,411518652143844

0,263936309920233

0,349527066501305

0,216508429927563

0,902179076816704

0,91707139626386

0,965538491820003

0,971793211807471

0,244495620303056

0,253887584729306

0,260343822407622

0,276240781523714

0,286194490037369

0,294374348031053

0,295131527288959

0,298347399089603

0,301463296984395

0,304101140777842

0,306503171296345

0,319750592931587

0,322240827153823

0,324930910628137

0,340792345493498

0,351269842452656

0,377539161662294

0,380610552375717

0,382454743733722

0,384176181282923

0,397759984701148

0,403075996652267

0,415648206354721

0,416327891510242

0,416775869521597

0,427329219721967

0,430100460453263

0,433117401120689

0,433499016791722

0,436613336680612

0,438926864963735

0,440326288568982
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0,09

0,72

0,31

0,34

0,41

0,03

0,08

0,04

0,59

0,51

0,05

0,33

0,54

0,32

0,58

0,77

0,07

0,81

0,6

0,53

0,52

0,73

0,43

0,06

0,5

0,38

0,8

0,4

0,67

0,56

0,82

0,71

0,61

0,84

0,46

0,69

(0.137178 * x) + -
10.663030
(0.000023 * x) +
0.013910
(0.005122 * x) + -
1.492739
(0.002301 * x) + -
0.329196
(0.000416 * x) + -
0.083430
(0.148521 * x) + -
9.049515
(0.140663 * x) + -
9.833757
(0.147894 * x) + -
8.950434
(0.000057 * x) +
0.035460
(0.000103 * x) +
0.023830
(0.146900 * x) + -
8.920848
(0.003004 * x) + -
0.521094
(0.000080 * x) +
0.032961
(0.003931 * x) + -
0.798373
(0.000060 * x) +
0.040173
(0.000016 * x) +
0.015785
(0.143381 * x) + -
9.247040
(0.000012 * x) +
0.025845
(0.000053 * x) +
0.044218
(0.000087 * x) +
0.033845
(0.000094 * x) +
0.034050
(0.000021 * x) +
0.012267
(0.000283 * x) + -
0.005049
(0.145426 * x) + -
8.952845
(0.000113 * x) +
0.021204
(0.000819 * x) + -
0.050736
(0.000013 * x) +
0.020028
(0.000517 * x) + -
0.017589
(0.000033 * x) +
0.018428
(0.000070 * x) +
0.036466
(0.000011 * x) +
0.016145
(0.000025 * x) +
0.007866
(0.000049 * x) +
0.036770
(0.000009 * x) +
0.012691
(0.000178 * x) + -
0.011281
(0.000029 * x) +
0.009431

0.060291 * (x **
0.749320)
0.003976 * (x **
0.508110)
0.008862 * (x **
0.752264)
0.004945 * (x **
0.747648)
0.002384 * (x **
0.691032)
0.050287 * (x **
0.748285)
0.058557 * (x **
0.748676)
0.051334 * (x **
0.748322)
0.004773 * (x **
0.526994)
0.004025 * (x **
0.564037)
0.052828 * (x **
0.748257)
0.005935 * (x **
0.750272)
0.004015 * (x **
0.554033)
0.007373 * (x **
0.750259)
0.004781 * (x **
0.529315)
0.003424 * (x **
0.506226)
0.056629 * (x **
0.748321)
0.003044 * (x **
0.504485)
0.004780 * (x **
0.524354)
0.003994 * (x **
0.557666)
0.004061 * (x **
0.559435)
0.003875 * (x **
0.507126)
0.002445 * (x **
0.662669)
0.054706 * (x **
0.748141)
0.004057 * (x **
0.567740)
0.003020 * (x **
0.718847)
0.003111 * (x **
0.505578)
0.002675 * (x **
0.697210)
0.004156 * (x **
0.516939)
0.004202 * (x **
0.544770)
0.003003 * (x **
0.502158)
0.004117 * (x **
0.507856)
0.004518 * (x **
0.526198)
0.002971 * (x **
0.496633)
0.003292 * (x **
0.608585)
0.004206 * (x **
0.511352)

0,995634165426755

0,481397219738024

0,907077563763627

0,365223673774072

0,438985957661256

1,00115575631286

0,98446232196572

0,975552782691123

0,583168696115493

0,511431523943078

0,952905181829484

0,491939233354631

0,456337603731047

0,60320782228388

0,570795795780737

0,655010634316294

0,976289107961405

0,598395035187311

0,551583578684727

0,507367697959884

0,501118860812736

0,560382863086413

0,32035309903304

0,996471045960822

0,578839234787593

0,265556581389283

0,665499970473253

0,355314281500886

0,552643345389553

0,633473537677189

0,728994475234695

0,486572141587894

0,592829499537025

0,766263403290963

0,539440574011536

0,47545024963872

0,443270746452899

0,445364322217113

0,448413674241346

0,449728370710979

0,455317477165365

0,460190977816703

0,472368453423534

0,473448559226849

0,487371774199018

0,489717285813532

0,495848863934184

0,498797947323326

0,499096955658728

0,501797546130541

0,504370556135859

0,507457031333968

0,508938317631782

0,509032640646026

0,513555989786635

0,517699196290547

0,522760774336443

0,531549483918353

0,532597918486763

0,534014939774278

0,542683822660734

0,544165609718255

0,544553539032077

0,549093209622547

0,551095450043538

0,554697840695211

0,555398970599445

0,555812720632204

0,563734671740347

0,565098526960792

0,570136385514529

0,572273618853645
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0,44

0,48

0,96

0,78

0,76

0,66

0,39

0,37

0,85

0,55

0,65

0,79

0,57

0,83

0,98

0,86

0,99

0,63

0,97

0,95

0,64

0,62

0,9

0,88

0,94

0,92

0,87

091

0,93

0,89

0,68

0,81

0,64

0,83

0,61

0,89

(0.000240 * x) +
0.007065
(0.000139 * x) +
0.020584
(0.000005 * x) +
0.010092
(0.000015 * x) +
0.021425
(0.000017 * x) +
0.008727
(0.000035 * x) +
0.017801
(0.000646 * x) + -
0.028999
(0.001048 * x) + -
0.054209
(0.000009 * x) +
0.007128
(0.000075 * x) +
0.037639
(0.000038 * x) +
0.018500
(0.000014 * x) +
0.021627
(0.000065 * x) +
0.047638
(0.000010 * x) +
0.012275
(0.000005 * x) +
0.007968
(0.000008 * x) +
0.006019
(0.000005 * x) +
0.006627
(0.000043 * x) +
0.036061
(0.000005 * x) +
0.007952
(0.000005 * x) +
0.009197
(0.000040 * x) +
0.025675
(0.000046 * x) +
0.048811
(0.000006 * x) +
0.011999
(0.000007 * x) +
0.006434
(0.000005 * x) +
0.008996
(0.000006 * x) +
0.013426
(0.000007 * x) +
0.009255
(0.000006 * x) +
0.011620
(0.000006 * x) +
0.010326
(0.000006 * x) +
0.011816
(0.000031 * x) +
0.018953
(0.000019 * x) + -
0.004339
(0.000061 * x) +
0.030760
(0.000016 * x) + -
0.001392
(0.000073 * x) +
0.040099
(0.000010 * x) + -
0.006276

0.002537 * (x **
0.648506)
0.003493 * (x **
0.589550)
0.002026 * (x **
0.506752)
0.003527 * (x **
0.501257)
0.003204 * (x **
0.513899)
0.004094 * (x **
0.520653)
0.002785 * (x **
0.709087)
0.003330 * (x **
0.727737)
0.002889 * (x **
0.495433)
0.004059 * (x **
0.550101)
0.004193 * (x **
0.521420)
0.003266 * (x **
0.504891)
0.004407 * (x **
0.538079)
0.003016 * (x **
0.498752)
0.002020 * (x **
0.506563)
0.002553 * (x **
0.502477)
0.002032 * (x **
0.505941)
0.004632 * (x **
0.519067)
0.002021 * (x **
0.506753)
0.002002 * (x **
0.508090)
0.004212 * (x **
0.523885)
0.004649 * (x **
0.521615)
0.002328 * (x **
0.500261)
0.002476 * (x **
0.499162)
0.002019 * (x **
0.507709)
0.002162 * (x **
0.503806)
0.002486 * (x **
0.501827)
0.002199 * (x **
0.503518)
0.002114 * (x **
0.504669)
0.002410 * (x **
0.499188)
0.004120 * (x **
0.515459)
0.004350 * (x **
0.494776)
0.005581 * (x **
0.519564)
0.004255 * (x **
0.490277)
0.005534 * (x **
0.527147)
0.002553 * (x **
0.512629)

0,532134978810859

0,551195391679316

0,793356861597919

0,717625432678936

0,539222870722272

0,579457603462131

0,36745341273243

0,341113331501733

0,771923357162664

0,605693202041456

0,598679037807321

0,745370169002682

0,641815970931755

0,801162975208804

0,841196094821785

0,823259195978824

0,848544676368586

0,699567194531885

0,826600903758803

0,939359245047068

0,762316235620553

0,726351615991

1,08868012657871

0,960112653326289

1,00591843888701

1,08773426837611

0,947335133262889

1,15869392589545

1,25168610705402

1,2899798111434

0,610000682138427

0,424709877512646

0,371181534478524

0,523562464377052

0,43085113671702

0,346332392587278

0,576994191450482

0,578942605689143

0,579109660702981

0,582663695943656

0,583087194856787

0,586552289968222

0,590357004278984

0,591198786696644

0,591934465944321

0,599802126633557

0,601112922123621

0,631652652573652

0,633076851751456

0,655505615634606

0,666875348501529

0,66917925480505

0,670008376298339

0,670563167402906

0,674882096276217

0,705355160849467

0,730437969912155

0,735650281707048

0,766841961121644

0,796653468782549

0,819695375326497

0,84504774941845

0,848456083597734

0,894540453081202

1,05147589497572

1,05380694954339

1,96792396435312

0,415436464478555

0,418041620358244

0,484240202068468

0,490730802618642

0,515860938491726
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0,54

0,63

0,76

0,57

0,79

0,65

0,84

0,67

0,98

0,47

0,94

0,99

0,93

0,69

0,58

0,5

0,53

0,95

0,51

0,8

0,85

0,75

0,82

0,77

0,92

0,86

0,96

0,78

0,87

0,62

0,88

0,6

0,73

0,49

0,59

0,55

(0.000109 * x) +
0.079509
(0.000065 * x) +
0.033782
(0.000028 * x) +
0.011081
(0.000091 * x) +
0.067545
(0.000022 * x) +
0.016962
(0.000057 * x) +
0.049433
(0.000015 * x) +
0.001518
(0.000051 * x) +
0.032961
(0.000005 * x) +
0.004948
(0.000174 * x) +
0.076656
(0.000006 * x) +
0.006342
(0.000005 * x) +
0.006624
(0.000007 * x) +
0.004192
(0.000045 * x) +
0.016132
(0.000086 * x) +
0.055361
(0.000144 * x) +
0.112328
(0.000116 * x) +
0.083674
(0.000006 * x) +
0.003440
(0.000132 * x) +
0.077058
(0.000020 * x) +
0.017966
(0.000013 * x) +
0.007707
(0.000030 * x) +
0.004567
(0.000017 * x) +
0.012344
(0.000026 * x) +
0.014673
(0.000007 * x) +
0.001164
(0.000012 * x) +
0.007687
(0.000006 * x) +
0.004207
(0.000024 * x) +
0.019259
(0.000011 * x) +
0.005923
(0.000068 * x) +
0.046284
(0.000010 * x) +
0.009533
(0.000077 * x) +
0.058700
(0.000034 * x) +
0.023047
(0.000151 * x) +
0.113113
(0.000081 * x) +
0.062631
(0.000103 * x) +
0.070692

0.005186 * (x **
0.549324)
0.005558 * (x **
0.522458)
0.005027 * (x **
0.497786)
0.005555 * (x **
0.535854)
0.004568 * (x **
0.496965)
0.005827 * (x **
0.513998)
0.003862 * (x **
0.495046)
0.006413 * (x **
0.502230)
0.001922 * (x **
0.512683)
0.003519 * (x **
0.604696)
0.002022 * (x **
0.515089)
0.001806 * (x **
0.516373)
0.002116 * (x **
0.514217)
0.005886 * (x **
0.503736)
0.005472 * (x **
0.534646)
0.004378 * (x **
0.575851)
0.005044 * (x **
0.554414)
0.001930 * (x **
0.516388)
0.004735 * (x **
0.565614)
0.004528 * (x **
0.494595)
0.003581 * (x **
0.498513)
0.005599 * (x **
0.492537)
0.004571 * (x **
0.487960)
0.004977 * (x **
0.495902)
0.002049 * (x **
0.519833)
0.003176 * (x **
0.505021)
0.001960 * (x **
0.513557)
0.004617 * (x **
0.499094)
0.003154 * (x **
0.502642)
0.005377 * (x **
0.527621)
0.002801 * (x **
0.508770)
0.005246 * (x **
0.533646)
0.005283 * (x **
0.501780)
0.004000 * (x **
0.585895)
0.005217 * (x **
0.536071)
0.005139 * (x **
0.547227)

0,419492527964081

0,517589305952597

0,465922360721193

0,418119846915242

0,522928478892698

0,463846942355041

0,641270675107841

0,661005078749089

0,649053439078653

0,431763508650983

0,824712762216967

0,732579438241497

0,773359486102613

0,578380236531285

0,467297817741255

0,439367080747759

0,498829576253162

0,687443099849416

0,516631866130226

0,636505896048987

0,612599518159559

0,545178275443953

0,673093434261834

0,624557768999459

0,648775147465356

0,638300643579882

0,802872680899335

0,612661117489561

0,581082605096931

0,627866424294512

0,555360000660668

0,543757816872261

0,5660459491412

0,564091431363401

0,568012458384119

0,644431375263705

0,53677086254005

0,556553664692869

0,559859302641612

0,571182940336317

0,575005877649573

0,575855939071267

0,576923296723196

0,578809056274086

0,586477446960057

0,587567399987166

0,591882627276655

0,595611115787317

0,597181477317267

0,604912662151644

0,606216227690349

0,615197786892644

0,628201751049847

0,639441065484929

0,654112903238111

0,668416570056749

0,669165126298502

0,670226541543617

0,671129047758461

0,6737153212287

0,673788989217915

0,681410106261288

0,690999276953466

0,699875061791105

0,706615236798597

0,715066760235431

0,739159553713729

0,740460592504115

0,750854385294784

0,762147091489506

0,77492317272651

0,78853361631975
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0,7

0,48

0,52

0,66

0,97

0,68

0,72

0,16

0,13

0,56

0,08

0,15

0,12

0,06

0,71

0,07

0,09

0,46

0,14

0,11

0,19

0,17

0,1

0,05

0,04

0,01

0,41

0,2

0,21

0,18

0,02

0,22

0,44

0,45

0,23

0,33

(0.000042 * x) +
0.006092
(0.000162 * x) +
0.106779
(0.000124 * x) +
0.082983
(0.000054 * x) +
0.042083
(0.000006 * x) +
0.005573
(0.000048 * x) +
0.013351
(0.000037 * x) +
0.007935
(0.022031 * x) +
2.900376
(0.035794 * x) +
3.828780
(0.000097 * x) +
0.066399
(0.064894 * x) +
4.791820
(0.025954 * x) +
3.228526
(0.041337 * x) +
3.903072
(0.074956 * x) +
5.208961
(0.000039 * x) +
0.004389
(0.070230 * x) +
4.949425
(0.059060 * x) +
4.567602
(0.000189 * x) +
0.120746
(0.030715 * x) +
3.576266
(0.047112 * x) +
4.160813
(0.012622 * x) +
2.426335
(0.018390 * x) +
2.862731
(0.053282 * x) +
4.538300
(0.079055 * x) +
5.384974
(0.082025 * x) +
5.451212
(0.086069 * x) +
4.980943
(0.000295 * x) +
0.186546
(0.010562 * x) +
2.254002
(0.008469 * x) +
1.902704
(0.015217 * x) +
2.599541
(0.085402 * x) +
5.129406
(0.006948 * x) +
1.853472
(0.000223 * x) +
0.158391
(0.000205 * x) +
0.158482
(0.005666 * x) +
1.708376
(0.000836 * x) +
0.592431

0.005636 * (x **
0.504468)
0.003557 * (x **
0.599181)
0.004908 * (x **
0.559534)
0.006011 * (x **
0.509320)
0.001940 * (x **
0.513093)
0.005871 * (x **
0.506554)
0.005498 * (x **
0.501598)
0.030587 * (x **
0.738965)
0.038203 * (x **
0.745240)
0.005420 * (x **
0.540518)
0.041867 * (x **
0.756039)
0.033119 * (x **
0.741232)
0.040112 * (x **
0.747391)
0.038537 * (x **
0.761416)
0.005799 * (x **
0.500054)
0.040636 * (x **
0.758354)
0.042820 * (x **
0.753141)
0.003429 * (x **
0.611403)
0.035907 * (x **
0.743122)
0.041819 * (x **
0.748953)
0.022029 * (x **
0.733495)
0.027700 * (x **
0.736963)
0.042747 * (x **
0.750942)
0.036792 * (x **
0.763136)
0.035483 * (x **
0.763677)
0.033175 * (x **
0.762948)
0.002963 * (x **
0.648828)
0.019433 * (x **
0.732671)
0.017156 * (x **
0.729005)
0.024995 * (x **
0.734409)
0.033573 * (x **
0.763460)
0.015123 * (x **
0.726711)
0.003169 * (x **
0.627186)
0.003362 * (x **
0.617601)
0.013214 * (x **
0.724511)
0.003918 * (x **
0.691092)

0,737201372941684

0,585153632711194

0,671188639023717

0,842475669560062

0,957665608596755

0,865004639793936

0,678086333976723

0,485994082608575

0,485567237456616

0,724983209935217

0,540835683218042

0,514959360049842

0,536752995556085

0,575284797282355

0,843520939200364

0,579351026344962

0,561248193933936

0,629472035162809

0,550876144313779

0,575872866120954

0,554984599641147

0,569955451639592

0,628347499531398

0,673490190862987

0,702054479035725

0,680214831693377

0,641949676163807

0,626254909020535

0,644811587748654

0,646578031837972

0,738325333469751

0,720813482218242

0,741881032758206

0,746710759860764

0,792385373046813

1,17679838625522

0,796306963456147

0,798006829230806

0,807328419590686

0,812975035995587

0,824456737412925

0,827881929690114

0,84487926869303

0,852622603780973

0,865603412102157

0,872060958522092

0,89211354285168

0,892747825481149

0,904087044222264

0,907504409255554

0,909432904744268

0,912416792277565

0,921853294797073

0,926969201884576

0,940741406281219

0,945570075094035

0,978177170465482

0,980668383138606

0,996906610366626

0,997093603464472

1,01286778133258

1,03156929081939

1,03702542793302

1,05071639351699

1,05504221642949

1,05622308616528

1,07714074971268

1,14827055460576

1,17448673387581

1,17481625130828

1,18613945429893

1,19090532218725
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0,32

0,35

0,03

0,24

0,42

0,39

0,25

0,34

0,4

0,38

0,26

0,43

0,36

0,3

0,27

0,31

0,37

0,28

0,29

0,91

0,9

0,74

0,54

0,38

0,06

0,39

0,08

0,93

0,56

0,36

0,07

0,98

0,99

0,37

0,83

0,94

(0.000997 * x) +
0.664345
(0.000615 * x) +
0.489099
(0.084085 * x) +
5.317445
(0.004595 * x) +
1.589694
(0.000267 * x) +
0.185446
(0.000367 * x) +
0.275292
(0.003865 * x) +
1.606871
(0.000721 * x) +
0.539517
(0.000332 * x) +
0.241076
(0.000414 * x) +
0.304126
(0.003082 * x) +
1.361402
(0.000244 * x) +
0.175067
(0.000534 * x) +
0.393334
(0.001431 * x) +
0.860391
(0.002524 * x) +
1.188913
(0.001184 * x) +
0.702518
(0.000469 * x) +
0.389461
(0.002078 * x) +
1.065022
(0.001704 * x) +
0.961526
(0.000008 * x) + -
0.003294
(0.000009 * x) + -
0.002828
(0.000032 * x) + -
0.025983
(0.000077 * x) + -
0.011840
(0.000217 * x) + -
0.009312
(0.112197 *x) +
1.168862
(0.000200 * x) + -
0.032065
(0.103605 * x) +
1.299896
(0.000006 * x) +
0.000125
(0.000069 * x) + -
0.016295
(0.000259 * x) + -
0.022373
(0.108948 * x) +
1.423259
(0.000006 * x) + -
0.004159
(0.000005 * x) + -
0.001880
(0.000237 * x) + -
0.020008
(0.000009 * x) + -
0.003521
(0.000006 * x) +
0.000810

0.004450 * (x **
0.693072)
0.003519 * (x **
0.679716)
0.034310 * (x **
0.763928)
0.011142 * (x **
0.724393)
0.002899 * (x **
0.644799)
0.002876 * (x **
0.663681)
0.010028 * (x **
0.721385)
0.003800 * (x **
0.684160)
0.002963 * (x **
0.655462)
0.002761 * (x **
0.673950)
0.008538 * (x **
0.719123)
0.002946 * (x **
0.638119)
0.003041 * (x **
0.682253)
0.005359 * (x **
0.703129)
0.007162 * (x **
0.719352)
0.004772 * (x **
0.699296)
0.002911 * (x **
0.677423)
0.006405 * (x **
0.714767)
0.005935 * (x **
0.707205)
0.002314 * (x **
0.513363)
0.002432 * (x **
0.513247)
0.005480 * (x **
0.496415)
0.005285 * (x **
0.530565)
0.004269 * (x **
0.593950)
0.029458 * (x **
0.740196)
0.004304 * (x **
0.588763)
0.037488 * (x **
0.738830)
0.002391 * (x **
0.499378)
0.005117 * (x **
0.528884)
0.003832 * (x **
0.612321)
0.033273 * (x **
0.739144)
0.002265 * (x **
0.501190)
0.002268 * (x **
0.500505)
0.004004 * (x **
0.603755)
0.002735 * (x **
0.505420)
0.002316 * (x **
0.501304)

1,12597410852805

1,12771411229043

0,728340158456039

0,898084034982664

0,825945559172048

0,889124475432135

1,0283878150577

1,18819547071726

0,884093978818798

0,949508674208378

1,04989426689073

0,76407489238061

1,14566668206953

1,19312897179735

1,1351685261953

1,14892944131546

1,24323721566091

1,21409613772081

1,24686250393238

0,458369812809865

0,543703476119258

0,536832206862602

0,458646594221683

0,4125109761338

0,241186512647984

0,388225992199767

0,298982771709982

0,612171741001506

0,443546755361121

0,428392145030744

0,287317617118555

0,602344851060517

0,6869552473435

0,446981724476935

0,424226267720635

0,648583774777595

1,20100506617639

1,22053341718986

1,23017719834485

1,23730389759

1,25735185548548

1,26091392766522

1,26582084173197

1,27058490599961

1,27804661675104

1,28429075897273

1,30629620714333

1,30667718796538

1,33105153049636

1,38014988159785

1,38401919292804

1,38769265765696

1,40711365652049

1,47495022264155

1,4859077206033

2,2307562960082

2,29375059629333

2,37047608380711

0,320531638509235

0,352545022163634

0,361327115260824

0,370361150006345

0,386904243690054

0,391288267588969

0,402110073316784

0,403777629194929

0,404710167731955

0,41722762306211

0,419387955766286

0,419393431243787

0,436357138214415

0,4435785485783
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0,96

0,91

0,77

0,97

0,49

0,41

0,72

0,92

0,74

0,02

0,9

0,35

0,4

0,05

0,87

0,43

0,79

0,89

0,82

0,04

0,1

0,01

0,45

0,12

0,09

0,13

0,86

0,85

0,64

0,17

0,8

0,53

0,73

0,88

0,2

(0.000006 * x) + -
0.002122
(0.000006 * x) +
0.000144
(0.000016 * x) + -
0.006366
(0.000006 * x) + -
0.002970
(0.000102 * x) +
0.011182
(0.000171 * x) + -
0.017694
(0.000024 * x) + -
0.009888
(0.000006 * x) + -
0.001460
(0.000021 * x) + -
0.011836
(0.114881 * x) +
0.252128
(0.000006 * x) + -
0.001653
(0.000286 * x) + -
0.033287
(0.000187 * x) + -
0.015266
(0.113925 * x) +
0.742509
(0.000007 * x) + -
0.003510
(0.000149 * x) + -
0.007969
(0.000013 * x) +
0.004310
(0.000007 * x) + -
0.002562
(0.000010 * x) +
0.000019
(0.114589 * x) +
0.361511
(0.086167 * x) + -
0.594699
(0.114903 * x) +
0.246491
(0.000131 * x) + -
0.026051
(0.062060 * x) + -
2.035898
(0.074014 * x) + -
1.702862
(0.095620 * x) +
0.521574
(0.050006 * x) + -
1.927206
(0.000008 * x) + -
0.004011
(0.000008 * x) + -
0.002148
(0.000043 * x) + -
0.004365
(0.016450 * x) + -
0.807407
(0.000012 * x) +
0.001723
(0.000082 * x) +
0.001965
(0.000022 * x) + -
0.011080
(0.000007 * x) + -
0.004472
(0.006478 * x) + -
0.424645

0.002223 * (x **
0.503416)
0.002490 * (x **
0.497952)
0.003860 * (x **
0.497142)
0.002208 * (x **
0.503630)
0.005391 * (x **
0.540004)
0.004839 * (x **
0.571477)
0.004539 * (x **
0.500217)
0.002413 * (x **
0.499484)
0.003971 * (x **
0.504593)
0.024807 * (x **
0.741479)
0.002535 * (x **
0.497561)
0.003565 * (x **
0.623631)
0.004486 * (x **
0.581810)
0.027199 * (x **
0.739909)
0.002696 * (x **
0.496916)
0.004507 * (x **
0.570002)
0.003668 * (x **
0.495568)
0.002601 * (x **
0.496680)
0.002809 * (x **
0.506131)
0.025758 * (x **
0.740677)
0.042890 * (x **
0.740693)
0.024710 * (x **
0.741557)
0.004663 * (x **
0.561551)
0.039283 * (x **
0.745996)
0.042676 * (x **
0.742557)
0.041743 * (x **
0.738428)
0.034852 * (x **
0.748630)
0.002727 * (x **
0.497885)
0.002571 * (x **
0.505018)
0.005455 * (x **
0.506209)
0.014657 * (x **
0.758586)
0.003476 * (x **
0.496917)
0.005249 * (x **
0.533448)
0.004152 * (x **
0.504434)
0.002639 * (x **
0.497007)
0.007836 * (x **
0.749061)

0,651526154697765

0,633297775236272

0,606442104009273

0,651174577132293

0,51756275745731

0,616658840807976

0,42751893413016

0,62126575071602

0,511572628225016

0,423899062727664

0,655220604805

0,462544818066141

0,546260681088238

0,409600596240117

0,57615265521787

0,592952080122909

0,625517583598449

0,658099197704447

0,557688908884592

0,445364782443914

0,447079514817424

0,457373704835622

0,517633188607872

0,263283564874932

0,299795338491939

0,468166495434959

0,281174628570939

0,533397460478926

0,598418711930584

0,600804528200774

0,348421956682325

0,625978617341499

0,667914604230611

0,569107887078223

0,624085647631384

0,391402587848555

0,45055757684567

0,456700916425514

0,45767471740827

0,461685730895743

0,462586475064457

0,463437954576143

0,474240368817005

0,477921267420194

0,478195765298515

0,483218012095957

0,488247682597221

0,490290066631921

0,490632642094071

0,491667584765763

0,492562435900771

0,497698820897542

0,497848218830544

0,498966619522449

0,504790458051457

0,508601926694818

0,510098543400428

0,516855864716509

0,517746239172302

0,520281565791975

0,521678646415777

0,525371139775976

0,531739323000655

0,53449747216205

0,535442559180761

0,546528900581774

0,552256147164341

0,555368097324225

0,55869541267842

0,559027804104538

0,559833105373085

0,561600815117825
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0,3

0,18

0,59

0,84

0,15

0,46

0,34

0,03

0,65

0,57

0,33

0,63

0,75

0,55

0,58

0,23

0,21

0,22

0,5

0,14

0,19

0,68

0,6

0,52

0,31

0,7

0,61

0,81

0,16

0,62

0,28

0,71

0,44

0,48

0,51

0,76

(0.000547 * x) + -
0.029452
(0.011825 * x) + -
0.564984
(0.000058 * x) + -
0.006221
(0.000009 * x) + -
0.004805
(0.029568 * x) + -
1.672318
(0.000123 * x) + -
0.013233
(0.000320 * x) + -
0.017993
(0.114809 * x) +
0.273760
(0.000040 * x) + -
0.009032
(0.000065 * x) + -
0.026648
(0.000356 * x) + -
0.002656
(0.000046 * x) + -
0.001425
(0.000019 * x) + -
0.002129
(0.000073 * x) + -
0.018043
(0.000061 * x) + -
0.014020
(0.002506 * x) + -
0.208529
(0.004533 * x) + -
0.339012
(0.003365 * x) + -
0.231461
(0.000099 * x) +
0.001440
(0.039138 * x) + -
1.989044
(0.008628 * x) + -
0.515707
(0.000033 * x) + -
0.011198
(0.000055 * x) +
0.012384
(0.000086 * x) + -
0.000130
(0.000466 * x) +
0.010172
(0.000028 * x) + -
0.005168
(0.000052 * x) +
0.008148
(0.000011 * x) + -
0.002739
(0.022385 * x) + -
1.296770
(0.000048 * x) +
0.003012
(0.000769 * x) + -
0.067941
(0.000026 * x) + -
0.003649
(0.000140 * x) + -
0.015163
(0.000108 * x) + -
0.006836
(0.000091 * x) +
0.005933
(0.000017 * x) + -
0.005241

0.003097 * (x **
0.671518)
0.011637 * (x **
0.756175)
0.005289 * (x **
0.519814)
0.002777 * (x **
0.501464)
0.023484 * (x **
0.755041)
0.004941 * (x **
0.554318)
0.003664 * (x **
0.627762)
0.025085 * (x **
0.741217)
0.005531 * (x **
0.503021)
0.005209 * (x **
0.525263)
0.003734 * (x **
0.632652)
0.005540 * (x **
0.507233)
0.003673 * (x **
0.508130)
0.005211 * (x **
0.529744)
0.005156 * (x **
0.523981)
0.004703 * (x **
0.728792)
0.006107 * (x **
0.745778)
0.005331 * (x **
0.737524)
0.005632 * (x **
0.534909)
0.029033 * (x **
0.752439)
0.009198 * (x **
0.754804)
0.005308 * (x **
0.499220)
0.005410 * (x **
0.516183)
0.004802 * (x **
0.542434)
0.003249 * (x **
0.659014)
0.004797 * (x **
0.501477)
0.005244 * (x **
0.516268)
0.003242 * (x **
0.498249)
0.018811 * (x **
0.757005)
0.005324 * (x **
0.512482)
0.003005 * (x **
0.693211)
0.004832 * (x **
0.498105)
0.004610 * (x **
0.565241)
0.005220 * (x **
0.544882)
0.005238 * (x **
0.537543)
0.004097 * (x **
0.495466)

0,386550507134073

0,432451186089269

0,633697050884444

0,552913168018584

0,320226035698473

0,578680223509272

0,531909047551997

0,513099961727522

0,704961154984244

0,599967384914095

0,493481984156945

0,683165761587376

0,679576103446435

0,674496136304895

0,640242155151766

0,420700977084756

0,462663737882258

0,412913947513462

0,699450268678077

0,406092661045708

0,479853825238038

0,774203966998904

0,699864735337434

0,794388127664111

0,527388983347947

0,663131285120627

0,660959440603645

0,693765032506709

0,468615828994955

0,768585222898418

0,42462167699434

0,703819681992626

0,817163633071098

0,777626369056975

0,902871132605058

0,901736385624556

0,561795418656013

0,566631915327074

0,56786718362535

0,571849447355274

0,579933013280835

0,582043532447025

0,58632728448025

0,586474747769589

0,603296598749076

0,610237335699999

0,614766792631783

0,620037093353795

0,620769367955853

0,626987358259045

0,634010848755464

0,637255102397011

0,641283577501761

0,641966643158014

0,644712626570952

0,64665093475791

0,647006040756176

0,65613510886218

0,659634135217181

0,667893299843408

0,668719579720432

0,669122522883028

0,675883670200611

0,692568335644992

0,702569866306864

0,718759044399148

0,733180350182618

0,744687640662169

0,744747504449073

0,777900986664487

0,79198170406424

0,815962016755691
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0,42

0,29

0,24

0,67

0,27

0,32

0,25

0,66

0,26

0,47

0,69

0,95

0,78

(0.000159 * x) + -
0.000213
(0.000637 * x) + -
0.062422
(0.001896 * x) + -
0.154981
(0.000035 * x) + -
0.006056
(0.000935 * x) + -
0.034962
(0.000408 * x) +
0.022747
(0.001531 * x) + -
0.033874
(0.000038 * x) + -
0.009298
(0.001165 * x) + -
0.054239
(0.000115 * x) + -
0.010297
(0.000030 * x) + -
0.009320
(0.000006 * x) + -
0.000327
(0.000015 * x) +
0.000158

0.004820 * (x **
0.568253)
0.003118 * (x **
0.679748)
0.003965 * (x **
0.724904)
0.005754 * (x **
0.495339)
0.003198 * (x **
0.699563)
0.003458 * (x **
0.646451)
0.003680 * (x **
0.717556)
0.005769 * (x **
0.497504)
0.003309 * (x **
0.709639)
0.005184 * (x **
0.548070)
0.005174 * (x **
0.498723)
0.002287 * (x **
0.501737)
0.003800 * (x **
0.495532)

0,94418819840231

0,634290869177262

0,567695560187263

0,963642392516399

0,56316035027627

0,69587093293009

0,582534143151178

0,997330441668067

0,669833086228273

0,944794895817275

1,12368792199253

0,686460195150564

0,626420959355151

0,832279782904233

0,832662041930449

0,839409483180854

0,864150171990245

0,864688296453901

0,898298743013891

0,904721710230206

0,906546136420595

0,924140788887877

0,947706762044993

1,04875069164289

2,07499678717893

2,23226525031031
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Table S4 Validation set, all drugs on the market as annotated in ChEMBL

DRUG_NAME

METHAZOLAMIDE

ACETAZOLAMIDE
SODIUM

TIOTROPIUM
BROMIDE

BETHANECHOL
CHLORIDE

DIPHEMANIL
METHYLSULFATE

PROPANTHELINE
BROMIDE

MONTELUKAST
SODIUM

DABIGATRAN
ETEXILATE
MESYLATE

AMINOCAPROIC
ACID
PASIREOTIDE
DIASPARTATE

ENALAPRILAT

MOEXIPRIL
HYDROCHLORIDE

TRANDOLAPRIL

MECHANISM_OF
_ACTION
Carbonic
anhydrase |
inhibitor
Carbonic
anhydrase |
inhibitor
Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
agonist
Muscarinic
acetylcholine
receptor M3
antagonist
Muscarinic
acetylcholine
receptor M3
antagonist

Cysteinyl
leukotriene
receptor 1
antagonist

Thrombin
inhibitor

Plasminogen
inhibitor
Somatostatin
receptor 2 agonist

Angiotensin-
converting
enzyme inhibitor

Angiotensin-
converting
enzyme inhibitor

Angiotensin-
converting
enzyme inhibitor

MOLECULE_ID

CHEMBL19

CHEMBL120081
4

CHEMBL258622

CHEMBL1768

CHEMBL120088
0

CHEMBL1240

CHEMBL120068
1

CHEMBL161536
9

CHEMBL1046

CHEMBL222133
3

CHEMBL120069
7

CHEMBL120053
4

CHEMBL1519

TARGET_ID

CHEMBL261

CHEMBL261

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL179
8

CHEMBL204

CHEMBL180
1
CHEMBL180
4

CHEMBL180
8

CHEMBL180
8

CHEMBL180
8

TARGET_NAME

Carbonic
anhydrase |

Carbonic
anhydrase |

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Cysteinyl
leukotriene
receptor 1

Thrombin

Plasminogen

Somatostatin
receptor 2

Angiotensin-
converting
enzyme

Angiotensin-
converting
enzyme

Angiotensin-
converting
enzyme

CLASSIFICA COMPO
TION UNDS
Lyase 2371
Lyase 2371
7TM1 1034
7TM1 1034
7TM1 1034
7TM1 1034
7TM1 111
Protease 3784
Protease 492
7TM1 473
Protease 437
Protease 437
Protease 436

SMILES

CN1N=C(SC1=
NC(=0)C)S(=0)
(=O)N
CC(=0)Nclnnc(
51)5(=0)(=0)IN
H-]
C[N+]1(C)C2CC
(ccicioc21)o
C(=0)C(O)(c1cc
csl)clceesl

CC(CIN+](C)(C)
C)OC(=0)N

CIN+]1(C)Cccc(
=C(c2cccec2)c2
ccecc2)CCl

CC(C)IN+](C)(C
COC(=0)C1c2c
cccc20c2ccecc
12)c(C)C

CC(C)(O)clcecc
c1CCcc(scei(cc
(=0)[O-
])CC1)clcecc(C
=Cc2ccc3cec(Cl
Jee3n2)cl

CCCCCCOC(=0)
N=C(N)clccc(N
Cc2nc3cc(cec3

n2C)C(=0)N(CC
C(=0)0CC)c2cc
ccn2)ccl

NCCCCCC(=0)0

NCCCCCINC(=
0)C(Cc2c[nH]c
3cceec23)NC(=
0)C(NC(=0)C2
CC(CN2C(=0)C(
Cc2ccecec2)NC(
=0)C(Cc2ccc(O
Cc3cccce3)cc2)
NC1=0)OC(=0)
NCCN)clcccecl

CC(NC(CCclccc
cc1)C(=0)0)C(=
0)N1CCCClC(=
0)0

CCOC(=0)c(CC
clcceecl)NC(C)
C(=0)N1Cc2cc(
0OC)c(OC)cc2CC
1C(=0)0

CCOC(=0)c(cC
clcceecl)NC(C)
C(=0)N1C2CCC
CC2CC1C(=0)0
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ALPROSTADIL

HYDROXYZINE
HYDROCHLORIDE

PROPIOMAZINE
HYDROCHLORIDE

AZELASTINE
HYDROCHLORIDE

FEXOFENADINE
HYDROCHLORIDE

METHDILAZINE

BUCLIZINE
HYDROCHLORIDE

KETOTIFEN
FUMARATE

DIPHENYLPYRALIN
E
HYDROCHLORIDE

THIOTHIXENE

METOCLOPRAMID
E
HYDROCHLORIDE

ACETOPHENAZINE
MALEATE

FLUPHENAZINE
DECANOATE

PERPHENAZINE

THIETHYLPERAZIN
E MALEATE

SARALASIN
ACETATE

Prostanoid EP1
receptor agonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Type-1
angiotensin |l
receptor
antagonist

CHEMBL495

CHEMBL120100
7

CHEMBL120106
8

CHEMBL120080
9

CHEMBL120061
8

CHEMBL120095
9

CHEMBL120040
3

CHEMBL1633

CHEMBL1564

CHEMBL1201

CHEMBL120094
0

CHEMBL120104
0

CHEMBL120085
4

CHEMBL567

CHEMBL120085
6

CHEMBL120067
0

CHEMBL181
1

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL217

CHEMBL217

CHEMBL217

CHEMBL217

CHEMBL217

CHEMBL217

CHEMBL227

Prostanoid EP1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Dopamine D2
receptor

Dopamine D2
receptor

Dopamine D2
receptor

Dopamine D2
receptor

Dopamine D2
receptor

Dopamine D2
receptor

Type-1
angiotensin |l
receptor

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

196

823

823

822

822

823

823

822

823

3602

3601

3602

3602

3602

3602

497

cceeec(o)e=C
C1C(0)cC(=0)C
1CCCCCCC(=0)
(0]
0OCCOCCN1cC
N(CC1)C(clccec
c1)clcec(Cl)ccl

CCC(=0)clccc2
Sc3ccece3N(CC
(C)N(C)C)c2c1

CN1CCCC(CCl)

N1N=C(Cc2ccc(
Cl)cc2)c2ccecec2
C1=0

CC(C)(C(=0)0)c
1cce(ccl)C(O)C
CCN1CCC(CCl)
C(O)(c1cccecl)
clcceecl

CN1CCC(CN2c3
ccece3Sc3ccecc
23)C1

CC(C)(C)cleec(
CN2CCN(CC2)C
(c2cccec2)c2cec
c(Cl)cc2)cc1

CN1CCC(=C2c3
cceee3CC(=0)c
3sccc23)CCl

CN1CCC(CcC1)0
C(clcceecl)clc
ccecl

CN(C)S(=0)(=0
)clccc2Sc3cece
¢3C(=CCCN3CC
N(C)CC3)c2c1

CCN(CC)CCNC(
=0)clcc(Cl)c(N)
ccl0C

CC(=0)clccc2S
c3ccccc3N(CCC
N3CCN(CCo)cC
3)c2cl

ccceceececc(=
O)OCCNICCN(
CCCN2c3ccecc
3Sc3cec(ce23)C
(F)(F)F)CC1

OCCN1CCN(CC
CN2c3ccecec3Sc
3cec(Cl)ec23)C
C1
CCSclccc2Sc3c
ccce3N(CCCN3
CCN(C)CC3)c2¢
1
CNCC(=0)NC(C
CCNC(=N)N)C(=
O)NC(C(C)C)C(=
O)NC(Cclccc(O
)ce1)C(=0)NC(C
(C)C)C(=0)NC(C
clenc[nH]1)C(=
O)N1CCCC1C(=
O)NC(C)C(=0)0
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METHYSERGIDE
MALEATE

MELOXICAM

LEVODOPA

GANIRELIX
ACETATE

ETHOPROPAZINE
HYDROCHLORIDE

PROCYCLIDINE
HYDROCHLORIDE

BOSUTINIB

BUPRENORPHINE
HYDROCHLORIDE

ANILERIDINE
HYDROCHLORIDE

DANAZOL

NANDROLONE
PHENPROPIONATE

FLUOXYMESTERO
NE

DROMOSTANOLO
NE PROPIONATE

FLUTAMIDE

Serotonin 2b (5-
HT2b) receptor
antagonist

Cyclooxygenase-2
inhibitor

Dopamine D3
receptor agonist
Gonadotropin-
releasing
hormone receptor
antagonist

Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Tyrosine-protein
kinase ABL
inhibitor

Kappa opioid
receptor agonist

Kappa opioid
receptor agonist

Androgen
Receptor agonist

Androgen
Receptor agonist

Androgen
Receptor agonist

Androgen
Receptor agonist

Androgen
Receptor
antagonist

CHEMBL120093
8

CHEMBL599

CHEMBL1009

CHEMBL1251

CHEMBL120097
0

CHEMBL1761

CHEMBL288441

CHEMBL120040
1

CHEMBL120104
7

CHEMBL1479

CHEMBL120041
2

CHEMBL1445

CHEMBL120104
8

CHEMBL806

CHEMBL183
3

CHEMBL230

CHEMBL234

CHEMBL185
5

CHEMBL216

CHEMBL216

CHEMBL186
2

CHEMBL237

CHEMBL237

CHEMBL187
1

CHEMBL187
1

CHEMBL187
1

CHEMBL187
1

CHEMBL187
1

Serotonin 2b (5-
HT2b) receptor

Cyclooxygenase-2

Dopamine D3
receptor
Gonadotropin-
releasing hormone
receptor

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Tyrosine-protein
kinase ABL

Kappa opioid
receptor

Kappa opioid
receptor

Androgen
Receptor

Androgen
Receptor

Androgen
Receptor

Androgen
Receptor

Androgen
Receptor

7TM1

Reductase

7TM1

7TM1

7TM1

7TM1

Kinase

7TM1

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

651

1834

2228

1057

973

973

858

2662

2662

1145

1145

1144

1145

1145

CCC(CO)NC(=0
JC1CN(C)C2Cc3
cn(C)cdcecc(C2
=C1)c34

CN1\C(=C(\O)/
c2ccecc2S1(=0)
=0)\C(=0)Nc1n
cc(C)s1

NC(Cclcec(O)c(
0)c1)C(=0)0
CCNC(=NCC)NC
CCCC(NC(=0)C(
Cclccc(O)ccl)
NC(=0)C(CO)N
C(=0)C(Cclccc
nc1)NC(=0)C(C
clcece(Cl)cc1)N
C(=0)C(Cclccc
2cccec2cl)NC(
=0)C)C(=0)NC(
CC(C)C)C(=0)N
C(CCCCNC(=NC
C)NCC)C(=O)N
1CCCC1C(=0O)N
C(C)C(=O)N

CCN(CC)C(C)CN
1c2cceecc2Sc2cec
cccl2

OC(CCN1ccee
1)(C1ccceci)e
lcceecl

COclcc(Nec2e(c
nc3cc(OCCCN4
CCN(C)CC4)c(O
C)cc23)C#N)c(C
l)cc1Cl

coc12ccce3(cc
1c(e)o)c(ey(c)
C)C1Cc4ccc(0)
c50C2C3(CCN1
CC1CC1)c45

CCoC(=0)C1(C
CN(CCc2ccc(N)
cc2)CC1)clecec
cl
CC12Cc3cnoc3
C=C1Ccci1cacce
c2(cyciceez(o
)JCHC

Cc12cce3c(ce
C4=CC(=0)CCC
34)C1CCc20Cc(
=0)CCclcccccl

cc1(o)cecacs
€CCa=CC(=0)C
CC4(C)C3(F)C(
o)cc12c

CCC(=0)0c1cC
€2C3CCCacc(=
0)C(C)CCA(C)C

3ccc12¢

CC(C)C(=0O)Nc1
ccc(c(c1)C(F)(F)
F)[N+](=0)[O-]
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PROPAFENONE
HYDROCHLORIDE

NADOLOL

METAPROTERENO
L SULFATE

INDACATEROL
MALEATE

ARFORMOTEROL
TARTRATE

ALBUTEROL

DOLASETRON
MESYLATE

SIROLIMUS

DESVENLAFAXINE
SUCCINATE

AMITRIPTYLINE
HYDROCHLORIDE

PAROXETINE
MESYLATE

ESCITALOPRAM
OXALATE

SORAFENIB
TOSYLATE

ALLOPURINOL

CIMETIDINE

METHANTHELINE
BROMIDE

LINAGLIPTIN

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor agonist

Serotonin 3a (5-
HT3a) receptor
antagonist

FK506-binding
protein 1A
inhibitor

Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Platelet-derived
growth factor
receptor beta
inhibitor

Xanthine
dehydrogenase
inhibitor
Histamine H2
receptor
antagonist

Histamine H2
receptor
antagonist

Dipeptidyl
peptidase IV
inhibitor

CHEMBL120106
3

CHEMBL649

CHEMBL120081
2

CHEMBL178984
2

CHEMBL195107
1

CHEMBL714

CHEMBL123711
0

CHEMBL413

CHEMBL120172
8

CHEMBL120096
4

CHEMBL120060
9

CHEMBL120032
2

CHEMBL120048
5

CHEMBL1467

CHEMBL30

CHEMBL120098
8

CHEMBL237500

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL189
9

CHEMBL190
2

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL191
3

CHEMBL192
9

CHEMBL194
1

CHEMBL194
1

CHEMBL284

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor
Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Serotonin 3a (5-
HT3a) receptor

FK506-binding
protein 1A

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Platelet-derived
growth factor
receptor beta

Xanthine
dehydrogenase

Histamine H2
receptor

Histamine H2
receptor

Dipeptidyl
peptidase IV

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

LGIC

Isomerase

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Kinase

Reductase

7TM1

7TM1

Protease

644

645

645

644

644

644

323

375

3382

3381

3382

3381

676

47

157

157

2890

CCCNCC(0)COoc
lcceeclC(=0)C
Cclcccecl

CC(C)(C)NCC(O
)COclccec2CC(
0)C(0)Cc12

CC(C)NCC(O)cl
cc(O)cc(O)c1
CCclcc2CC(Cc2
cc1CC)NCC(O)c
1ccc(O)c2NC(=
0)C=Cc12

COclccc(CC(C)
NCC(O)c2ccc(O
)c(NC=0)c2)ccl

CC(C)(C)NCC(O
)clcec(0)c(CO)
cl
0=C(0c1ccac
C3CC(C1)N2CC
3=0)clc[nH]c2
cceecl2

COcC1cc(cc(C)
C2CC(=0)c(C)C
=c(c)c(o)c(oC
)C(=0)c(C)cc(C
)C=CC=CC=C(C)
c(ce3cec(e)c(
0)(03)C(=0)C(
=0)N3CCCCC3
C(=0)02)0cC)C
CC10
CN(C)CC(clcec(
O)ccl)C1(O)cC
cccl

CN(C)ccC=C1c
2cccec2CCe2cec
cccl2

Fclcec(ccl)C1C
CNCC1COclccc
20C0c2c1

cN(c)cececl(o
Cc2cc(cccl2)CH#
N)clccc(F)ecl

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)cc2)cen
1
0=C1IN=CN=C2
NNC=C12

CNC(=NCCSCcl
nc[nH]c1C)NC#
N

CCIN+](C)(cC)C
COC(=0)C1c2c
cccc20c2cccecc
12
CC#CCn1c(nc2
N(C)C(=0)N(Cc
3nc(C)cdcccccd
n3)C(=0)c12)N
1CCCC(N)C1
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CAPECITABINE

SOTALOL
HYDROCHLORIDE

AMIODARONE
HYDROCHLORIDE

MEQUINOL

LETROZOLE

NARATRIPTAN
HYDROCHLORIDE

NARATRIPTAN

DIHYDROERGOTA
MINE MESYLATE

TRIMIPRAMINE
MALEATE

QUETIAPINE
FUMARATE

CYCLOBENZAPRIN
E
HYDROCHLORIDE

RISPERIDONE

EPOPROSTENOL
SODIUM

TREPROSTINIL

ARMODAFINIL

ANILERIDINE
HYDROCHLORIDE

SUFENTANIL
CITRATE

Thymidylate
synthase inhibitor

HERG blocker

HERG blocker

Tyrosinase
inhibitor
Cytochrome P450
19A1 inhibitor

Serotonin 1d (5-
HT1d) receptor
agonist

Serotonin 1d (5-
HT1d) receptor
agonist

Serotonin 1d (5-
HT1d) receptor
agonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Prostanoid IP
receptor agonist

Prostanoid IP
receptor agonist

Dopamine
transporter
inhibitor
Mu opioid

receptor agonist

Mu opioid
receptor agonist

CHEMBL1773

CHEMBL1700

CHEMBL108399
3

CHEMBL544

CHEMBL1444

CHEMBL120060
1

CHEMBL1278

CHEMBL120051
7

CHEMBL120094
8

CHEMBL120091
1

CHEMBL120063
6

CHEMBL85

CHEMBL962

CHEMBL123711
9

CHEMBL120119
2

CHEMBL120104
7

CHEMBL120116
3

CHEMBL195
2

CHEMBL240

CHEMBL240

CHEMBL197
3
CHEMBL197
8

CHEMBL198

3

CHEMBL198
3

CHEMBL198
3

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL225

CHEMBL199
5

CHEMBL199
5

CHEMBL238

CHEMBL233

CHEMBL233

Thymidylate
synthase

HERG

HERG

Tyrosinase

Cytochrome P450
19A1

Serotonin 1d (5-
HT1d) receptor

Serotonin 1d (5-
HT1d) receptor

Serotonin 1d (5-
HT1d) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2c (5-
HT2c) receptor

Prostanoid IP
receptor

Prostanoid IP
receptor

Dopamine
transporter

Mu opioid
receptor

Mu opioid
receptor

Transferase

VGC

VGC

Reductase

Cytochrom
e P450

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Electroche
mical

7TM1

7TM1

377

3189

3188

25

986

985

985

986

1936

1935

1936

1712

154

154

1914

2577

2577

CCCCCOC(=0)N
C1=NC(=O)N(C
=C1F)C10C(C)C
(o)c10

CC(C)NCC(O)c1
ccc(NS(=0)(=0)
C)ccl

CCCCcloc2ccecc
c2c1C(=0)clcc(
1)c(OCCN(CC)C
C)c(l)cl

COclccc(O)ccl

N#Cclcec(ccl)
C(clccc(ccl)CH
N)nlcncnl

CNS(=0)(=0)cC
clcece2[nH]cc(C
3CCN(C)CC3)c2
cl

CNS(=0)(=0)cC
clcece2[nH]cc(C
3CCN(C)CC3)c2
cl

CN1Cc(ccac1c
clc[nH]c3ccec2
c13)C(=0)NC1(
C)Ooc2(0)c3cc
CN3C(=0)C(Cc3
cccee3)N2C1=0

CC(CN(C)C)CN1
c2cccecc2CCe2c
ccecl2

OCCOCCN1CC
N(CC1)C1=Nc2
cceec2Sc2ccecce
12
CN(C)ccc=C1c
2cccec2C=Cc2c
ccecl2

C\C\1=C(\CCN2
CCC(CC2)c2noc
3cc(F)cee23)/C(
=0)N2CCCCC2=
N1

cceeec(o)c=C
€1c(0)cc20c(

=CCCCC(=0)[0-
l)cc12

cceeec(o)cce
1¢(0)cC2Ce3¢(
CC12)cccc30C
C(=0)o

NC(=0)C[S+]([
0-
])C(clcececl)cl
cceecl
CCoC(=0)C1(C
CN(CCc2ccc(N)
cc2)CC1)clecec
cl
CCC(=0O)N(clcc
cccl)Cl(coc)c
CN(CCc2cccs2)
CC1
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FENTANYL
HYDROCHLORIDE

TRAMADOL
HYDROCHLORIDE

PRALIDOXIME
CHLORIDE

EDROPHONIUM
CHLORIDE

OXYBUTYNIN
CHLORIDE

BETHANECHOL
CHLORIDE

MIFEPRISTONE

FLUTICASONE
PROPIONATE

MEPREDNISONE

HYDROCORTISONE
ACETATE

TRIAMCINOLONE
DIACETATE

FLUOROMETHOLO
NE ACETATE

BECLOMETHASON
E DIPROPIONATE

PREDNICARBATE

BETAMETHASONE
SODIUM
PHOSPHATE

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Acetylcholinester
ase activator
Acetylcholinester
ase inhibitor
Muscarinic
acetylcholine
receptor M2
antagonist
Muscarinic
acetylcholine
receptor M2
agonist
Glucocorticoid
receptor
antagonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

CHEMBL120115
9

CHEMBL123706
5

CHEMBL748

CHEMBL1128

CHEMBL1133

CHEMBL1768

CHEMBL127630
8

CHEMBL1473

CHEMBL120114
8

CHEMBL1091

CHEMBL120044
9

CHEMBL120106
4

CHEMBL120050
0

CHEMBL120038
6

CHEMBL120076
2

CHEMBL233

CHEMBL233

CHEMBL220

CHEMBL220

CHEMBL211

CHEMBL211

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

Mu opioid
receptor

Mu opioid
receptor

Acetylcholinestera
se
Acetylcholinestera
se

Muscarinic
acetylcholine
receptor M2

Muscarinic
acetylcholine
receptor M2

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

7TM1

7TM1

Hydrolase

Hydrolase

7TM1

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

2576

2576

1619

1619

1038

1039

1280

1280

1280

1280

1280

1280

1279

1280

1280

CCC(=0)N(C1C
CN(CCc2cccec2
)CC1)clceccecl

COclcccc(c1)C
1(O)CCCCCICN
(c)c
C[n+]1ccceclC
=NO
CCIN+](C)(C)c1
ccec(0)cl
CCN(Cc)ccHcc
0C(=0)c(0)(Cc1
CCCCC1)clcecc
cl
CC(CIN+](C)(C)
C)OC(=0)N

Cc#cc1(o)ccc

2C\3CCC/4=CC(
=0)CC\C4=C3\

C(CC12C)clcec(
ccl)N(C)C

€CC(=0)0C1(C(
C)CC2C3CC(F)C
4=CC(=0)C=CC
4(C)C3(F)C(0)C
C12C)C(=0)SCF

cciccac3ceca
=CC(=0)C=CCA(
€)C3¢(=0)CC2(
€)c1(0)c(=0)C
o}
CC(=0)0CC(=0
)C1(0)ccc2c3c
CC4=CC(=0)CC
ca(c)c3c(o)cc
12¢
CC(=0)0CC(=0
)c1(0)c(cc2e3
€CCAa=CC(=0)C
=CC4(C)C3(F)C(
0)CC12¢)0C(=
0)C
cciccacacec(
0C(=0)C)(C(=0
)c)e3(c)ec(o)c
2(F)c2(c)c=cc(
=0)C=C12

CCC(=0)0CC(=

0)C1(0C(=0)C

c)c(c)cc2e3ce
C4=CC(=0)C=C

ca(c)c3(cl)c(o
)cc12¢

€COC(=0)0C1(
CCC2C3CCCa=C
C(=0)C=CC4(C)
€3C(0)CC12C)C
(=0)cOC(=0)C
C
cciccac3ceca
=CC(=0)C=CCA(
C)C3(F)c(0)cC
2(C)C1(0)C(=0)
COP(=0)([O-
DIO-]
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HYDROCORTISONE
SODIUM
SUCCINATE

HYDROCORTISONE
CYPIONATE

MEDRYSONE

OXTRIPHYLLINE

FENOLDOPAM
MESYLATE

MIGLUSTAT

DASATINIB

ESTROPIPATE

TRIMIPRAMINE
MALEATE

NORTRIPTYLINE
HYDROCHLORIDE

METHYLPHENIDAT
E
HYDROCHLORIDE
DEXTROAMPHETA
MINE
SACCHARATE
BUPROPION
HYDROBROMIDE

MIGLITOL

OXIGLUTATIONE

TRAMETINIB
DIMETHYL
SULFOXIDE

ABIRATERONE
ACETATE

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Phosphodiesteras
e 3Ainhibitor

Dopamine D1
receptor agonist

Ceramide
glucosyltransferas
e inhibitor

Ephrin type-A
receptor 2
inhibitor

Estrogen receptor
alpha agonist

Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
inhibitor
Lysosomal alpha-
glucosidase
inhibitor
Glutathione
reductase

Dual specificity
mitogen-activated
protein kinase
kinase 2 inhibitor

Cytochrome P450
17A1 inhibitor

CHEMBL120049
5

CHEMBL1549

CHEMBL120117
3

CHEMBL120043
4

CHEMBL1026

CHEMBL1029

CHEMBL1421

CHEMBL120098
0

CHEMBL120094
8

CHEMBL120115
6

CHEMBL1722

CHEMBL120099
2

CHEMBL120173
5
CHEMBL1561

CHEMBL1372

CHEMBL210574
1

CHEMBL271227

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL241

CHEMBL205
6

CHEMBL206
3

CHEMBL206
8

CHEMBL206

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL260

8

CHEMBL275
5

CHEMBL296
4

CHEMBL352
2

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Phosphodiesteras
e3A

Dopamine D1
receptor

Ceramide
glucosyltransferas
e

Ephrin type-A
receptor 2

Estrogen receptor
alpha

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Lysosomal alpha-
glucosidase

Glutathione
reductase

Dual specificity
mitogen-activated
protein kinase
kinase 2

Cytochrome P450
17A1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Phosphodie
sterase

7TM1

Transferase

Kinase

Nuclear
Receptor

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Hydrolase

Reductase

Kinase

Cytochrom
e P450

1280

1280

1280

169

585

52

152

1288

2300

2299

2300

2300

2299

21

25

125

301

€C12€CC(=0)C
=C1CCC1C3Cce
(0)(c(=0)coc(
=0)CCC(=0)[0-
1)c3(c)cc(o)c2
1
€C12€CC(=0)C
=C1CCC1C3CCC
(O)(C(=0)coc(
=0)CCCACCCca
)c3(C)cc(o)c2
1
cciccac3cec(
c(=0)c)c3(c)C
c(o)c2c2(c)cc
C(=0)C=C12

CN1C(=0)N(C)c
2nc[n-]c2C1=0
Oclccc(cc1)Cl
CNCCc2c(Cl)c(
0O)c(O)cc12

CCCCN1CC(0)C
(0)c(0)c1co

Cclnc(Nc2ncc(
s2)C(=0)Nc2c(
C)ccec2Cl)ec(nl
JN1CCN(CCO)C
C1
Cc12cce3c(ce
c4cc(0S(=0)(=
0)0)ccc34)C1C
CC2=0

CC(CN(C)C)CN1
c2ccecc2CCe2c
ccecl2

CNCCC=C1c2cc
ccc2CCc2ccecc
12

CocC(=0)c(C1C
CCCN1)clccece
1
0oc(c(o)c(o)c(
=0)0)C(0)C(=0
)0
CC(NC(C)(C)C)C
(=0)clccec(Cl)c
1
OCCN1CC(0)C(
0)c(o)cico

NC(CCC(=0)NC
(CSSCC(NC(=0)
CCC(N)C(=0)0)
C(=0)NCC(=0)
0)C(=0)NCC(=
0)0)C(=0)0

CN\1C(=0)\C(=
C/2\N(C(=0)N(
€3CC3)C(=0)\C
2=C1\Nclccc(l)
cclF)clccec(NC
(=0)C)c1)\C

CC(=0)oc1ccc
2(c)c3ccce4(c)
C(CC=C4c4cccn
c4)C3CC=C2C1
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TRAMETINIB
DIMETHYL
SULFOXIDE

METHAZOLAMIDE

DOXYCYCLINE

CRIZOTINIB

REGORAFENIB

NORETHINDRONE

NORETHINDRONE
ACETATE

VARENICLINE
TARTRATE

ROSUVASTATIN
CALCIUM

LANSOPRAZOLE

PANTOPRAZOLE
SODIUM

OXYBUTYNIN

MEPENZOLATE
BROMIDE

Dual specificity
mitogen-activated
protein kinase
kinase 1 inhibitor

Carbonic
anhydrase IV
inhibitor

Matrix
metalloproteinase
7 inhibitor

ALK tyrosine
kinase receptor
inhibitor

Serine/threonine-
protein kinase B-
raf inhibitor

Progesterone
receptor agonist

Progesterone
receptor agonist

Neuronal
acetylcholine
receptor;
alpha4/beta2
agonist
HMG-CoA
reductase
inhibitor

Potassium-
transporting
ATPase inhibitor

Potassium-
transporting
ATPase inhibitor

Muscarinic
acetylcholine
receptor M3
antagonist
Muscarinic
acetylcholine
receptor M3
antagonist

CHEMBL210574
1

CHEMBL19

CHEMBL120069
9

CHEMBL601719

CHEMBL194617
0

CHEMBL1162

CHEMBL120114
6

CHEMBL120113
5

CHEMBL174444
7

CHEMBL480

CHEMBL120040
8

CHEMBL1231

CHEMBL1724

CHEMBL358
7

CHEMBL372
9

CHEMBL407
3

CHEMBL424
7

CHEMBL514
5

CHEMBL208

CHEMBL208

CHEMBL190
7589

CHEMBL402

CHEMBL209
5173

CHEMBL209
5173

CHEMBL245

CHEMBL245

Dual specificity
mitogen-activated
protein kinase
kinase 1

Carbonic
anhydrase IV

Matrix
metalloproteinase
7

ALK tyrosine
kinase receptor

Serine/threonine-
protein kinase B-
raf

Progesterone
receptor

Progesterone
receptor

Neuronal
acetylcholine
receptor;
alphad/beta2

HMG-CoA
reductase

Potassium-
transporting
ATPase

Potassium-
transporting
ATPase

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Kinase

Lyase

Protease

Kinase

Kinase

Nuclear
Receptor

Nuclear
Receptor

PROTEIN
COMPLEX

Reductase

PROTEIN
COMPLEX

PROTEIN
COMPLEX

7TM1

7TM1

261

376

494

418

1220

1221

478

163

163

1033

1034

CN\1C(=0)\C(=
C/2\N(C(=O)N(
C3CC3)C(=0)\C
2=C1\Nclcec(l)
cclF)clccec(NC
(=0)C)c1)\C

CN1N=C(SC1=
NC(=0)C)S(=0)
(=O)N

ccic\2c(o)c3
C(N(C)C\C(=C(
\C(=O)N)/C(=0
)C3(O)\C(=C2\C
(=0)c2c(0)cccc
12)\0O)\O

CC(Oclcc(cncl
N)clcnn(cl)Cl
CCNCC1)clc(Cl
)ccc(F)clcl

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3ccc(Cl)c(c3)C
(F)(F)F)c(F)c2)c
cnl
CC12cce3c(cc
C4=CC(=0)CccC
34)c1cce2(o)c
#C

CC(=0)oc1(ccC
€2C3ccca=ce(
=0)CCCAC3CCC
12C)CHC

0C(C(0)C(=0)0
)C(=0)0

CC(C)clnc(nc(c
1C=CC(0)CCc(0)
CC(=0)[0-
])clcec(F)cc1)N
(C)s(=0)(=0)C

Cclc(OCC(F)(F)
F)cenclCIS+]([
0O-
])cinc2ccece2|
nH]1
COclcenc(C[S+
1([o-
]1)c2nc3cc(OC(F
)F)cce3[n-
]2)c10C

CCN(CcC)ceHcc
0C(=0)c(0)(C1
CCCCC1)clcecc
cl
C[N+]1(C)ccce
(c1)0C(=0)c(0
)(clcceecl)clee
cccl
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LANREOTIDE
ACETATE

METHAZOLAMIDE

ELETRIPTAN
HYDROBROMIDE

VALRUBICIN

ETOPOSIDE
PHOSPHATE

PERINDOPRIL
ERBUMINE

DOXYLAMINE
SUCCINATE

ACRIVASTINE

DEXCHLORPHENIR
AMINE MALEATE

TOLAZOLINE
HYDROCHLORIDE

TADALAFIL

ARIPIPRAZOLE

TRIFLUPROMAZIN
E
HYDROCHLORIDE

CABERGOLINE

Somatostatin

receptor 5 agonist

Carbonic
anhydrase Il
inhibitor
Serotonin 1f (5-
HT1f) receptor
agonist

DNA
topoisomerase Il
alpha inhibitor

DNA
topoisomerase Il
alpha inhibitor

Angiotensin-
converting
enzyme inhibitor

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor agonist

Phosphodiesteras
e 5Ainhibitor

Dopamine D2
receptor partial
agonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor agonist

CHEMBL120118
4

CHEMBL19

CHEMBL120100
3

CHEMBL109688
5

CHEMBL120064
5

CHEMBL120034
3

CHEMBL120039
2

CHEMBL1224

CHEMBL120092
7

CHEMBL1689

CHEMBL779

CHEMBL1112

CHEMBL120110
2

CHEMBL120108
7

CHEMBL179
2

CHEMBL205

CHEMBL180
5

CHEMBL180
6

CHEMBL180
6

CHEMBL180
8

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL182
7

CHEMBL217

CHEMBL217

CHEMBL217

Somatostatin
receptor 5

Carbonic
anhydrase Il

Serotonin 1f (5-
HT1f) receptor

DNA
topoisomerase Il
alpha

DNA
topoisomerase Il
alpha

Angiotensin-
converting
enzyme

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Phosphodiesteras
e 5A

Dopamine D2
receptor

Dopamine D2
receptor

Dopamine D2
receptor

7TM1

Lyase

7TM1

Isomerase

Isomerase

Protease

7TM1

7TM1

7TM1

7TM1

Phosphodie
sterase

7TM1

7TM1

7TM1

474

2975

95

19

19

437

823

823

823

823

1210

3601

3602

3602

CC(C)CINC(=0)
C(CCCCN)NC(=
0)C(Cc2c[nH]c
3cceec23)NC(=
0)C(Cc2ccc(0)c
c2)NC(=0)C(CS
SCC(NC1=0)C(
=0)NC(C(C)Oo)C
(=0)N)NC(=0)C
(N)Cclccc2ecec
c2cl
CN1IN=C(SC1=
NC(=0)C)S(=0)
(=O)N
CN1CCCC1Cclc
[nH]c2ccc(CCS(
=0)(=0)c3ccccc
3)cc12

CCCCC(=0)0CC
(=0)c1(0)cc(o
C2CC(NC(=0)C(
F)(F)F)C(O)C(C)
02)c2c(0)c3C(
=0)c4c(0C)ccc
c4C(=0)c3c(0)c
2C1
COclcc(cc(0C)
c10P(=0)(0)0)
c1cac(cocz=
0)Cc(0C20C3C
0C(C)0C3c(0)
C20)c2cc30CO
c3ccl2
CCCC(NC(C)C(=
O)N1c2cccce
2CC1C(=0)0)C(
=0)occ

cN(c)ccoc(c)(
clcceecl)clecc
cnl

Cclcec(ccl)C(=
CCN1CCCC1)cl
ccec(C=CC(=0)
O)nl

CN(C)CCC(clcc
c(Cl)ccl)clecec
nl

C(C1=NCCN1)c
lccececl
CN1CC(=0)N2C
(Cc3c([nH]c4cc
ccc34)C2c2ccc
30C0c3c2)C1=
6]
Clclccec(N2CC
N(CCCCOc3ccc
4CCC(=0)Nc4c
3)CC2)cicl

CN(C)CCCN1c2
ccecc2Sc2cecc(c
c12)C(F)(F)F
CCNC(=0)N(CC
CN(C)C)C(=0)C
1CC2C(Ce3c[nH
Jc4cccc2c34)N(
cc=C)c1
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PROCHLORPERAZI
NE

FLUPHENAZINE
ENANTHATE

EPROSARTAN
MESYLATE

LOSARTAN
POTASSIUM

CHLORPROTHIXEN
E

LEUPROLIDE
ACETATE

GONADORELIN
HYDROCHLORIDE

HISTRELIN
ACETATE

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Type-1
angiotensin Il
receptor
antagonist

Type-1
angiotensin |l
receptor
antagonist

Dopamine D3
receptor
antagonist

Gonadotropin-
releasing
hormone receptor
agonist

Gonadotropin-
releasing
hormone receptor
agonist

Gonadotropin-
releasing
hormone receptor
agonist

CHEMBL728

CHEMBL120095
1

CHEMBL120098
7

CHEMBL995

CHEMBL908

CHEMBL120077
5

CHEMBL120051
6

CHEMBL120050
9

CHEMBL217

CHEMBL217

CHEMBL227

CHEMBL227

CHEMBL234

CHEMBL185
5

CHEMBL185
5

CHEMBL185
5

Dopamine D2
receptor

Dopamine D2
receptor

Type-1
angiotensin |l
receptor

Type-1
angiotensin Il
receptor

Dopamine D3
receptor

Gonadotropin-
releasing hormone
receptor

Gonadotropin-
releasing hormone
receptor

Gonadotropin-
releasing hormone
receptor

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

3601

3602

497

498

2227

1057

1057

1058

CN1CCN(CCCN
2c3cccec3Sc3cc
c(Cl)cc23)CC1

CCCCeec(=0)o
CCN1CCN(CCC
N2c3cccee3Sc3
ccc(cc23)C(F)(F
JF)CC1

CCCCclncc(C=

C(Cc2cces2)C(=
0)O)n1Cclcec(
cc1)C(=0)0

CCCCclnc(Cl)c(
CO)n1Cclccc(c
cl)clccceclcdn
n[n-]n1

CN(C)CCC=C1c
2cccec2Sc2cec(
Cl)cc12

CCNC(=0)c1cC
CN1C(=0)c(cC
CNC(=N)N)NC(
=0)C(CC(C)C)N
c(=0)c(cc(c)c)
NC(=0)C(Cclcc
¢(O)ccl)NC(=0)
C(CO)NC(=0)C(
Cclc[nH]c2ccec
¢12)NC(=0)C(C
clc[nH]cn1)NC
(=0)C1cCC(=0)
N1

CC(C)CC(NC(=0
)CNC(=0)C(Ccl
ccc(O)ccl)NC(=
0)C(CO)NC(=0)
C(Cclc[nH]c2cc
cccl12)NC(=0)C
(Cclenc[nH]1)
NC(=0)c1ccc(
=0)N1)C(=O)N
C(CCCNC(=N)N
)C(=0)N1CCCC
1C(=0)NCC(=0)
N

CCNC(=0)C1cC
CN1C(=0)c(cC
CNC(=N)N)NC(
=0)C(CC(C)C)N
C(=0)C(Cclcn(
Cc2cccec2)enl)
NC(=0)C(Cclcc
¢(O)ccl)NC(=0)
C(CO)NC(=0)C(
Cclc[nH]c2ccce
¢12)NC(=0)C(C
clenc[nH]1)NC
(=0)c1ccc(=0)
N1
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GOSERELIN
ACETATE

MECLOFENAMATE
SODIUM

SCOPOLAMINE

TRIDIHEXETHYL
CHLORIDE

PROPANTHELINE
BROMIDE

ISOPROPAMIDE
IODIDE

DRONABINOL

DASATINIB

BUTORPHANOL
TARTRATE

ANILERIDINE
PHOSPHATE

PROPAFENONE
HYDROCHLORIDE

METOPROLOL
TARTRATE

SOTALOL
HYDROCHLORIDE

METIPRANOLOL
HYDROCHLORIDE

OXPRENOLOL
HYDROCHLORIDE

TESTOSTERONE

Gonadotropin-
releasing

hormone receptor

agonist

Arachidonate 5-
lipoxygenase
inhibitor
Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist

Muscarinic
acetylcholine
receptor M1
antagonist

Cannabinoid CB1
receptor agonist

Tyrosine-protein
kinase ABL
inhibitor

Kappa opioid
receptor partial
agonist

Kappa opioid
receptor agonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist
Androgen
Receptor agonist

CHEMBL120050
1

CHEMBL876

CHEMBL120106
9

CHEMBL120077
1

CHEMBL1240

CHEMBL120034
7

CHEMBL465

CHEMBL1421

CHEMBL299400

CHEMBL120054
3

CHEMBL120106
3

CHEMBL120084
0

CHEMBL1700

CHEMBL120094
7

CHEMBL120074
5

CHEMBL386630

CHEMBL185
5

CHEMBL215

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL218

CHEMBL186
2

CHEMBL237

CHEMBL237

CHEMBL213

CHEMBL213

CHEMBL213

CHEMBL213

CHEMBL213

CHEMBL187
1

Gonadotropin-
releasing hormone
receptor

Arachidonate 5-
lipoxygenase

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Cannabinoid CB1
receptor

Tyrosine-protein
kinase ABL

Kappa opioid
receptor

Kappa opioid
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Androgen
Receptor

7TM1 1058
Reductase 1190
7TM1 972
7TM1 973
7TM1 973
7TM1 973
7TM1 2749
Kinase 858
7TM1 2661
7TM1 2662
7TM1 631
7TM1 632
7TM1 631
7TM1 632
7TM1 632
Nuclear 1145
Receptor

CC(C)CC(NC(=0
)c(coc(c)(c)C)
NC(=0)C(Cclcc
¢(0)cc1)NC(=0)
C(CO)NC(=0)C(
Cclc[nH]c2ccce
c12)NC(=0)C(C
clcnc[nH]1)NC
(=0)C1cCC(=0)
N1)C(=0)NC(C
CCNC(=N)N)C(=
O)N1CCCCiC(=
O)NNC(=0O)N

Cclcec(Cl)e(Nc
2cccec2C(=0)[
O-])c1cl

CN1C2Cc(cc1c
10C€21)0C(=0)
C(CO)clcceccl

CCIN+](CC)(CC)
ccc(o)(cicec
CC1)clcccecl

CC(C)[N+](C)(C
COC(=0)C1c2c
cccc20c2ceccec
12)c(C)C

CC(C)[N+](C)(C

CC(C(=0)N)(clc
ccecl)clececcl

)C(C)C

CCCCCclcc(O)c
2C3C=C(c)ccc
3C(C)(C)Oc2c1

Cclnc(Nc2ncc(
s2)C(=0)Nc2c(
C)ccec2Cl)ec(nl
JN1CCN(CCO)C
C1
Oclccc2CC3N(
ccacccea)cceca
(CCcee340)c2
cl
CCOC(=0)C1(C
CN(CCc2ccc(N)
cc2)CC1)clecec
cl
CCCNCC(0)COc
lcceeclC(=0)C
Cclcececl

0C(Cc(0)c(=0)o
)C(=0)0

CC(C)NCC(O)cl
ccc(NS(=0)(=0)
C)ccl
CC(C)NCC(0)C
Oclcc(C)c(OC(
=0)C)c(C)c1C
CC(C)NCC(0)C
OclccecclOCC
=C
CC12cce3c(cc
C4=CC(=0)CccC
34C)C1Cccc20
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TESTOSTERONE
CYPIONATE

STANOZOLOL

ETHYLESTRENOL

METOCLOPRAMID
E
HYDROCHLORIDE

RIZATRIPTAN
BENZOATE

ALMOTRIPTAN
MALATE

ELETRIPTAN
HYDROBROMIDE

OXPRENOLOL
HYDROCHLORIDE

LEVALBUTEROL
HYDROCHLORIDE

SORAFENIB
TOSYLATE

REGORAFENIB

PROTRIPTYLINE
HYDROCHLORIDE

IMIPRAMINE
PAMOATE

TRAZODONE
HYDROCHLORIDE

CHLORPHENTERMI
NE
HYDROCHLORIDE
TROGLITAZONE

CIMETIDINE
HYDROCHLORIDE

TOLAZOLINE
HYDROCHLORIDE

Androgen
Receptor agonist

Androgen
Receptor agonist

Androgen
Receptor agonist

Serotonin 4 (5-
HT4) receptor
agonist

Serotonin 1b (5-
HT1b) receptor
agonist

Serotonin 1b (5-
HT1b) receptor
agonist

Serotonin 1b (5-
HT1b) receptor
agonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor agonist

Serine/threonine-
protein kinase
RAF inhibitor

Serine/threonine-
protein kinase
RAF inhibitor

Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor

Serotonin
transporter
inhibitor

Serotonin
transporter
substrate
Peroxisome
proliferator-
activated receptor
gamma agonist

Histamine H2
receptor
antagonist

Histamine H2
receptor agonist

CHEMBL120110
1

CHEMBL120032
4

CHEMBL120062
3

CHEMBL120094
0

CHEMBL120103
2

CHEMBL120052
1

CHEMBL120100
3

CHEMBL120074
5

CHEMBL120106
1

CHEMBL120048
5

CHEMBL194617
0

CHEMBL120033
2

CHEMBL120063
1

CHEMBL120079
8

CHEMBL120059
5

CHEMBL408

CHEMBL120105
1

CHEMBL1689

CHEMBL187
1

CHEMBL187
1

CHEMBL187
1

CHEMBL187
5

CHEMBL189
8

CHEMBL189
8

CHEMBL189
8

CHEMBL210

CHEMBL210

CHEMBL190
6

CHEMBL190
6

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL235

CHEMBL194
1

CHEMBL194
1

Androgen
Receptor

Androgen
Receptor

Androgen
Receptor

Serotonin 4 (5-
HT4) receptor

Serotonin 1b (5-
HT1b) receptor

Serotonin 1b (5-
HT1b) receptor

Serotonin 1b (5-
HT1b) receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Serine/threonine-
protein kinase RAF

Serine/threonine-
protein kinase RAF

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Peroxisome
proliferator-
activated receptor
gamma

Histamine H2
receptor

Histamine H2
receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear

Receptor

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Kinase

Kinase

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Nuclear
Receptor

7TM1

7TM1

1145

1145

1145

311

854

855

855

645

644

3382

3382

3381

3382

1074

157

157

cc12ccc3c(cce
C4=CC(=0)ccCC
34c)c1ccc2oc
(=0)cceiceec
1
cc1(0)ccc2c3
CCCA4Cc5[nH]nc
¢€5CC4(C)C3CcCC
12C

CCc1(0)cce2c
3CCC4=Cececa
c3ccc12e

CCN(CC)CCNC(
=0)clcc(Cl)c(N)
ccl0C

CN(C)CCclc[nH
]Jc2ccec(Cn3cncn
3)cc12

CN(C)CCclc[nH
Jc2cec(CS(=0)(
=0)N3CCCC3)c
cl2
CN1CCCC1Cclc
[nH]c2ccc(CCS(
=0)(=0)c3ccccc
3)cc12

CC(C)NCC(0)C
Oclccecc1OCC
=C
CC(C)(C)NCC(O
)clcec(0)c(CO)
cl
CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)cc2)cen
1
CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)c(F)c2)c
cnl
CNCCCC1c2ccc
cc2C=Cc2ccccc
12

0OC(=0)clcc2cc
ccc2c¢(Cc2c(0)c
(cc3cecec23)C(
=0)0)c10

Clclccec(c1)N1
CCN(CCCN2N=
C3C=CC=CN3C
2=0)CC1

CC(C)(N)Cclccc
(Cl)cc1

Cclc(C)c20C(C)
(COc3ccc(CCas
C(=0)NC4=0)c
¢3)CCc2c(C)cl
(0]
CNC(=NCCSCc1
nc[nH]c1C)NC#
N

C(C1=NCCN1)c
lccececl
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SAXAGLIPTIN
HYDROCHLORIDE

FLOXURIDINE

DOXERCALCIFERO
L

AMINOGLUTETHI
MIDE

FLECAINIDE
ACETATE

ELETRIPTAN
HYDROBROMIDE

THIOTHIXENE

THIORIDAZINE
HYDROCHLORIDE

MESORIDAZINE
BESYLATE

NEFAZODONE
HYDROCHLORIDE

CILASTATIN
SODIUM

ILOPROST

ADAPALENE

ADAPALENE

LISDEXAMFETAMI
NE DIMESYLATE

DEXTROAMPHETA
MINE

DEXMETHYLPHENI
DATE
HYDROCHLORIDE
AMPHETAMINE

Dipeptidyl
peptidase IV
inhibitor

Thymidylate
synthase inhibitor

Vitamin D
receptor agonist

Cytochrome P450
19A1 inhibitor

Sodium channel
protein type V
alpha subunit
blocker

Serotonin 1d (5-
HT1d) receptor
agonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Renal dipeptidase
inhibitor

Prostanoid IP
receptor agonist

Retinoic acid
receptor gamma
agonist

Retinoic acid
receptor beta
agonist

Dopamine
transporter
releasing agent

Dopamine
transporter
releasing agent
Dopamine
transporter
inhibitor
Dopamine
transporter
releasing agent

CHEMBL120174
3

CHEMBL917

CHEMBL120081
0

CHEMBL488

CHEMBL120082
2

CHEMBL120100
3

CHEMBL1201

CHEMBL120091
6

CHEMBL120105
2

CHEMBL120049
2

CHEMBL120105
7

CHEMBL494

CHEMBL1265

CHEMBL1265

CHEMBL120117
8

CHEMBL612

CHEMBL904

CHEMBL405

CHEMBL284

CHEMBL195
2

CHEMBL197
7

CHEMBL197
8

CHEMBL198

0

CHEMBL198
3

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL225

CHEMBL198
9

CHEMBL199
5

CHEMBL200
3

CHEMBL200
8

CHEMBL238

CHEMBL238

CHEMBL238

CHEMBL238

Dipeptidyl
peptidase IV

Thymidylate
synthase

Vitamin D
receptor

Cytochrome P450
19A1

Sodium channel
protein type V
alpha subunit

Serotonin 1d (5-
HT1d) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2c (5-
HT2c) receptor

Renal dipeptidase

Prostanoid IP
receptor

Retinoic acid
receptor gamma

Retinoic acid
receptor beta

Dopamine
transporter

Dopamine
transporter

Dopamine
transporter

Dopamine
transporter

Protease

Transferase

Nuclear
Receptor

Cytochrom
e P450

VGC

7TM1

7TM1

7TM1

7TM1

7TM1

Protease

7TM1

Nuclear
Receptor

Nuclear
Receptor

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

2890

377

149

986

171

985

1936

1935

1936

1712

20

153

62

80

1914

1914

1913

1914

NC(C(=0)N1C(
CC2CC12)CHN)
c12cc3cc(cc(
0)(C3)C1)C2

0CC10C(CC10)
N1C=C(F)C(=0)
NC1=0

cc(c)c(c)c=cc(
c)cicceac(=c
C=C3Cc(0)cc(
0)C3=C)Cccccl
2C
CCC1(CCCc(=0)
NC1=0)clccc(
N)ccl

FC(F)(F)COclcc
c(OCC(F)(F)F)c(
c1)C(=0)NCC1C
CCCN1

CN1CCCC1Cclc
[nH]c2ccc(CCS(
=0)(=0)c3ccccc
3)cc12

CN(C)S(=0)(=0
)clccc2Sc3cece
c3C(=CCCN3CC
N(C)CC3)c2cl

CSclccc2Sc3cc
ccec3N(CCC3cC
CCN3C)c2cl

CN1cCccceceacc
N1c2ccecec2Sc2
ccc(cc12)[S+](C
)[O-]

CCC1=NN(CCC
N2CCN(CC2)c2
ccec(Cl)e2)C(=0
JN1CCOclcccec
1
CC1(C)cc1c(=0
JNC(=CCCCCSC
C(N)C(=0)0o)C(
=0)[0-]

CCHCCC(C)C(O)
C=CC1C(0)CC2
CC(=CCCCe(=0
)o)cc12

COclccc(cclCl
2CC3CC(cc(C3)
C1)C2)clccc2ec
(ccc2c1)C(=0)0

COclccc(cc1Cl
2cc3cc(cc(c3)
C1)C2)clccc2ec
(ccc2c1)C(=0)0

CC(Cclcccecl)
NC(=0)C(N)CC
CCN

CC(N)Cclcccec
1

CoC(=0)c(C1C
CCCN1)clccece
1
CC(N)Cclcccec
1
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APIXABAN

METHYLNALTREX
ONE BROMIDE

EZETIMIBE

OXYBUTYNIN

CORTISONE
ACETATE

FLUPREDNISOLON
E

MOMETASONE
FUROATE

AMCINONIDE

DESOXIMETASONE

FLUOCINONIDE

METHYLPREDNISO
LONE SODIUM
SUCCINATE

RASAGILINE
MESYLATE

DYPHYLLINE

MILRINONE
LACTATE

Coagulation factor
X inhibitor

Mu opioid
receptor
antagonist

Niemann-Pick C1-
like protein 1
inhibitor

Muscarinic
acetylcholine
receptor M2
antagonist
Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Monoamine
oxidase B
inhibitor
Phosphodiesteras
e 3Ainhibitor

Phosphodiesteras
e 3Ainhibitor

CHEMBL231779

CHEMBL120177
0

CHEMBL1138

CHEMBL1231

CHEMBL1650

CHEMBL120077
4

CHEMBL1161

CHEMBL120073
2

CHEMBL1766

CHEMBL1501

CHEMBL120108
1

CHEMBL120114
2

CHEMBL1752

CHEMBL120097
7

CHEMBL244

CHEMBL233

CHEMBL202
7

CHEMBL211

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203

4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
9

CHEMBL241

CHEMBL241

Coagulation factor
X

Mu opioid
receptor

Niemann-Pick C1-
like protein 1

Muscarinic
acetylcholine
receptor M2

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Monoamine
oxidase B

Phosphodiesteras
e3A

Phosphodiesteras
e3A

Protease

7TM1

Membrane
other

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Reductase

Phosphodie
sterase

Phosphodie
sterase

4374

2577

66

1038

1279

1280

1280

1280

1279

1279

1280

815

169

169

COclcec(ccd)n
1nc(C(=0)N)c2
CCN(C(=0)c12)
clcec(cc1)NIC
CCCC1=0

C[N+]1(CC2CC2
)CCC23C40c5¢(
O)cec(CC1C2(0
)CCC4=0)c35

OC(CCC1C(N(C
1=0)clccc(F)cc
1)clccc(O)ccl)
clcec(F)ecl

CCN(CC)ccH#ee
0C(=0)c(0)(Cc1
CCCCC1)clcecc
cl
CC(=0)OoCC(=0
)C1(0)cccac3c
CC4=CC(=0)cC
C4(C)C3C(=0)C
C12C

€C12CC(0)C3¢(
CC(F)C4=CC(=0
)C=CC34C)C1C
CC2(0)C(=0)C
(0]
cciccac3ccecs
=CC(=0)C=CC4(
c)c3(clyc(o)cc
2(C)C1(0C(=0)
clocccl)C(=0)
ccl
CC(=0)0CC(=0
)C120C3(ccce
3)0C1CcCc1c3cce
C4=CC(=0)C=C
C4(C)C3(F)C(O)
CcC21C

cciccac3ceca
=CC(=0)C=CC4(
C)C3(F)c(0)cC

2(c)c1c(=0)co

CC(=0)0CC(=0
)C120¢(C)(C)0
C1CC1C3CC(F)
C4=CC(=0)C=C
C4(C)C3(F)C(0)
cc21c
cciccae3cec(
0)(C(=0)CcOC(=
0)ccc(=0)[o-
1)c3(c)cc(o)c2
€2(C)C=CC(=0)
C=C12

C#CCNC1CCc2c
ccecl2

CN1C(=0)N(C)c
2ncn(CC(0)CO)
c2C1=0
c\C\1=c(\C=C(
C#N)C(=0)N1)/
clcenecl
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METHOTREXATE
SODIUM

MIGLITOL

PHENYLPROPANO
LAMINE
HYDROCHLORIDE
ORPHENADRINE
CITRATE

ORPHENADRINE
(CHLORIDE)

ATOMOXETINE
HYDROCHLORIDE

PHENTERMINE

PLERIXAFOR

DICHLORPHENAMI
DE

BOSUTINIB

SUCRALFATE

MISOPROSTOL

ACETAZOLAMIDE
SODIUM

DICHLORPHENAMI
DE

LEVETIRACETAM

VANDETANIB

Dihydrofolate
reductase
inhibitor

Maltase-
glucoamylase
inhibitor
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
releasing agent
C-X-C chemokine
receptor type 4
partial agonist

Carbonic
anhydrase XII
inhibitor
Tyrosine-protein
kinase Lyn
inhibitor

Pepsin A inhibitor

Prostanoid EP3
receptor agonist

Carbonic
anhydrase IV
inhibitor
Carbonic
anhydrase IV
inhibitor
Voltage-gated N-
type calcium
channel alpha-1B
subunit blocker
Tyrosine-protein
kinase BRK
inhibitor

CHEMBL209664
4

CHEMBL1561

CHEMBL120069

5

CHEMBL120039
5

CHEMBL120102
3

CHEMBL1702

CHEMBL1574

CHEMBL18442

CHEMBL17

CHEMBL288441

CHEMBL202913
2

CHEMBL606

CHEMBL120081
4

CHEMBL17

CHEMBL1286

CHEMBL24828

CHEMBL202

CHEMBL207
4

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL210
7

CHEMBL324
2

CHEMBL390
5

CHEMBL329
5

CHEMBL371
0

CHEMBL372
9

CHEMBL372
9

CHEMBL447
8

CHEMBL460
1

Dihydrofolate
reductase

Maltase-
glucoamylase

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

C-X-C chemokine
receptor type 4

Carbonic
anhydrase XII

Tyrosine-protein
kinase Lyn

Pepsin A

Prostanoid EP3
receptor

Carbonic
anhydrase IV

Carbonic
anhydrase IV

Voltage-gated N-
type calcium
channel alpha-1B
subunit
Tyrosine-protein
kinase BRK

Reductase

Hydrolase

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

7TM1

Lyase

Kinase

Protease

7TM1

Lyase

Lyase

VGC

Kinase

487

65

2300

2299

2299

2299

2300

230

867

368

27

393

262

262

258

116

CN(Cclcne2nc(
N)nc(N)c2nl)c
1cce(ccl)C(=0)
NC(CCC(=0)[0-
1)c(=0)0

OCCN1CC(0)C(
0)c(0)c1co

CC(N)C(O)clcc
cccl

CN(C)CCOC(c1c
ccecl)clececcl
C

CN(C)CCOC(c1c
ccecl)clececcl
¢

CNCCC(Oclccc
cc1C)clcececl

CC(C)(N)Cclccc
ccl

C(N1CCCNCCN
CCCNCC1)clce
c(CN2CCCNCC

NCCCNCC2)ccl

NS(=0)(=0)clc
c(Cl)c(Cl)c(c1)s
(=0)(=O)N
COclcc(Nc2e(c
nc3cc(OCCCN4
CCN(C)CC4)c(O
C)cc23)C#N)c(C
l)cc1Cl

OI[Al](0)0S(=C)
(=C)0C1C(0S(=
0)(=0)O[Al](0)
0)C(0S(=0)(=0
)o[Al}(0)0)OC
1(COS(=0)(=0)
O[Al](0)0)OC1
0C(COS(=0)(=
0)Oo[AI](0)o)C(
05(=0)(=0)0[A
1(0)0)C(0S(=0
)(=0)O[Al](0)O
)C105(=0)(=0)
O[Al](0)0

ceeec(c)(o)ee
=cc1c(o)cc(=
ojc1ceceecc(
=0)0C

CC(=0O)Nc1nnc(
s1)S(=0)(=0)[N
H-]
NS(=0)(=0)clc
c(Cl)c(Cl)c(c1)sS
(=0)(=O)N
CCC(N1ccccl=
0)C(=0)N

COclcc2c(Nc3c
cc(Br)cc3F)ncn
c2cc10CC1CCN
(C)cca
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DOXYCYCLINE
HYCLATE

DOXYCYCLINE

MEDROXYPROGES
TERONE ACETATE

NORETHYNODREL

MENTHOL

IBANDRONATE
SODIUM

MINOXIDIL

OXYBUTYNIN
CHLORIDE

CYCLOPENTOLATE
HYDROCHLORIDE

DARIFENACIN
HYDROBROMIDE

OXYPHENONIUM
BROMIDE

TRIDIHEXETHYL
CHLORIDE

CONIVAPTAN
HYDROCHLORIDE

ARGATROBAN

Matrix
metalloproteinase
-1 inhibitor

Matrix
metalloproteinase
-1 inhibitor

Progesterone
receptor agonist

Progesterone
receptor agonist

Transient
receptor potential
cation channel
subfamily A
member 1 opener
Farnesyl
diphosphate
synthase inhibitor

Sulfonylurea
receptor 2, Kir6.2
opener

Muscarinic
acetylcholine
receptor M3
antagonist
Muscarinic
acetylcholine
receptor M3
antagonist
Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
antagonist
Vasopressin V2
receptor
antagonist

Thrombin
inhibitor

CHEMBL120056
7

CHEMBL120069
9

CHEMBL717

CHEMBL1387

CHEMBL256087

CHEMBL120100
8

CHEMBL802

CHEMBL1133

CHEMBL120047
3

CHEMBL120093
5

CHEMBL120090
6

CHEMBL120077
1

CHEMBL120110
8

CHEMBL1166

CHEMBL332

CHEMBL332

CHEMBL208

CHEMBL208

CHEMBL600
7

CHEMBL178
2

CHEMBL209
5198

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL179
0

CHEMBL204

Matrix
metalloproteinase
-1

Matrix
metalloproteinase
-1

Progesterone
receptor

Progesterone
receptor

Transient receptor
potential cation
channel subfamily
A member 1

Farnesyl
diphosphate
synthase

Sulfonylurea
receptor 2, Kir6.2

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Vasopressin V2
receptor

Thrombin

Protease

Protease

Nuclear
Receptor

Nuclear
Receptor

Unclassifie
d

Transferase

PROTEIN
COMPLEX

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Protease

2064

2064

1221

1221

77

74

14

1033

1034

1033

1034

1034

402

3784

ccic\2c(o)c3
C(N(C)CNC(=C(
\C(=O)N)/C(=0
)C3(0)\C(=C2\C
(=0)c2c(O)cccc
12)\0)\O

€C1C\2C(0)C3
C(N(C)C\C(=C(
\C(=O)N)/C(=0
)C3(0)\C(=C2\C
(=0)c2c(O)cccc
12)\0O)\O

cciccac(cees
(c)c2cees(oc(
=0)C)C(=0)C)C
2(C)CCC(=0)C=
c12
CC12CCA\3C(C
C\C\4=C3\CCC(
=0)C4)C1eCC(
0)CHC

ce(c)ciece(c)
cc10

CCCeeN(c)eee
(0)(P(=0)(0)0)
P(=0)(0)[0-]

Nclce(nc(N)[n+
11[0-
J)N1cceect

CCN(CC)cc#Hcc
0C(=0)c(0)(C1
CCCCC1)clcece
cl
CN(C)ccoc(=0
)C(clcceec1)Cl
(o)cceca

NC(=0)c(C1CC
N(CCc2ccc30C
Cc3c2)C1)(clcc
cccl)cleceecl

CCIN+](c)(cC)C
COC(=0)c(0)(C
1CCCCC1)clcec
ccl

CC[N+](CC)(CC)
Ccc(oj(ciccc
CC1)clcccecl

Cclnc2c(CCN(C
(=0)c3cec(NC(=
O)c4cccecdcdec
cccd)ce3)c3ccc
cc23)[nH]1

CC1CCN(C(C1)
C(=0)0O)C(=0)C
(CCCNC(=N)N)
NS(=0)(=0)cic
ccc2CC(C)CNc1
2
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BIVALIRUDIN

ACETAZOLAMIDE

FOSINOPRIL
SODIUM

QUINAPRIL
HYDROCHLORIDE

PHENIRAMINE
MALEATE

DESLORATADINE

LEVOCABASTINE
HYDROCHLORIDE

TRIMEPRAZINE
TARTRATE

EMEDASTINE
DIFUMARATE

LEVOCETIRIZINE
DIHYDROCHLORID
E

TRIMIPRAMINE
MALEATE

CANDESARTAN
CILEXETIL

Thrombin
inhibitor

Carbonic
anhydrase Il
inhibitor
Angiotensin-
converting
enzyme inhibitor

Angiotensin-
converting
enzyme inhibitor

Histamine H1
receptor
antagonist
Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Dopamine D2
receptor
antagonist
Type-1
angiotensin |l
receptor
antagonist

CHEMBL210374
9

CHEMBL20

CHEMBL120103
6

CHEMBL120101
1

CHEMBL1653

CHEMBL1172

CHEMBL123710
2

CHEMBL120044
2

CHEMBL210373
9

CHEMBL120119
0

CHEMBL120094
8

CHEMBL1014

CHEMBL204

CHEMBL205

CHEMBL180
8

CHEMBL180
8

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL217

CHEMBL227

Thrombin

Carbonic
anhydrase Il

Angiotensin-
converting
enzyme

Angiotensin-
converting
enzyme

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Dopamine D2
receptor

Type-1
angiotensin |l
receptor

Protease

Lyase

Protease

Protease

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

3784

2975

437

436

823

823

823

823

823

823

3602

498

CCC(C)C(NC(=0
)C(CCC(=0)O)N
C(=0)c(ccc(=0
)JO)NC(=0)C(Cc
lcceecl)NC(=0
)C(CC(=0)O)NC
(=0)CNC(=0)C(
CC(=0)N)NC(=
0)CNC(=0)CNC
(=0)CNC(=0)C
NC(=0)C1CCCN
1C(=0)C(CCCN
C(=N)N)NC(=0)
C1CCCN1C(=0)
C(N)Cclcceccl)
C(=0)N1cCCccc1
C(=0)NC(CcC(=
0)0)C(=0)NC(C
CC(=0)0)C(=0)
NC(Cclccc(O)c
¢1)C(=0)NC(CC
(C)c)c(=0)o

CC(=0)Nclnnc(
s1)S(=0)(=0)N

CCc(=0)oc(opr
(=0)(CCCCclcc
cccl)CC(=0)N1
cc(ccic(=0)[o
J)ciceceec1)c(
c)c
CCOC(=0)c(CC
clcceecl)NC(C)
C(=0)N1Cc2ccc
cc2CC1C(=0)0

CN(C)CCC(clcc
cccl)cleceenl

Clclccc2C(=C3
CCNCC3)c3ncc
cc3CCc2cl

CC1CN(cccl(C
(=0)0)clcceccl
JC1ccc(ccl)(c
#N)clccc(F)ccl

CC(CN(C)C)CN1
c2cccecc2Sc2cce
ccl2

CCOCCn1c(nc2
cceecl12)N1CCC
N(C)cC1

0C(=0)COCCN
1CCN(CC1)C(c1
ccceel)cleec(Cl
)Jecl

CC(CN(C)C)CN1
c2ccecc2CCe2c
ccecl2

CCOc1nc2ccec(
C(=0)oc(c)oc(
=0)0C3CCcccc
3)c2n1Cclcec(c
cl)clccceclcdn
n[nH]n1
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IRBESARTAN

AZILSARTAN
KAMEDOXOMIL

LAPATINIB
DITOSYLATE

ERLOTINIB
HYDROCHLORIDE

CELECOXIB

DEGARELIX
ACETATE

MESALAMINE

NADOLOL

LEVOBETAXOLOL
HYDROCHLORIDE

PENTAZOCINE
HYDROCHLORIDE

TESTOSTERONE
ENANTHATE

SUMATRIPTAN
SUCCINATE

NARATRIPTAN
HYDROCHLORIDE

FROVATRIPTAN
SUCCINATE

Type-1
angiotensin |l
receptor
antagonist

Type-1
angiotensin |l
receptor
antagonist

Epidermal growth
factor receptor
erbB1 inhibitor

Epidermal growth
factor receptor
erbB1 inhibitor

Cyclooxygenase-2
inhibitor

Gonadotropin-
releasing
hormone receptor
antagonist

Arachidonate 5-
lipoxygenase
inhibitor

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Sigma opioid
receptor
modulator

Androgen
Receptor agonist

Serotonin 1b (5-
HT1b) receptor
agonist
Serotonin 1b (5-
HT1b) receptor
agonist

Serotonin 1b (5-
HT1b) receptor
agonist

CHEMBL1513

CHEMBL210379
5

CHEMBL120117
9

CHEMBL107974
2

CHEMBL118

CHEMBL202898
7

CHEMBL704

CHEMBL649

CHEMBL120083
7

CHEMBL120034
9

CHEMBL120033
5

CHEMBL120115
0

CHEMBL120060
1

CHEMBL120037
1

CHEMBL227

CHEMBL227

CHEMBL203

CHEMBL203

CHEMBL230

CHEMBL185
5

CHEMBL215

CHEMBL213

CHEMBL213

CHEMBL287

CHEMBL187
1

CHEMBL189
8

CHEMBL189
8

CHEMBL189
8

Type-1
angiotensin |l
receptor

Type-1
angiotensin |l
receptor

Epidermal growth
factor receptor
erbB1

Epidermal growth
factor receptor
erbB1

Cyclooxygenase-2

Gonadotropin-
releasing hormone
receptor

Arachidonate 5-
lipoxygenase

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Sigma opioid
receptor

Androgen
Receptor

Serotonin 1b (5-
HT1b) receptor

Serotonin 1b (5-
HT1b) receptor

Serotonin 1b (5-
HT1b) receptor

7TM1

7TM1

Kinase

Kinase

Reductase

7TM1

Reductase

7TM1

7TM1

Membrane

receptor

Nuclear

Receptor

7TM1

7TM1

7TM1

498

498

2834

2834

1835

1058

1190

632

632

1668

1145

855

854

854

CCCCC1=NC2(C
CCC2)C(=0O)N1
Cclcec(ccl)clc
cceclelnn[nH]
nl

CCOc1nc2ccec(
C(=0)OC\C\3=
C(\c)/oc(=0)o
3)c2n1Cclcec(c
cl)clccceclCl
=NOC(=0)[N-]1

CS(=0)(=0)CCN
Ccloc(ccl)clec
c2ncnc(Nc3cee(
OCc4cccc(F)cd)
c(Cl)c3)c2cl

COCCOclcc2ne
nc(Nc3ccec(c3)
C#C)c2cc10CC

ocC

Cclcec(ccl)clc
c(nnlclcecc(ccl
)S(=0)(=0)N)C(
F)(F)F

CC(C)CC(NC(=0
)C(Cclcce(NC(=
O)N)cc1)NC(=0
)C(Cclccc(NC(=
0)C2CC(=0)NC

(=0)N2)cc1)NC
(=0)C(CO)NC(=
0O)C(Cclccencl)
NC(=0)C(Cclcc
¢(Cl)cc1)NC(=0
)C(Cclccc2eccc
c2c1)NC(=0)C)

C(=0)Nc(cece

NC(C)C)C(=0)N
1CCCC1C(=0O)N
C(C)C(=O)N

Nclcec(O)c(cl)
C(=0)o

CC(C)(C)NCC(O
)COclccec2CC(
0)C(0)Cc12
CC(C)NCC(0)C
Oclccc(CCOCC
2CC2)ccl

CC1C2Cc3ccec(
0)ce3C1(C)CCN
2CC=C(C)C
Cccccecc(=0)o
Clcccac3cceca
=CC(=0)CCC4(C
)c3ccc12c

CNS(=0)(=0)Cc
1ccc2[nH]cc(CC
N(C)C)c2cl
CNS(=0)(=0)cC
clcce2[nH]cc(C
3CCN(C)CC3)c2
cl

CNC1CCc2[nH]
c3ccc(ce3c2Cl)
C(=0O)N
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METIPRANOLOL
HYDROCHLORIDE

ISOETHARINE
MESYLATE

BITOLTEROL
MESYLATE

EVEROLIMUS

MITOTANE

NORTRIPTYLINE
HYDROCHLORIDE

VENLAFAXINE
HYDROCHLORIDE

DESVENLAFAXINE

DASATINIB

OLSALAZINE
SODIUM

PIOGLITAZONE
HYDROCHLORIDE

CLOFIBRATE

RANITIDINE
HYDROCHLORIDE

FAMOTIDINE

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor agonist

FK506-binding
protein 1A
inhibitor

Cytochrome P450
11B1 inhibitor

Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Platelet-derived
growth factor
receptor beta
inhibitor

Peroxisome
proliferator-
activated receptor
gamma agonist

Peroxisome
proliferator-
activated receptor
gamma agonist
Peroxisome
proliferator-
activated receptor
alpha agonist
Histamine H2
receptor
antagonist

Histamine H2
receptor
antagonist

CHEMBL120094
7

CHEMBL120115
3

CHEMBL120040
5

CHEMBL190836
0

CHEMBL1670

CHEMBL120115

6

CHEMBL120106

6

CHEMBL1118

CHEMBL1421

CHEMBL120101
3

CHEMBL1715

CHEMBL565

CHEMBL211037
2

CHEMBL902

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL190
2

CHEMBL190

8

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL191
3

CHEMBL235

CHEMBL235

CHEMBL239

CHEMBL194
1

CHEMBL194
1

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

FK506-binding
protein 1A

Cytochrome P450
11B1

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Platelet-derived
growth factor
receptor beta

Peroxisome
proliferator-
activated receptor
gamma

Peroxisome
proliferator-
activated receptor
gamma
Peroxisome
proliferator-
activated receptor
alpha

Histamine H2
receptor

Histamine H2
receptor

7TM1

7TM1

7TM1

Isomerase

Cytochrom
e P450

Electroche
mical

Electroche
mical

Electroche
mical

Kinase

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

7TM1

7TM1

645

645

645

376

410

3381

3381

3382

677

1075

1075

650

156

156

CC(C)NCC(0)C
Oclcc(C)c(OC(
=0)C)c(C)c1C

cce(Ne(c)o)c(
O)clcec(0)c(0)
cl
Cclcec(ccl)C(=
0)Oclccc(cclO
C(=0)clccc(C)c
c1)C(O)CNC(C)(
C)C

€OC1CC(cc(c)
C2CCc(=0)c(c)C
=c(C)c(o)c(oC
)C(=0)c(C)cc(C
)C=CC=CC=C(C)
c(ce3cec(e)c(
0)(03)c(=0)C(
=0)N3CCCCC3
C(=0)02)0cC)C
cciocco
CIC(Cl)C(c1cec(
Cl)ccl1)clcececl
Cl

CNCCC=C1c2cc
ccc2CCc2ccccc
12

COclccc(ccl)C(
CN(c)c)c1(o)C
CCcc1

CN(C)CC(clcec(
O)ccl)c1(o)cc
CCc1

Cclnc(Nc2nce(
$2)C(=0)Nc2c(
C)ccec2Cl)ec(nl
JN1CCN(CCO)C
Cc1
Oclccc(cclC(=
0)[o-
J)N=Nclccc(O)c
(c1)C(=0)[O-]

CCclccc(CCOc2
ccc(CC3SC(=0)
NC3=0)cc2)ncl

CCOC(=0)c(C)(
C)Oclcce(Cl)cc
1

CNC(=C[N+](=0
)[O-
J)NCCSCcloc(C
N(C)C)ccl

NC(=N)Nclnc(C
SCCC(=N)NS(=
0)(=0)N)cs1
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CYCLOSPORINE

PEMETREXED
DISODIUM

TERIFLUNOMIDE

CALCIPOTRIENE

EXEMESTANE

ANASTROZOLE

DIBUCAINE
HYDROCHLORIDE

SUMATRIPTAN
SUCCINATE

HALOPERIDOL

MIRTAZAPINE

LOXAPINE

HYDROCHLORIDE

ARIPIPRAZOLE

DROPERIDOL

ZIPRASIDONE

HYDROCHLORIDE

THIORIDAZINE

Cyclophilin A
modulator

Thymidylate
synthase inhibitor

Dihydroorotate
dehydrogenase
inhibitor
Vitamin D
receptor agonist

Cytochrome P450
19A1 inhibitor

Cytochrome P450
19A1 inhibitor

Sodium channel
protein type V
alpha subunit
blocker
Serotonin 1d (5-
HT1d) receptor
agonist
Serotonin 2a (5-

HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

CHEMBL160

CHEMBL120037
3

CHEMBL973

CHEMBL120066
6

CHEMBL120037
4

CHEMBL1399

CHEMBL120061
2

CHEMBL120115
0

CHEMBL54

CHEMBL654

CHEMBL120106
0

CHEMBL1112

CHEMBL1108

CHEMBL1712

CHEMBL479

CHEMBL194
9

CHEMBL195
2

CHEMBL196
6

CHEMBL197
7

CHEMBL197
8

CHEMBL197
8

CHEMBL198
0

CHEMBL198
3

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL225

CHEMBL225

Cyclophilin A

Thymidylate
synthase

Dihydroorotate
dehydrogenase

Vitamin D
receptor

Cytochrome P450
19A1

Cytochrome P450
19A1

Sodium channel
protein type V
alpha subunit

Serotonin 1d (5-
HT1d) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Isomerase

Transferase

Reductase

Nuclear
Receptor

Cytochrom
e P450

Cytochrom
e P450

VGC

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

107

377

244

149

985

986

172

986

1935

1935

1935

1936

1935

1712

1711

CCCINC(=0)C(

c(o)c(c)ce=cc
IN(C)C(=0)C(C(
C)C)N(C)C(=0)C
(CC(C)OIN(C)C(

=0)C(CC(C)C)N(
C)C(=0)C(C)NC(
=0)C(C)NC(=0)
C(CC(C)CIN(C)C
(=0)C(NC(=0)C
(CC(C)CIN(C)C(

=0)CN(C)C1=0)
clo)c

NC1=Nc2[nH]c
¢(CCc3ccc(cc3)
C(=0)NC(CcC(=
0)[o-
1)C(=0)[0-
1)c2C(=0)N1
C\C(=C(\C#N)/
C(=0)Nclcec(cc
1)C(F)(F)F)\O

cc(c=cc(o)cl
cc1)cicce2c(
=CC=C3CC(0)C
€(0)C3=C)cce
c12¢
€C12¢Ce3c(ce
(=C)C4=CC(=0)
C=CC34C)C1CC
€2=0

CC(C)(C#N)clcc
(Cn2cnen2)cc(c
1)C(C)(C)CH#N
CCCCOclcc(C(=
O)NCCN(CC)CC
)c2ccecee2nl

CNS(=0)(=0)Cc
1ccc2[nH]cc(CC
N(C)C)c2cl
0C1(CCN(ccece
(=0)c2ccc(F)cc
2)CC1)clccc(Cl)
ccl

CN1CCN2C(C1)
clccceclCelecc
nc21

CN1CCN(CC1)C
1=Nc2cccec20c
2ccc(Cl)ec12

Clclccec(N2CC
N(CCCCOc3ccc
4CCC(=0)Nc4c
3)cc2)cicl

Fclcec(ccl)C(=
0O)CCCN1CCC(=
CC1)N1C(=O)N
c2cccecl2

Clc1cc2NC(=0)
Cc2ccl1CCN1CC
N(CC1)clnsc2c
ccecl2

CSclcec2Sc3cc
ccc3N(CCc3cC
CCN3C)c2cl
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LORCASERIN
HYDROCHLORIDE

LANATOPROST

DESOXYCORTICOS
TERONE ACETATE

TICAGRELOR

BOSUTINIB

PHENMETRAZINE
HYDROCHLORIDE

PHENDIMETRAZIN
E TARTRATE

METHYLPHENIDAT
E

DEXTROAMPHETA
MINE
SACCHARATE
AMPHETAMINE
ADIPATE

AMPHETAMINE
ASPARTATE

LEVALLORPHAN
TARTRATE

REMIFENTANIL
HYDROCHLORIDE

FENTANYL
CITRATE

GALANTAMINE
HYDROBROMIDE

TROSPIUM
CHLORIDE

ATROPINE

DARIFENACIN
HYDROBROMIDE

Serotonin 2c (5-
HT2c) receptor
agonist
Prostanoid FP
receptor agonist

Mineralocorticoid
receptor agonist

Purinergic
receptor P2Y12
negative allosteric
modulator

Tyrosine-protein
kinase SRC
inhibitor

Dopamine
transporter
inhibitor
Dopamine
transporter
inhibitor
Dopamine
transporter
inhibitor
Dopamine
transporter
releasing agent
Dopamine
transporter
releasing agent
Dopamine
transporter
releasing agent
Mu opioid
receptor
antagonist

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Acetylcholinester
ase inhibitor

Muscarinic
acetylcholine
receptor M2
antagonist

Muscarinic
acetylcholine
receptor M2
antagonist
Muscarinic
acetylcholine
receptor M2
antagonist

CHEMBL209521
1

CHEMBL116412
3

CHEMBL120054
2

CHEMBL398435

CHEMBL288441

CHEMBL120048
3

CHEMBL120086
0

CHEMBL796

CHEMBL120099

2

CHEMBL120038
7

CHEMBL120037
7

CHEMBL206227
6

CHEMBL120112

0

CHEMBL688

CHEMBL1555

CHEMBL120060
5

CHEMBL517712

CHEMBL120093
5

CHEMBL225

CHEMBL198
7

CHEMBL199
4

CHEMBL200
1

CHEMBL267

CHEMBL238

CHEMBL238

CHEMBL238

CHEMBL238

CHEMBL238

CHEMBL238

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL220

CHEMBL211

CHEMBL211

CHEMBL211

Serotonin 2c (5-
HT2c) receptor

Prostanoid FP
receptor

Mineralocorticoid
receptor

Purinergic
receptor P2Y12

Tyrosine-protein
kinase SRC

Dopamine
transporter

Dopamine
transporter

Dopamine
transporter

Dopamine
transporter

Dopamine
transporter

Dopamine
transporter

Mu opioid
receptor

Mu opioid
receptor

Mu opioid
receptor

Acetylcholinestera
se

Muscarinic
acetylcholine
receptor M2

Muscarinic
acetylcholine
receptor M2

Muscarinic
acetylcholine
receptor M2

7TM1

7TM1

Nuclear
Receptor

7TM1

Kinase

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

7TM1

7TM1

7TM1

Hydrolase

7TM1

7TM1

7TM1

1712

66

401

543

1908

1914

1914

1913

1914

1914

1914

2576

2577

2576

1619

1039

1038

1038

CC1CNCCc2ccc
(Chccl12

CC(C)oc(=0)cC
CC=Cccic(o)c
c(o)ciccec(o)c
Cclcececl

CC(=0)0CC(=0
)cicccacacece
4=CC(=0)CCca(
c)c3ccc12c

CCCSclnc(NC2
CC2c2ccc(F)c(F
)c2)c2nnn(C3C
c(occo)c(o)c
30)c2nl

COclcc(Nc2e(c
nc3cc(OCCCN4
CCN(C)CC4)c(O
C)cc23)C#N)c(C
l)cc1Cl

CCINCCOC1c1
cceecl

0C(C(0)C(=0)0
)c(=0)0

COC(=0)C(C1C
CCCN1)clccece
1
oc(c(o)c(o)C(
=0)0)C(0)C(=0
)0
oc(=0)cceec|
=0)0

NC(CC(=0)0)C(
=0)0

Oclccc2CC3C4
CCCCC4(CCN3C
C=C)c2cl
CCC(=0O)N(clcc
cccl)C1(CCN(C
CC(=0)0cC)cC1)
C(=0)oC

CCC(=0O)N(C1C
CN(CCc2cccec2
)CC1)clceccecl

COclccc2CN(C)
CCC34C=CC(0)
CC30c1c24

0C(C(=0)oc1c
C2CCC(C1)[N+]
21CCCCl)(clec
cccl)cleceecl

CN1c2cccicc(
C2)0C(=0)C(C
O)clcccecl

NC(=0)c(C1cC
N(CCc2ccc30C
Cc3c2)C1)(clcc
cccl)cleceecl
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SOLIFENACIN
SUCCINATE

CICLESONIDE

HYDROCORTISONE
VALERATE

HYDROCORTISONE
SODIUM
PHOSPHATE

BETAMETHASONE
ACETATE

DIFLUPREDNATE

INAMRINONE
LACTATE
SUNITINIB
MALATE

PAZOPANIB
HYDROCHLORIDE

METHYLERGONOV
INE MALEATE

ETHINYL
ESTRADIOL

RANOLAZINE

LISDEXAMFETAMI
NE DIMESYLATE

PSEUDOEPHEDRIN
E
HYDROCHLORIDE
METHYLPHENIDAT
E

AMPHETAMINE
ADIPATE

Muscarinic
acetylcholine
receptor M2
antagonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Phosphodiesteras
e 3Ainhibitor
Tyrosine-protein
kinase receptor
RET inhibitor

Tyrosine-protein
kinase LCK
inhibitor

Dopamine D1
receptor
antagonist

Estrogen receptor
alpha agonist

Sodium channel
protein type IV
alpha subunit
blocker

Norepinephrine
transporter
releasing agent

Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
releasing agent

CHEMBL120080
3

CHEMBL204068
2

CHEMBL120056
2

CHEMBL120096
8

CHEMBL120053
8

CHEMBL120174
9

CHEMBL209664
2

CHEMBL1567

CHEMBL120173
3

CHEMBL120084
3

CHEMBL691

CHEMBL1404

CHEMBL120117
8

CHEMBL120072
4

CHEMBL796

CHEMBL120038
7

CHEMBL211

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL241
CHEMBL204
1

CHEMBL258

CHEMBL205
6

CHEMBL206

CHEMBL207
2

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

Muscarinic
acetylcholine
receptor M2

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Phosphodiesteras
e3A
Tyrosine-protein
kinase receptor
RET

Tyrosine-protein
kinase LCK

Dopamine D1
receptor

Estrogen receptor
alpha

Sodium channel
protein type IV
alpha subunit

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Phosphodie
sterase

Kinase

Kinase

7TM1

Nuclear
Receptor

VGC

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

1039

1280

1280

1280

1280

1280

169

451

1455

585

1288

11

2300

2300

2300

2300

0=C(OC1CN2C
CC1CC2)N1CCc
2ccccc2Clclcec
cccl

cc(c)c(=0)occ
(=0)c120€(0C
1CC1C3CCCa=C
C(=0)C=CC4(C)
€3c(0)cc21C)C
1cccect

cccec(=0)oc1
(cccacaceca=
CC(=0)CCCA(C)
€3C(0)Cc12C)C
(=0)co

€C12€CC(=0)C
=C1CCC1C3Cee
(0)(c(=0)cop(
=0)([0-])[0-
1)c3(c)cc(o)c2
1
cciccac3ceca
=CC(=0)C=CCA(
C)C3(F)c(0)cC
2(C)C1(0)C(=0)
COC(=0)C

CCcc(=0)oc(
CCC2C3CC(F)C
4=CC(=0)C=CC
4(C)C3(F)C(0)C
C12C)C(=0)Cco
c(=0)C
NC1=CC(=CNC1
=0)clccnecl
CCN(CC)CCNC(
=0)c1c(C)[nH]c
(C=C2C(=0O)Nc3
ccc(F)cc23)c1C

CN(clcce2ce(C)n
(C)nc2cl)cleen
c(Nc2cee(C)e(c
2)S(=0)(=0)N)n
1
CCC(CO)NC(=0
JC1CN(C)C2Cc3
c[nH]c4cccc(C2
=C1)c34

cc12cce3c(ce
c4cc(O)ccc34)C
1CCC2(0)CHC

COclccceclOC

C(O)CN1CCN(C

C(=0)Nc2c(C)cc
cc2C)cc1

CC(Cclcccecl)
NC(=0)C(N)CC
CCN
CNC(C)C(O)clc
ccecl

COoC(=0)c(C1C
CCCN1)clccece
1
0OC(=0)cceec(
=0)0
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DIETHYLPROPION
HYDROCHLORIDE

BRETYLIUM
TOSYLATE

DESVENLAFAXINE

BETHANIDINE
SULFATE
ACETAZOLAMIDE

RUXOLITINIB
PHOSPHATE

PAZOPANIB
HYDROCHLORIDE

ACETAZOLAMIDE

REGORAFENIB

ORLISTAT

DOXYCYCLINE

DOXYCYCLINE
HYCLATE

DOXYCYCLINE
CALCIUM

FLUTICASONE
PROPIONATE

NORGESTIMATE

NORGESTREL

Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
substrate
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
substrate
Carbonic
anhydrase XII
inhibitor
Tyrosine-protein
kinase JAK1
inhibitor
Tyrosine-protein
kinase ITK/TSK
inhibitor

Carbonic
anhydrase IV
inhibitor

MAP kinase p38
beta inhibitor

Fatty acid
synthase inhibitor

Matrix
metalloproteinase
8 inhibitor

Matrix
metalloproteinase
13 inhibitor

Matrix
metalloproteinase
-1 inhibitor

Progesterone
receptor agonist

Progesterone
receptor agonist

Progesterone
receptor agonist

CHEMBL1693

CHEMBL109529
2

CHEMBL1118

CHEMBL120091
8

CHEMBL20

CHEMBL179507
1

CHEMBL120173
3

CHEMBL20

CHEMBL194617
0

CHEMBL175247

CHEMBL120069
9

CHEMBL120056
7

CHEMBL236457
4

CHEMBL1473

CHEMBL120093
4

CHEMBL210779
7

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL324
2

CHEMBL283
5

CHEMBL295
9

CHEMBL372
9

CHEMBL396
1

CHEMBL415
8

CHEMBL458
8

CHEMBL280

CHEMBL332

CHEMBL208

CHEMBL208

CHEMBL208

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Carbonic
anhydrase XII

Tyrosine-protein
kinase JAK1

Tyrosine-protein
kinase ITK/TSK

Carbonic
anhydrase IV

MAP kinase p38
beta

Fatty acid
synthase

Matrix
metalloproteinase
8

Matrix
metalloproteinase
13

Matrix
metalloproteinase
-1

Progesterone
receptor

Progesterone
receptor

Progesterone
receptor

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Lyase

Kinase

Kinase

Lyase

Kinase

Transferase

Protease

Protease

Protease

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

2300

2300

2300

2300

867

457

112

66

829

1884

2064

1221

1221

1221

cenN(ce)c(e)e(
=0)clcccecl

Cclcec(cel)S(=
0)(=0)[0-]

CN(C)CC(clcec(
0)ccl)C1(0)ce
CCc1

CNC(=NC)NCc1
cceccl

CC(=0O)Nclnnc(
s1)S(=0)(=0)N

N#CCC(C1cccC
1)nlcc(cnl)cln
cnc2[nH]cccl12

CN(clccc2ce(C)n
(C)nc2cl)clcen
c(Nc2cee(C)e(c
2)S(=0)(=0)N)n
1
CC(=0)Nclnnc(
s1)S(=0)(=0)N

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)c(F)c2)c
cnl
ccccecececececcc
c(cc10c¢(=0)C
1Cccece)oc(=
O)C(CC(C)C)NC
=0
CC1C\2C(0)C3
C(N(C)CNC(=C(
\C(=O)N)/C(=0
)C3(0)\C(=C2\C
(=0)c2c(0)ccec
12)\0)\O

CC1C\2C(0)C3
C(N(C)CNC(=C(
\C(=O)N)/C(=0
)C3(0)\C(=C2\C
(=0)c2c(O)cccc
12)\0)\O

Ccc1c\2c(o)c3
C(N(C)C\C(=C(
\C(=0)N)/C(=0
)C3(0)\C(=C2\C
(=0)c2c([O-
])ccecc12)\O)\O

CCC(=0)0C1(C(
C)CC2C3CC(F)C
4=CC(=0)C=CC
4(C)C3(F)C(0)C
C12C)C(=0)SCF

CCC12CCe3C(C
CC4=CC(=NO)C
€C34)c1CCC2(
0C(=0)C)CHC
€CC12CCC3C(C
CC4=CC(=0)CC
€34)C1CCC2(0)
cHe
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HYDROXYCHLORO
QUINE SULFATE

VISMODEGIB

NICOTINE

ZOLEDRONIC ACID

RABEPRAZOLE
SODIUM

OMEPRAZOLE
MAGNESIUM

PAZOPANIB
HYDROCHLORIDE

ACETAZOLAMIDE

TROSPIUM
CHLORIDE

FESOTERODINE
FUMARATE

TROPICAMIDE

DICYCLOMINE
HYDROCHLORIDE

TOLVAPTAN

PASIREOTIDE
DIASPARTATE

ACETAZOLAMIDE
SODIUM

Toll-like receptor
7 antagonist

Smoothened
homolog inhibitor

Neuronal
acetylcholine
receptor;
alpha4/beta2
agonist

Farnesyl
diphosphate
synthase inhibitor

Potassium-
transporting
ATPase inhibitor

Potassium-
transporting
ATPase inhibitor

Platelet-derived
growth factor
receptor inhibitor

Carbonic
anhydrase |
inhibitor
Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
antagonist
Muscarinic
acetylcholine
receptor M3
antagonist
Vasopressin V2
receptor
antagonist

Somatostatin
receptor 5 agonist

Carbonic
anhydrase Il
inhibitor

CHEMBL1690

CHEMBL473417

CHEMBL3

CHEMBL924

CHEMBL120093
0

CHEMBL156732
8

CHEMBL120173
3

CHEMBL20

CHEMBL120060
5

CHEMBL120176
5

CHEMBL120060
4

CHEMBL120047
9

CHEMBL344159

CHEMBL222133
3

CHEMBL120081
4

CHEMBL593
6

CHEMBL597

1

CHEMBL190
7589

CHEMBL178
2

CHEMBL209
5173

CHEMBL209
5173

CHEMBL209
5189

CHEMBL261

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL179
0

CHEMBL179
2

CHEMBL205

Toll-like receptor 7

Smoothened
homolog

Neuronal
acetylcholine
receptor;
alpha4/beta2

Farnesyl
diphosphate
synthase

Potassium-
transporting
ATPase

Potassium-
transporting
ATPase

Platelet-derived
growth factor
receptor

Carbonic
anhydrase |

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Vasopressin V2
receptor

Somatostatin
receptor 5

Carbonic
anhydrase Il

Toll-like
and II-1

7TMFZ

PROTEIN
COMPLEX

Transferase

PROTEIN
COMPLEX

PROTEIN
COMPLEX

PROTEIN
COMPLEX

Lyase

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Lyase

16

328

478

74

163

163

224

2371

1034

1034

1033

1033

401

474

2975

CCN(CCo)ccce
(C)Nclcenc2cec(
Cl)ccc12

CS(=0)(=0)c1c
cc(C(=0)Nc2ccc
(Chc(c2)c2ccec
n2)c(Cl)cl

CN1CCCClclcc
cncl

OC(Cnlccncl)(
P(=0)(0)O)P(=
0)(0)o

COCCCOclcenc
(CIs+]([0-
])c2nc3ccecce3|
n-]2)c1C

COclccc2(n-
Je(nc2cel)[S+1([
o-
]1)Cclnce(C)c(O
C)clC
CN(clccc2ce(C)n
(C)nc2cl)cleen
c(Nc2cee(C)e(c
2)S(=0)(=0)N)n
1
CC(=0)Nclnnc(
s1)S(=0)(=0)N

0C(C(=0)oc1c
C2CCC(C1)[N+]
21CCCCl)(clec
cccl)cleceecl

CC(C)N(cCC(cl
cceecl)clec(CO
)ccc10C(=0)C(
C)C)c(c)c

CCN(Cclccnecl
)C(=0)C(CO)clc
ccecl

CCN(cc)ccoc(
=0)c1(Cceecl)
cicceccl

CclccecclC(=0
)Nclcce(C(=0)
N2CCCC(O)c3c
¢(Cl)cce23)c(C)
cl
NCCCCCINC(=
0)C(Cc2c[nH]c
3cceec23)NC(=
O)C(NC(=0)C2
CC(CN2C(=0)C(
Cc2cceec2)NC(
=0)C(Cc2ccc(O
Cc3ccece3)cc2)
NC1=0)OC(=0)
NCCN)clcccecl

CC(=0)Nc1nnc(

$1)S(=0)(=0)IN
H-]
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DORZOLAMIDE
HYDROCHLORIDE

MITOXANTRONE

SPIRAPRIL
HYDROCHLORIDE

CAPTOPRIL

LAPATINIB
DITOSYLATE

DIPHENHYDRAMI
NE
HYDROCHLORIDE
ALCAFTADINE

METHDILAZINE
HYDROCHLORIDE

PYRILAMINE
MALEATE

PROMETHAZINE
HYDROCHLORIDE

DEXBROMPHENIR
AMINE MALEATE

DIMENHYDRINATE

DIPYRIDAMOLE

CHLORPROTHIXEN
E

PROCHLORPERAZI
NE MALEATE

THIETHYLPERAZIN
E MALATE

SUNITINIB
MALATE

GEFITINIB

NABUMETONE

Carbonic
anhydrase Il
inhibitor

DNA
topoisomerase ||
alpha inhibitor

Angiotensin-
converting
enzyme inhibitor

Angiotensin-
converting
enzyme inhibitor
Receptor protein-
tyrosine kinase
erbB-2 inhibitor

Histamine H1
receptor
antagonist
Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Phosphodiesteras
e 5Ainhibitor

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Macrophage
colony stimulating
factor receptor
inhibitor
Epidermal growth
factor receptor
erbB1 inhibitor

Cyclooxygenase-2
inhibitor

CHEMBL120116
2

CHEMBL58

CHEMBL120083
1

CHEMBL1560

CHEMBL120117
9

CHEMBL1620

CHEMBL120174
7

CHEMBL120053
2

CHEMBL120100
6

CHEMBL120075
0

CHEMBL120063
8

CHEMBL120040
6

CHEMBL932

CHEMBL908

CHEMBL120058
7

CHEMBL120107
4

CHEMBL1567

CHEMBL939

CHEMBL1070

CHEMBL205

CHEMBL180
6

CHEMBL180
8

CHEMBL180
8

CHEMBL182
4

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL182
7

CHEMBL217

CHEMBL217

CHEMBL217

CHEMBL184
4

CHEMBL203

CHEMBL230

Carbonic
anhydrase Il

DNA
topoisomerase Il
alpha

Angiotensin-
converting
enzyme

Angiotensin-
converting
enzyme

Receptor protein-
tyrosine kinase
erbB-2

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Phosphodiesteras
e 5A

Dopamine D2
receptor

Dopamine D2
receptor

Dopamine D2
receptor

Macrophage
colony stimulating
factor receptor

Epidermal growth
factor receptor
erbB1

Cyclooxygenase-2

Lyase

Isomerase

Protease

Protease

Kinase

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Phosphodie
sterase

7TM1

7TM1

7TM1

Kinase

Kinase

Reductase

2975

18

437

437

1178

823

823

823

823

823

823

823

1211

3601

3601

3602

790

2834

1835

CCNC1CC(C)S(=
0)(=0)c2sc(ccl
2)S(=0)(=O)N
OCCNCCNclcec
(NCCNCCO)c2C
(=0)c3c(0)cec(
0)c3C(=0)c12

CCOC(=0)c(cC
clcceecl)NC(C)
C(=0)N1CC2(C
C1C(=0)0)sccs
2
CC(CS)C(=0)N1
CCCC1C(=0)0

CS(=0)(=0)CCN
Ccloc(ccl)clec
c2ncnc(Nc3cec(
OCc4cccc(F)cd)
c(Cl)c3)c2cl

CN(C)CCOC(c1c
ccecl)cleceecl

CN1CCC(=C2c3
cccee3CCn3c(C
=0)cnc23)CC1

CN1CCC(CN2c3
ccece3Sc3cccecc
23)C1

COclccc(CN(CC
N(C)C)c2cceen2
)ecl

CC(CN1c2ccecc
2Sc2cccecl12)N(
C)C

CN(C)CCC(clcc
c(Br)ccl)clcecc
nl

CN1C(=0)N(C)c
2nc(Cl)[nH]c2C
1=0

OCCN(CCO)c1n
c(N2CCCCC2)c2
nc(nc(N3CCCC
C3)c2n1)N(CCO
)cco

CN(C)CCC=Clc
2cccec2Sc2cec(
Cl)cc12

CN1CCN(CCCN
2c3cccec3Sc3cc
c(Cl)cc23)CC1

CCSclccc2Sc3c
ccce3N(CCCN3
CCN(C)CC3)c2c
1
CCN(CC)CCNC(
=0)c1c(C)[nH]c
(C=C2C(=0)Nc3
ccc(F)cc23)c1C
COclcc2nenc(
Nc3cec(F)c(Cl)e
3)c2cc10CCCN
1ccocce

COclccc2cec(CC
C(=0)C)ccc2cl
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OXTRIPHYLLINE

METHIXENE
HYDROCHLORIDE

ATROPINE
SULFATE

CYCRIMINE
HYDROCHLORIDE

NILOTINIB
HYDROCHLORIDE
MONOHYDRATE

BUPRENORPHINE

VORINOSTAT

BETAXOLOL
HYDROCHLORIDE

PINDOLOL

ESMOLOL
HYDROCHLORIDE

ENZALUTAMIDE

NANDROLONE
DECANOATE

AMINOCAPROIC
ACID

CINACALCET
HYDROCHLORIDE

NARATRIPTAN

DOBUTAMINE
HYDROCHLORIDE

TIMOLOL

PENBUTOLOL
SULFATE

Adenosine Al
receptor
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Tyrosine-protein
kinase ABL
inhibitor

Kappa opioid
receptor agonist

Histone
deacetylase 6
inhibitor

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor partial
agonist

Beta-1 adrenergic
receptor
antagonist

Androgen
Receptor
antagonist

Androgen
Receptor agonist

Tissue-type
plasminogen
activator inhibitor
Calcium sensing
receptor positive
allosteric
modulator
Serotonin 1b (5-
HT1b) receptor
agonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor
antagonist

CHEMBL120043
4

CHEMBL120042
6

CHEMBL214614
6

CHEMBL120082
8

CHEMBL120174
0

CHEMBL560511

CHEMBL98

CHEMBL1691

CHEMBL500

CHEMBL120111
5

CHEMBL108240
7

CHEMBL120094
6

CHEMBL1046

CHEMBL120077
6

CHEMBL1278

CHEMBL120041
8

CHEMBL499

CHEMBL120036
3

CHEMBL226

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL186
2

CHEMBL237

CHEMBL186
5

CHEMBL213

CHEMBL213

CHEMBL213

CHEMBL187
1

CHEMBL187
1

CHEMBL187
3

CHEMBL187
8

CHEMBL189
8

CHEMBL210

CHEMBL210

CHEMBL210

Adenosine Al
receptor

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Tyrosine-protein
kinase ABL

Kappa opioid
receptor

Histone
deacetylase 6

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Androgen
Receptor

Androgen
Receptor

Tissue-type
plasminogen
activator
Calcium sensing
receptor

Serotonin 1b (5-
HT1b) receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

7TM1

7TM1

7TM1

7TM1

Kinase

7TM1

Hydrolase

7TM1

7TM1

7TM1

Nuclear
Receptor

Nuclear
Receptor

Protease

7TM3

7TM1

7TM1

7TM1

7TM1

2667

973

972

973

857

2662

636

632

631

631

1145

1145

192

854

644

644

645

CN1C(=0)N(C)c
2nc[n-]c2C1=0

CN1CCCc(CC2c
3ccece3Sc3cecce
c23)C1

CN1c2cccicc(
€2)0C(=0)C(C
O)clceccecl

OC(CCN1cccee
C1)(ciceecl)e
lccececl

Cclen(cnl)clcc
(NC(=0)c2ccc(C
)c(Nc3ncec(n3)
c3ccenc3)c2)cc
(c1)C(F)(F)F

coc12cces(cc
1c(e)o)c(e)(c)
C)C1Cc4ccc(0)
c50C2C3(CCN1
CC1CC1)c45

ONC(=0)ccccce
CC(=0)Nclcccc
cl

CC(C)NCC(0)C
Oclccc(CCOCC
2CC2)ccl

CC(C)NCC(O)C
Oclccec2[nH]c
ccl2

COC(=0)CCclc
cc(OCC(O)CNC(
C)C)ccl

CNC(=0)c1ccc(
cc1F)N1C(=S)N
(C(=0)C1(C)C)c
1ccc(C#N)c(cl)
C(F)(F)F

CCCCCeeeee(=
0)0C1CCC2C3
CCCa=CC(=0)C
CCAC3CCC12C

NCCCCCC(=0)0

CC(NCCCclccec
(c1)C(F)(F)F)c1
ccecc2cececl2

CNS(=0)(=0)cC
clcce2[nH]cc(C
3CCN(C)CC3)c2
cl

CC(CCclccc(0)
cc1)NCCclecc(
0O)c(O)c1
CC(C)(C)NCC(O
)COclnsncIN1
ccoccl
CC(C)(C)NCC(O
)COclccecclCl
ccccl
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LEVALBUTEROL
TARTRATE

PROTOKYLOL
HYDROCHLORIDE

PIRBUTEROL
ACETATE

ALOSETRON
HYDROCHLORIDE

ONDANSETRON
HYDROCHLORIDE

GRANISETRON
HYDROCHLORIDE

TACROLIMUS

TEMSIROLIMUS

IMIPRAMINE
HYDROCHLORIDE

DULOXETINE
HYDROCHLORIDE

AMOXAPINE

VILAZODONE
HYDROCHLORIDE

SERTRALINE
HYDROCHLORIDE

APREPITANT

PIOGLITAZONE

GEMFIBROZIL

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor agonist

Serotonin 3a (5-
HT3a) receptor
antagonist

Serotonin 3a (5-
HT3a) receptor
antagonist

Serotonin 3a (5-
HT3a) receptor
antagonist

FK506-binding
protein 1A
inhibitor

FK506-binding
protein 1A
inhibitor

Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor

Serotonin
transporter
inhibitor
Neurokinin 1
receptor
antagonist

Peroxisome
proliferator-
activated receptor
gamma agonist
Peroxisome
proliferator-
activated receptor
alpha agonist

CHEMBL120043
5

CHEMBL120089
3

CHEMBL120044
4

CHEMBL120088
5

CHEMBL120111
1

CHEMBL123708
0

CHEMBL269732

CHEMBL120118
2

CHEMBL1692

CHEMBL120032

8

CHEMBL1113

CHEMBL161537
4

CHEMBL1709

CHEMBL1471

CHEMBL595

CHEMBL457

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL189
9

CHEMBL189
9

CHEMBL189
9

CHEMBL190
2

CHEMBL190
2

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL249

CHEMBL235

CHEMBL239

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Serotonin 3a (5-
HT3a) receptor

Serotonin 3a (5-
HT3a) receptor

Serotonin 3a (5-
HT3a) receptor

FK506-binding
protein 1A

FK506-binding
protein 1A

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Neurokinin 1
receptor

Peroxisome
proliferator-
activated receptor
gamma
Peroxisome
proliferator-
activated receptor
alpha

7TM1

7TM1

7TM1

LGIC

LGIC

LGIC

Isomerase

Isomerase

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

7TM1

Nuclear
Receptor

Nuclear
Receptor

644

645

645

322

322

322

376

376

3381

3382

3381

3381

3382

1909

1075

650

CC(C)(C)NCC(O
)clcec(0)c(CO)
cl
CC(Cclccc20C
0Oc2c1)NCC(0)c
1cce(O)c(O)c1

CC(C)(C)NCC(O
)clcec(O)c(CO)
nl
Ccl[nH]cnclCN
1CCc2c(C1=0)c
lcceecln2C

CclncenlCClC
Cc2¢(C1=0)clc
ccceln2C

CN1C2ccccic
C(C2)NC(=0)c1
nn(C)c2cccecl2

cocice(cect
0)c=c(c)c1oc(
=0)C2CCCCN2
C(=0)c(=0)c2(
0)0c(c(cc(c)C
c(=cc(ce=c)c(
=0)CC(0)C1C)C
)oc)c(ccac)oc

cocicc(cc(c)
C2CC(=0)c(C)C
=C(C)C(0)c(oC
)C(=0)C(C)Cc(C
)C=CC=CC=C(C)
c(cecscec(o)c(
0)(03)C(=0)C(
=0)N3CCCCC3
C(=0)02)ocC)C
CC10C(=0)C(C)
(co)co
CN(C)CCCN1c2
ccccc2CCe2cce
ccl2

CNCCC(Oclccc
c2cceccl2)clee
csl

Clclcec20c3cc
ccc3N=C(N3CC
NCC3)c2cl

NC(=0)cloc2cc
c(cc2c1)N1CCN
(CCCCc2c[nH]c
3ccc(cc23)CHN)
cC1

CNC1CCC(c2cc
c(Cl)c(Cl)c2)c2c
ccecl2

CC(OC10CCN(C
C2=NNC(=0)N2
)Clclcec(F)ccl)
clcc(ce(c1)C(F)
(F)F)C(F)(F)F

CCclccc(CCOc2
ccc(CC3SC(=0)
NC3=0)cc2)ncl

Cclcec(C)c(OC

CCC(C)(C)C(=0)
O)c1
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DISULFIRAM

SUNITINIB
MALATE

DASATINIB

VORINOSTAT

SITAGLIPTIN
PHOSPHATE

VILAZODONE
HYDROCHLORIDE

ARIPIPRAZOLE

BUSPIRONE
HYDROCHLORIDE

DRONEDARONE
HYDROCHLORIDE

MONOBENZONE

PARICALCITOL

OXTRIPHYLLINE

ERGOTAMINE
TARTRATE

THIORIDAZINE

ILOPERIDONE

PIMOZIDE

Aldehyde
dehydrogenase
inhibitor

Stem cell growth
factor receptor
inhibitor

Stem cell growth
factor receptor
inhibitor

Histone
deacetylase 2
inhibitor
Dipeptidyl
peptidase IV
inhibitor

Serotonin 1a (5-
HT1a) receptor
partial agonist

Serotonin 1a (5-
HT1a) receptor
partial agonist

Serotonin 1a (5-
HT1a) receptor
partial agonist

HERG blocker

Tyrosinase
inhibitor
Vitamin D
receptor agonist

Phosphodiesteras
e 4A inhibitor

Serotonin 1d (5-
HT1d) receptor
agonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

CHEMBL964

CHEMBL1567

CHEMBL1421

CHEMBL98

CHEMBL120117
4

CHEMBL161537
4

CHEMBL1112

CHEMBL120039
9

CHEMBL120172
9

CHEMBL1388

CHEMBL120062
2

CHEMBL120043
4

CHEMBL206226
5

CHEMBL479

CHEMBL14376

CHEMBL1423

CHEMBL193
5

CHEMBL193
6

CHEMBL193
6

CHEMBL193
7

CHEMBL284

CHEMBL214

CHEMBL214

CHEMBL214

CHEMBL240

CHEMBL197
3

CHEMBL197
7

CHEMBL254

CHEMBL198
3

CHEMBL224

CHEMBL224

CHEMBL224

Aldehyde
dehydrogenase

Stem cell growth
factor receptor

Stem cell growth
factor receptor

Histone
deacetylase 2

Dipeptidyl
peptidase IV

Serotonin 1a (5-
HT1a) receptor

Serotonin 1a (5-
HT1a) receptor

Serotonin 1a (5-
HT1a) receptor

HERG

Tyrosinase

Vitamin D
receptor

Phosphodiesteras
edA

Serotonin 1d (5-
HT1d) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Reductase 39
Kinase 640
Kinase 641
Hydrolase 286
Protease 2891
7TM1 2455
7TM1 2455
7TM1 2455
VGC 3189
Reductase 25
Nuclear 149
Receptor

Phosphodie 393
sterase

7TM1 985
7TM1 1935
7TM1 1936
7TM1 1936

CCN(CC)C(=S)S
SC(=S)N(cC)CC

CCN(CC)CCNC(
=0)c1c(C)[nH]c
(C=C2C(=0)Nc3
ccc(F)cc23)c1C

Cclnc(Nc2ncc(
$2)C(=0)Nc2c(
C)ccec2Cl)ec(nl
JN1CCN(CCO)C
C1
ONC(=0)ccccce
CC(=0)Nclcccc
cl

NC(CC(=0)N1C
Cn2c(C1)nnc2C
(F)(F)F)Cclcc(F)
c(F)cclF

NC(=0)cloc2cc
c(cc2c1)N1CCN
(CCCCc2c[nH]c
3ccc(cc23)CHN)
CC1

Clclccec(N2CC
N(CCCCOc3ccc
4CCC(=0)Nc4c
3)CC2)c1cCl

0=C1CC2(cccc
2)CC(=0)N1CC
CCN1CCN(CC1)
clnccenl

CCCCN(ccee)C
CCOclccec(ccl)

C(=0)clc(cccc
Joc2ccc(NS(=0)
(=0)C)cc12

Oclccc(OCc2cc
cce2)ccl
cc(c=ce(c)c(c)
(c)ojciceeac(
=CC=C3CC(0)C
c(o)c3)cceci2
C
CN1C(=0)N(C)c
2nc[n-]c2C1=0
CN1CC(C=C2C1
Cclc[nH]c3ccec
2c13)C(=0)NC1
(C)oc2(0)c3cc
CN3C(=0)C(Cc3
cccec3)N2C1=0

CSclcec2Sc3cc
cce3N(CCC3cC
CCN3C)c2cl

COclcc(ccc10C
CCN1CCC(CCl)
clnoc2cc(F)ccc
12)C(=0)C

Fclcec(cel)C(C
CCN1ccc(cel)
N1C(=O)Nc2cc
cccl2)clecc(F)e
cl
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PALIPERIDONE

LURASIDONE
HYDROCHLORIDE

CHLORPROMAZIN
E

CLOZAPINE

CHLORPROTHIXEN
E

THIORIDAZINE
HYDROCHLORIDE

METHYSERGIDE
MALEATE

BIMATOPROST

SPIRONOLACTONE

DIPYRIDAMOLE

CLOPIDOGREL
BISULFATE

VANDETANIB

METHYLPHENIDAT
E
HYDROCHLORIDE
DEXTROAMPHETA
MINE SULFATE

BUPRENORPHINE

BUTORPHANOL
TARTRATE

TAPENTADOL
HYDROCHLORIDE

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Prostanoid FP
receptor agonist

Mineralocorticoid
receptor
antagonist

Equilibrative
nucleoside
transporter 1
inhibitor

Purinergic
receptor P2Y12
antagonist

Tyrosine-protein
kinase SRC
inhibitor

Dopamine
transporter
inhibitor
Dopamine
transporter
releasing agent
Mu opioid
receptor agonist

Mu opioid
receptor partial
agonist

Mu opioid
receptor agonist

CHEMBL1621

CHEMBL161537
2

CHEMBL71

CHEMBL42

CHEMBL908

CHEMBL120091

6

CHEMBL120093

8

CHEMBL120096
3

CHEMBL1393

CHEMBL932

CHEMBL108338
5

CHEMBL24828

CHEMBL1722

CHEMBL120095

6

CHEMBL560511

CHEMBL299400

CHEMBL120177
7

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL225

CHEMBL225

CHEMBL225

CHEMBL198
7

CHEMBL199
4

CHEMBL199
7

CHEMBL200
1

CHEMBL267

CHEMBL238

CHEMBL238

CHEMBL233

CHEMBL233

CHEMBL233

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Prostanoid FP
receptor

Mineralocorticoid
receptor

Equilibrative
nucleoside
transporter 1

Purinergic
receptor P2Y12

Tyrosine-protein
kinase SRC

Dopamine
transporter

Dopamine
transporter

Mu opioid
receptor

Mu opioid
receptor

Mu opioid
receptor

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Nuclear
Receptor

Electroche
mical

7TM1

Kinase

Electroche
mical

Electroche
mical

7TM1

7TM1

7TM1

1936

1936

1935

1936

1712

1711

1711

66

401

175

544

1907

1913

1914

2576

2577

2576

C\C\1=C(\CCN2
CCC(CC2)c2noc
3cc(F)cce23)/C(
=0)N2CCCC(0)

C2=N1

0=C1c2c3ccc(
C3)C2C(=0)N1
CC1CCCCCICN
1CCN(CC1)clns
c2cccecl2

CN(C)CCCN1c2
cceec2Sc2cecc(C
l)cc12

CN1CCN(CC1)C
1=Nc2cc(Cl)cce
2Nc2cccecl2

CN(C)CCC=Clc
2cccec2Sc2cec(
Cl)cc12

CSclccc2Sc3ce
cce3N(CCC3cC
CCN3C)c2cl

CCC(CO)NC(=0
JC1CN(C)C2Cc3
cn(C)cdeecc(C2
=C1)c34

CCNC(=0)cccc
=CCC1C(0)CC(
0)C1C=CC(O)C
Cclcececl

Cc(=0)sc1cc2

=CC(=0)CCC2(C
)c2cees(c)e(c

CC34CCC(=0)0
4)c12

OCCN(CCO)cln
¢(N2CCCCC2)e2
nc(nc(N3CCCC
C3)c2n1)N(CCO
)cco

COC(=0)C(N1C
Cc2sccc2Cl)cl
cceeclCl

COclcc2c(Nc3c
cc(Br)cc3F)ncn
€2cc10CC1CCN
(c)cca

COC(=0)C(C1C
CCCN1)clccece
1
CC(N)Cclcccec
1

coc12cces(cc
1c(e)o)c(ey(c)
C)C1Cc4ccc(0)
c50C2C3(CCN1
CC1CC1)c45

Oclccc2CC3N(
cc4ccc4)ccca
(cccec340)c2
cl
CCC(C(C)CN(C)
C)clccec(O)cl
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DIHYDROCODEINE
BITARTRATE

METHADONE
HYDROCHLORIDE

PROPOXYPHENE
NAPSYLATE

DIPHENOXYLATE
HYDROCHLORIDE

TOLCAPONE

DEMECARIUM
BROMIDE

ECHOTHIOPHATE
I0DIDE

FLURANDRENOLID
E

BUDESONIDE

PREDNISOLONE
SODIUM
PHOSPHATE

FLUTICASONE
FUROATE

TRIAMCINOLONE

DIFLORASONE
DIACETATE

DEXAMETHASONE
SODIUM
PHOSPHATE

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Catechol O-
methyltransferase
inhibitor

Acetylcholinester
ase inhibitor

Acetylcholinester
ase inhibitor

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

CHEMBL206226
6

CHEMBL120082
5

CHEMBL123708
5

CHEMBL120066
5

CHEMBL1324

CHEMBL120051
4

CHEMBL120036
7

CHEMBL120101
2

CHEMBL1370

CHEMBL120101
4

CHEMBL1676

CHEMBL1451

CHEMBL120054
5

CHEMBL120063
7

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL202

3

CHEMBL220

CHEMBL220

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

Mu opioid
receptor

Mu opioid
receptor

Mu opioid
receptor

Mu opioid
receptor

Catechol O-
methyltransferase

Acetylcholinestera
se

Acetylcholinestera
se

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

7TM1

7TM1

7TM1

7TM1

Transferase

Hydrolase

Hydrolase

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

2577

2576

2577

2577

11

1619

1619

1279

1279

1280

1279

1279

1279

1280

COclccc2CC3C
4CCC(0)C50c1
c2C45CCN3C

ccc(=0)c(cc(C
IN(C)C)(clccccc
1)clcccecl

CCC(=0)0C(Ce
lcceecl)(C(C)C
N(C)C)clcceecl

CCoc(=0)c1(C
CN(CCC(CH#N)(c
2cccec2)c2cccc
¢2)CC1)clcecec
1
Cclecc(ccl)C(=
O)clcc(0)c(O)c
(c1)[N+](=0)[O0
]
CN(cccceccececce
CN(C)C(=0)0cl
ccec(c1)[N+](C)
(C)C)C(=0)Oc1c
ccc(c1)[N+](C)(
c)c
CCOP(=0)(0CC
)SCCIN+](C)(C)
C
cci(cjocace3
CACC(F)C5=CC(
=0)CCC5(C)cac
(0)ce3(c)c2(o
1)C(=0)CO

€cCc10c2¢e3
CACCC5=CC(=0
)C=CC5(C)cac(
0)Cc3(C)c2(01
)c(=0)co

€C12CC(0)C3C(
€CCAa=CC(=0)C
=cc34c)ciccc
2(0)C(=0)COP(
=0)([0-])[0-]

CC1CC2C3CC(F
)C4=CC(=0)C=C
C4(C)C3(F)C(O)
cc2(c)ci(oc(=
O)clocccl)C(=

0)SCF

CC12CC(0)C3(F
)c(cCca=ce(=0
)C=CC34C)C1C
C(0)C2(0)c(=0
)co
CC1CC2C3CC(F
)C4=CC(=0)C=C
C4(C)C3(F)C(0)
cc2(c)c1(oc(=
0)C)C(=0)coc(
=0)C
cciccacaceca
=CC(=0)C=CC4(
C)C3(F)c(0)cC
2(C)C1(0)C(=0)
COP(=0)(0)[O-
1
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PARAMETHASONE
ACETATE

LOTEPREDNOL
ETABONATE

BETAMETHASONE

SELEGILINE

SELEGILINE

HYDROCHLORIDE

CHENODIOL

DIENESTROL

ESTRADIOL
ACETATE

LEVOBUPIVACAIN
E
HYDROCHLORIDE

BUPROPION
HYDROCHLORIDE

DULOXETINE
HYDROCHLORIDE

AMPHETAMINE
ASPARTATE

DEXTROAMPHETA
MINE

BENZPHETAMINE
HYDROCHLORIDE

GUANADREL
SULFATE

ICATIBANT
ACETATE

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Monoamine
oxidase B
inhibitor
Monoamine
oxidase B
inhibitor

Bile acid receptor
FXR agonist

Estrogen receptor
alpha agonist

Estrogen receptor
alpha agonist

Sodium channel
protein type IV
alpha subunit
blocker
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
substrate
Bradykinin B2
receptor
antagonist

CHEMBL120034
2

CHEMBL120086
5

CHEMBL632

CHEMBL972

CHEMBL120090

4

CHEMBL240597

CHEMBL1018

CHEMBL120043
0

CHEMBL120074
9

CHEMBL1698

CHEMBL120032
8

CHEMBL120037
7

CHEMBL612

CHEMBL120072

0

CHEMBL120059
4

CHEMBL202885
2

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
9

CHEMBL203
9

CHEMBL204
7

CHEMBL206

CHEMBL206

CHEMBL207
2

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL315
7

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Monoamine
oxidase B

Monoamine
oxidase B

Bile acid receptor
FXR

Estrogen receptor
alpha

Estrogen receptor
alpha

Sodium channel
protein type IV
alpha subunit

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Bradykinin B2
receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Reductase

Reductase

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

VGC

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

7TM1

1280

1280

1279

815

815

66

1288

1288

11

2299

2300

2300

2300

2300

2300

360

CC1CC2C3CC(F
)C4=CC(=0)C=C
ca(c)c3c(o)cc
2(C)C1(0)C(=0)
€OC(=0)C

CCOC(=0)0C1(
CCC2C3CCCA=C
C(=0)C=CC4(C)
€3c(0)cc126)C
(=0)occl

cciccac3ccecs
=CC(=0)C=CC4(
C)C3(F)c(o)ccC
2(C)C1(0)c(=0)
Cco
CC(Cclcccecl)
N(C)cc#C

CC(Cclcccecl)
N(C)Ccc#C

CC(Cec(=0)o)C
1CCC2C3C(0)C
CACC(0)CCCa(
c)c3ccc12c

CC=C(C(=CC)c1
ccc(O)ccl)clec
¢(O)ccl

CC(=0)Oc1ccc2
C3CCC4(C)C(0)
CCC4C3CCc2cl

CCCCN1ccecee
1C(=0)Nc1c(C)
cceclC

CC(NC(c)(c)c)C
(=0)clccec(Cl)c
1
CNCCC(Oclccc
c2cceecl2)clcee
csl

NC(CC(=0)0)C(
=0)0

CC(N)Cclcccec
1

CC(Cclcccecl)
N(C)Cclcccecl

NC(=N)NCC1C
0C2(CCcce2)o
1
NC(CCCNC(=N)
N)C(=0)NC(CC
CNC(=N)N)C(=
O)N1CCCC1C(=
O)N1Cc(O)cc1
C(=0)NCC(=0)
NC(Cclcees1)C(
=0)NC(CO)C(=
O)N1Cc2cccec2
CC1C(=0)N1C2
Cccceeaccic(=
O)NC(CCCNC(=
N)N)C(=0)O
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PAZOPANIB
HYDROCHLORIDE

RUXOLITINIB
PHOSPHATE

CANAGLIFLOZIN

IVACAFTOR

CHLORZOXAZONE

DOXYCYCLINE
HYCLATE

DROSPIRENONE

DESOGESTREL

DYDROGESTERON
E

HYDROXYPROGES
TERONE
CAPROATE

SULFINPYRAZONE

PAMIDRONATE
DISODIUM

SIMVASTATIN

LOVASTATIN

Fibroblast growth
factor receptor 3
inhibitor

Tyrosine-protein
kinase JAK2
inhibitor
Sodium/glucose
cotransporter 2
inhibitor

Cystic fibrosis
transmembrane
conductance
regulator positive
modulator
Intermediate
conductance
calcium-activated
potassium
channel protein 4
opener

Matrix
metalloproteinase
8 inhibitor

Progesterone
receptor agonist

Progesterone
receptor agonist

Progesterone
receptor agonist

Progesterone
receptor agonist

Solute carrier
family 22 member
12 inhibitor

Farnesyl
diphosphate
synthase inhibitor

HMG-CoA

reductase
inhibitor

HMG-CoA
reductase
inhibitor

CHEMBL120173
3

CHEMBL179507
1

CHEMBL210384
1

CHEMBL201060
1

CHEMBL1371

CHEMBL120056
7

CHEMBL1509

CHEMBL1533

CHEMBL120085

3

CHEMBL120084

8

CHEMBL832

CHEMBL676

CHEMBL1064

CHEMBL503

CHEMBL274
2

CHEMBL297
1

CHEMBL388
4

CHEMBL405
1

CHEMBL430
5

CHEMBL458
8

CHEMBL208

CHEMBL208

CHEMBL208

CHEMBL208

CHEMBL612
0

CHEMBL178
2

CHEMBL402

CHEMBL402

Fibroblast growth
factor receptor 3

Tyrosine-protein
kinase JAK2

Sodium/glucose
cotransporter 2

Cystic fibrosis
transmembrane
conductance
regulator

Intermediate
conductance
calcium-activated
potassium channel
protein 4

Matrix
metalloproteinase
8

Progesterone
receptor

Progesterone
receptor

Progesterone
receptor

Progesterone
receptor

Solute carrier
family 22 member
12

Farnesyl
diphosphate
synthase
HMG-CoA
reductase

HMG-CoA
reductase

Kinase

Kinase

Electroche
mical

NTPase

VGC

Protease

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Transporte
r

Transferase

Reductase

Reductase

145

612

64

32

829

1221

1221

1221

1221

20

74

167

167

CN(clcce2ce(C)n
(C)nc2cl)clcen
c(Nc2cee(C)e(c
2)S(=0)(=0)N)n
1
N#CCC(C1cccC
1)nlcc(cnl)cln
cnc2[nH]cccl2

Cclcec(cciCelc
cc(s1)clecc(F)c
c1)C10Cc(Cco)C(
0)c(0)c10

CC(C)(C)clec(c(
NC(=0)C2=CNc
3cccec3C2=0)c
c10)C(C)(C)C

Clclccc20C(=0
JNc2cl

ccic\2c(o)c3
C(N(C)C\C(=C(
\C(=O)N)/C(=0
)C3(O)\C(=C2\C
(=0)c2c(0)cccc
12)\0)\O

cc12ccc(=0)C
=C1C1CC1C1C2
cce2(c)cicic
€1C21CCC(=0)
o1
CCC12CC(=C)C
3c(ccca=cece
€34)C1€CC2(0)
cHe

cc(=0)c1ccc2
€3C=CC4=CC(=
0)CCCa(C)c3c
cc12¢

CCCCCC(=0)0C
1(cccac3ceca
=CC(=0)CCCa(C
)C3CCC12C)C(=
0)C

[O-
l[s+](ccc1c(=0
IN(N(C1=0)clc
ccecl)clececcl
)clcececl

NCCC(O)(P(=0)
(0)[o-
1)P(=0)(0)[0-]

cce(c)(c)c(=0)
oc1cc(c)c=C2
c=cc(c)c(cecs
€c(0)cC(=0)0

3)c12

CCC(C)C(=0)0C
1cc(c)c=C2c=
cc(c)c(ceescc
(0)cC(=0)03)C
12
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EPTIFIBATIDE

ESOMEPRAZOLE
MAGNESIUM

DEXLANSOPRAZOL
E

TRIMETHAPHAN
CAMSYLATE

BACLOFEN

ACETAMINOPHEN

DICHLORPHENAMI
DE

METHOCARBAMO
L

METHSCOPOLAMI
NE BROMIDE

IPRATROPIUM
BROMIDE

PILOCARPINE

SOLIFENACIN
SUCCINATE

Integrin alpha-
IIb/beta-3
inhibitor

Potassium-
transporting
ATPase inhibitor

Potassium-
transporting
ATPase inhibitor

Neuronal
acetylcholine
receptor;
alpha3/beta4
antagonist
GABA-B receptor
agonist
Anandamide
amidohydrolase
inhibitor
Carbonic
anhydrase |
inhibitor
Carbonic
anhydrase |
inhibitor
Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
agonist
Muscarinic
acetylcholine
receptor M3
antagonist

CHEMBL1174

CHEMBL214613
3

CHEMBL120186
3

CHEMBL1245

CHEMBL701

CHEMBL112

CHEMBL17

CHEMBL120111
7

CHEMBL120102
4

CHEMBL190836
8

CHEMBL550

CHEMBL120080
3

CHEMBL209
3869

CHEMBL209
5173

CHEMBL209
5173

CHEMBL190
7594

CHEMBL211
1463

CHEMBL224
3

CHEMBL261

CHEMBL261

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

Integrin alpha-
IIb/beta-3

Potassium-
transporting
ATPase

Potassium-
transporting
ATPase

Neuronal
acetylcholine
receptor;
alpha3/beta4

GABA-B receptor

Anandamide
amidohydrolase

Carbonic
anhydrase |

Carbonic
anhydrase |

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

PROTEIN
COMPLEX

PROTEIN
COMPLEX

PROTEIN
COMPLEX

PROTEIN
COMPLEX

PROTEIN
COMPLEX

Enzyme

Lyase

Lyase

7TM1

7TM1

7TM1

7TM1

1219

163

163

249

17

699

2371

2371

1034

1034

1034

1034

NC(=N)NCCCCC
1NC(=0)CCSSC

C(NC(=0)c2cC

CN2C(=0)C(Cc2
c[nH]c3cecec23
)NC(=0)C(CC(=

0)O)NC(=0)CN

C1=0)C(=0)N

COclcce2[n-
Je(nc2c)[S+]([
0O-
]1)Cclnce(C)c(O
C)clC
Cclc(OCC(F)(F)
F)cenclCIS+]([
0O-
])cinc2ccece2|
nH]1
0O=C1N(Cc2ccc
cc2)C2C[S+]3C
CCC3C2N1Cclc
ccecl

NCC(CC(=0)0)c
1cce(Cl)ecl
CC(=0)Nclcce(
O)ccl

NS(=0)(=0)c1c
c(Cl)c(Cl)c(c1)sS
(=0)(=0)N

COclcccecclOC
C(0)COC(=0O)N

C[N+]1(C)C2CC
(ccicioc21)0
C(=0)C(CO)c1c
ccecl

CC(C)[N+]1(C)C
2Cccicc(c2)o
C(=0)C(CO)clc
ccecl

CCC1C(Cc2cnc
n2C)COC1=0

0=C(OC1CN2C
CC1CC2)N1CCc
2ccecc2Clclcec
cccl
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EXENATIDE

TRANEXAMIC ACID

BRINZOLAMIDE

TRIPELENNAMINE
CITRATE

HISTAMINE
PHOSPHATE
MECLIZINE
HYDROCHLORIDE

LORATADINE

OLOPATADINE
HYDROCHLORIDE

AZATADINE
MALEATE

Glucagon-like
peptide 1
receptor agonist

Plasminogen
inhibitor
Carbonic
anhydrase Il
inhibitor

Histamine H1
receptor
antagonist
Histamine H1
receptor agonist
Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

CHEMBL414357

CHEMBL877

CHEMBL220491

CHEMBL120076
9

CHEMBL120080
1

CHEMBL120059
0

CHEMBL998

CHEMBL1719

CHEMBL120054
0

CHEMBL178
4

CHEMBL180
1

CHEMBL205

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

Glucagon-like
peptide 1 receptor

Plasminogen

Carbonic
anhydrase Il

Histamine H1
receptor

Histamine H1
receptor
Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

7TM2

Protease

Lyase

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

78

491

2975

823

823

823

822

823

823

CCC(C)C(NC(=0
)C(Cclcceccl)N
C(=0)c(cc(c)c)
NC(=0)C(CCCN
C(=N)N)NC(=0)
C(NC(=0)C(C)N
c(=0)c(ccc(=0
)JO)NC(=0)c(CC
C(=0)0)NC(=0)
C(CCC(=0)O)N
C(=0)C(CCSC)N
c(=0)c(ccc(=0
)N)NC(=0)c(cC
CCN)NC(=0)C(
CO)NC(=0)C(C
C(C)C)NC(=0)C(
CC(=0)O)NC(=
0)C(CO)NC(=0)
C(NC(=0)C(Cc1
ccccc1)NC(=0)
C(NC(=0)CNC(
=0)C(CCC(=0)
O)NC(=0)CNC(
=0)C(N)Cclcnc
[nH]1)C(C)O)C(
C)O)C(C)C)C(=
O)NC(CCC(=0)
0)C(=0)NC(Ccl
c[nH]c2cccecl12
)C(=0)NC(CC(C)
C)C(=0)NC(ccC
CN)C(=0)NC(C
C(=0)N)C(=O)N
CC(=0O)NCC(=0
JN1CCCC1C(=0
)NC(CO)C(=0)N
C(CO)C(=0)NC
C(=0)NC(C)C(=
O)N1CCCC1C(=
O)N1CCCC1C(=
O)N1CCCCiC(=
O)NC(CO)C(=0)
N
NCC1CCC(CCl)
c(=0)0
CCNC1CN(CCC
0C)S(=0)(=0)c
2sc(cc12)S(=0)
(=O)N

CN(C)CCN(Cclc
ccecl)cleceenl

NCCclc[nH]cnl

Cclccec(CN2CC
N(CC2)C(c2ccec
c2)c2ccc(Cl)cc2
)cl

CCOC(=0)N1CC
C(=C2c3ccc(Cl)

cc3CCc3ccenc2
3)cc1

CN(C)ccC=C1c
2ccecc2COc2cc
¢(CC(=0)0)cc1
2
CN1CCC(=C2c3
ccecee3CCe3cecc
nc23)CC1
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CYCLIZINE
LACTATE

AVANAFIL

BENZQUINAMIDE
HYDROCHLORIDE

SILODOSIN

VALDECOXIB

ROFECOXIB

GONADORELIN
ACETATE

CETRORELIX
ACETATE

ATROPINE

IMATINIB
MESYLATE

OXTRIPHYLLINE

METOPROLOL

SUCCINATE

PROPRANOLOL
HYDROCHLORIDE

Histamine H1
receptor
antagonist

Phosphodiesteras
e 5A inhibitor

Dopamine D2
receptor
modulator

Alpha-1a
adrenergic
receptor
antagonist

Cyclooxygenase-2
inhibitor

Cyclooxygenase-2
inhibitor

Gonadotropin-
releasing
hormone receptor
agonist

Gonadotropin-
releasing
hormone receptor
antagonist

Muscarinic
acetylcholine
receptor M1
antagonist
Tyrosine-protein
kinase ABL
inhibitor

Adenosine A2b
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

CHEMBL120049
7

CHEMBL196368

1

CHEMBL120070
7

CHEMBL24778

CHEMBL865

CHEMBL122

CHEMBL120051
1

CHEMBL210373
5

CHEMBL517712

CHEMBL1642

CHEMBL120043
4

CHEMBL120033
7

CHEMBL1671

CHEMBL231

CHEMBL182
7

CHEMBL217

CHEMBL229

CHEMBL230

CHEMBL230

CHEMBL185
5

CHEMBL185
5

CHEMBL216

CHEMBL186
2

CHEMBL255

CHEMBL213

CHEMBL213

Histamine H1
receptor

Phosphodiesteras
e5A

Dopamine D2
receptor

Alpha-1a
adrenergic
receptor

Cyclooxygenase-2

Cyclooxygenase-2

Gonadotropin-
releasing hormone
receptor

Gonadotropin-
releasing hormone
receptor

Muscarinic
acetylcholine
receptor M1

Tyrosine-protein
kinase ABL

Adenosine A2b
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

7TM1 823
Phosphodie 1211
sterase

7TM1 3602
7TM1 905
Reductase 1835
Reductase 1835
7TM1 1057
7TM1 1057
7TM1 972
Kinase 858
7TM1 1393
7TM1 631
7TM1 632

CN1CCN(CC1)C
(clcceeel)clec
cccl

COclccc(CNc2
nc(ncc2C(=0)N
Cc2nceen2)N2C
CCC2CO)cciCl

CCN(CC)C(=0)C
1CN2CCc3cc(0
C)c(OC)cc3C2C
C10C(=0)C

CC(Cclec2CON(
CCCO)c2c(c1)C(
=0)N)NCCOclc
cccc1OCC(F)(F)
F
Cclonc(c2ccece
2)clclcec(ccl)
S(=0)(=0)N

CS(=0)(=0)c1c
cc(cc1)\C\1=C(
\C(=0)0OC1)/c1
ccececl

CC(C)CC(NC(=0
JCNC(=0)C(Cc1
ccc(O)ccl)NC(=
0)C(CO)NC(=0)
C(Cclc[nH]c2cc
cccl12)NC(=0)C
(Cclenc[nH]1)
NC(=0)c1ccc(
=0)N1)C(=O)N
C(CCCNC(=N)N
)C(=0)N1CCCC
1C(=0)NCC(=0)
N

CC(C)CC(NC(=0
)C(CCCNC(=0)
N)NC(=0)C(Ccl
ccc(O)ccl)NC(=
0)C(CO)NC(=0)
C(Cclccencl)N
C(=0)C(Cclccc(
Cl)cc1)NC(=0)C
(Cclcec2ccecc2
c1)NC(=0)C)C(
=0)NC(CCCNC(
=N)N)C(=O)N1
CCCC1C(=0)NC
(C)C(=0)N

CN1c2cccicc(
€2)0C(=0)C(C
O)clcccecl

CN1CCN(Cc2cc
c(cc2)C(=0)Nc2
ccc(C)c(Ne3nce
c(n3)c3ccenc3)
c2)ccl

CN1C(=0)N(C)c
2nc[n-]c2C1=0

COCCclccc(OC
C(O)CNC(C)C)c
cl
CC(C)NCC(O)C
Oclccec2cecee
12
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PENTAZOCINE
LACTATE

METHYLTESTOSTE
RONE

BICALUTAMIDE

CISAPRIDE

ESMOLOL
HYDROCHLORIDE

SOTALOL
HYDROCHLORIDE

PINDOLOL

TERBUTALINE
SULFATE

NEFAZODONE
HYDROCHLORIDE

FLUVOXAMINE
MALEATE

MESALAMINE

ROSIGLITAZONE
MALEATE

BETAZOLE
HYDROCHLORIDE
SUNITINIB
MALATE

ERGOCALCIFEROL

TESTOLACTONE

ZOLMITRIPTAN

TRIFLUOPERAZINE
HYDROCHLORIDE

Sigma opioid
receptor
modulator

Androgen
Receptor agonist

Androgen
Receptor
antagonist

Serotonin 4 (5-
HT4) receptor
agonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor partial
agonist

Beta-2 adrenergic
receptor agonist

Serotonin
transporter
inhibitor

Serotonin
transporter
inhibitor
Peroxisome
proliferator-
activated receptor
gamma agonist
Peroxisome
proliferator-
activated receptor
gamma agonist
Histamine H2
receptor agonist
Tyrosine-protein
kinase receptor
FLT3 inhibitor

Vitamin D
receptor agonist

Cytochrome P450
19A1 inhibitor

Serotonin 1d (5-
HT1d) receptor
agonist

Serotonin 2a (5-
HT2a) receptor
antagonist

CHEMBL120032
7

CHEMBL1395

CHEMBL409

CHEMBL120078
8

CHEMBL120111

5

CHEMBL1700

CHEMBL500

CHEMBL116054
4

CHEMBL120049
2

CHEMBL1409

CHEMBL704

CHEMBL843

CHEMBL120094
9
CHEMBL1567

CHEMBL1536

CHEMBL1571

CHEMBL1185

CHEMBL1710

CHEMBL287

CHEMBL187
1

CHEMBL187
1

CHEMBL187
5

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL228

CHEMBL228

CHEMBL235

CHEMBL235

CHEMBL194
1
CHEMBL197
4

CHEMBL197
7

CHEMBL197
8

CHEMBL198
3

CHEMBL224

Sigma opioid
receptor

Androgen
Receptor

Androgen
Receptor

Serotonin 4 (5-
HT4) receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Serotonin
transporter

Serotonin
transporter

Peroxisome
proliferator-
activated receptor
gamma
Peroxisome
proliferator-
activated receptor
gamma

Histamine H2
receptor
Tyrosine-protein
kinase receptor
FLT3

Vitamin D
receptor

Cytochrome P450
19A1

Serotonin 1d (5-
HT1d) receptor

Serotonin 2a (5-
HT2a) receptor

Membrane

receptor

Nuclear
Receptor

Nuclear
Receptor

7TM1

7TM1

7TM1

7TM1

7TM1

Electroche
mical

Electroche
mical

Nuclear
Receptor

Nuclear
Receptor

7TM1

Kinase

Nuclear
Receptor

Cytochrom

e P450

7TM1

7TM1
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1145

1145
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645

644

644
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3381
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157

1064
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986
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1936
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ccc(F)cc23)c1C
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C)C1CCC2e(=C
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cc12cce3c(ce
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2c3cccec3Sc3cc
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THIOTHIXENE
HYDROCHLORIDE

HALOPERIDOL
DECANOATE

NEFAZODONE
HYDROCHLORIDE

CHLORPROTHIXEN
E

LOXAPINE
SUCCINATE

ZIPRASIDONE

MESYLATE

MIRTAZAPINE

DECITABINE

AZACITIDINE

DROSPIRENONE

DESOXYCORTICOS
TERONE PIVALATE

PRASUGREL
HYDROCHLORIDE

ISOTRETINOIN

BUPROPION
HYDROBROMIDE

RIVAROXABAN

FENTANYL

ALFENTANIL
HYDROCHLORIDE

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

DNA (cytosine-5)-
methyltransferase
1 inhibitor

DNA (cytosine-5)-
methyltransferase
1 inhibitor
Mineralocorticoid
receptor
antagonist

Mineralocorticoid
receptor agonist

Purinergic
receptor P2Y12
antagonist

Retinoic acid
receptor beta
inhibitor

Dopamine
transporter
inhibitor
Coagulation factor
X inhibitor

Mu opioid

receptor agonist

Mu opioid
receptor agonist

CHEMBL120090
2

CHEMBL120098
6

CHEMBL120049
2

CHEMBL908

CHEMBL120115

5

CHEMBL120099

7

CHEMBL654

CHEMBL120112

9

CHEMBL1489

CHEMBL1509

CHEMBL120059
2

CHEMBL120177
3

CHEMBL547

CHEMBL120173
5

CHEMBL198362

CHEMBL596

CHEMBL120053
1

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL225

CHEMBL225

CHEMBL225

CHEMBL199
3

CHEMBL199
3

CHEMBL199
4

CHEMBL199
4

CHEMBL200
1

CHEMBL200
8

CHEMBL238

CHEMBL244

CHEMBL233

CHEMBL233

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

DNA (cytosine-5)-
methyltransferase
1
DNA (cytosine-5)-
methyltransferase
1

Mineralocorticoid
receptor

Mineralocorticoid
receptor

Purinergic
receptor P2Y12

Retinoic acid
receptor beta

Dopamine
transporter

Coagulation factor
X

Mu opioid
receptor

Mu opioid
receptor

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Transferase

Transferase

Nuclear
Receptor

Nuclear
Receptor

7TM1

Nuclear
Receptor

Electroche
mical

Protease

7TM1

7TM1

1936

1936

1935

1936

1712

1712

1711

167

167

401

401

544

81

1913

4375

2576

2577
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CN(CCc2cccec2
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CCN1IN=NN(CC
N2CCc(coc)(C
C2)N(C(=0)CC)
c2ccecc2)C1=0
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HYDROMORPHON
E
HYDROCHLORIDE

ISOFLUROPHATE

TOLTERODINE
TARTRATE

ATROPINE
SULFATE

PROPANTHELINE
BROMIDE

HYDROCORTISONE
BUTYRATE

DEXAMETHASONE
ACETATE

BETAMETHASONE
BENZOATE

BETAMETHASONE
DIPROPIONATE

PREDNISOLONE
TEBUTATE

HYDROCORTAMAT
E
HYDROCHLORIDE

TRIAMCINOLONE

ACETONIDE

HYDROCORTISONE

HALCINONIDE

Mu opioid
receptor agonist

Acetylcholinester
ase inhibitor
Muscarinic
acetylcholine
receptor M2
antagonist
Muscarinic
acetylcholine
receptor M2
antagonist
Muscarinic
acetylcholine
receptor M2
antagonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

CHEMBL123705
5

CHEMBL1025

CHEMBL120087
1

CHEMBL214614
6

CHEMBL1240

CHEMBL1683

CHEMBL1651

CHEMBL120037
6

CHEMBL120038
4

CHEMBL120090
9

CHEMBL120063
5

CHEMBL1504

CHEMBL389621

CHEMBL120084
5

CHEMBL233

CHEMBL220

CHEMBL211

CHEMBL211

CHEMBL211

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

Mu opioid
receptor

Acetylcholinestera
se

Muscarinic
acetylcholine
receptor M2

Muscarinic
acetylcholine
receptor M2

Muscarinic
acetylcholine
receptor M2

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

7TM1

Hydrolase

7TM1

7TM1

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

2576

1619

1038
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1039
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1280
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1279
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PREDNISONE

CILOSTAZOL

VANDETANIB

REGORAFENIB

OXYTOCIN

DIETHYLSTILBESTR
oL

ESTRADIOL
VALERATE

ESTRADIOL

VENLAFAXINE
HYDROCHLORIDE

NEFAZODONE
HYDROCHLORIDE

MILNACIPRAN
HYDROCHLORIDE

PSEUDOEPHEDRIN
E SULFATE

AMPHETAMINE

AMPHETAMINE

SULFATE

IMIPRAMINE
PAMOATE

DOXEPIN
HYDROCHLORIDE

MAPROTILINE
HYDROCHLORIDE

Glucocorticoid
receptor agonist

Phosphodiesteras
e 3Ainhibitor

Tyrosine-protein
kinase receptor
RET inhibitor

Tyrosine-protein
kinase receptor
RET inhibitor

Oxytocin receptor
agonist

Estrogen receptor
alpha agonist

Estrogen receptor
alpha agonist

Estrogen receptor
alpha agonist

Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor

Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
inhibitor

Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor

CHEMBL635

CHEMBL799

CHEMBL24828

CHEMBL194617
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CHEMBL395429

CHEMBL411

CHEMBL1511

CHEMBL135

CHEMBL120106
6

CHEMBL120049
2

CHEMBL209662
6

CHEMBL120090
0

CHEMBL405

CHEMBL501

CHEMBL120063
1

CHEMBL162823
4

CHEMBL123713
5

CHEMBL203
4

CHEMBL241

CHEMBL204
1

CHEMBL204
1

CHEMBL204
9

CHEMBL206

CHEMBL206

CHEMBL206

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

Glucocorticoid
receptor

Phosphodiesteras
e3A

Tyrosine-protein
kinase receptor
RET

Tyrosine-protein
kinase receptor
RET

Oxytocin receptor

Estrogen receptor
alpha

Estrogen receptor
alpha

Estrogen receptor
alpha

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Nuclear
Receptor

Phosphodie
sterase

Kinase

Kinase

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical
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ACETAZOLAMIDE
SODIUM

DOXYCYCLINE

ACETAMINOPHEN

CAPSAICIN

SORAFENIB
TOSYLATE

DABRAFENIB
MESYLATE

ULIPRISTAL
ACETATE

IMIQUIMOD

VANDETANIB

RISEDRONATE
SODIUM

FLUDARABINE
PHOSPHATE

GEMCITABINE
HYDROCHLORIDE

GLYCOPYRROLATE

CEVIMELINE
HYDROCHLORIDE

CARBACHOL

METHACHOLINE
CHLORIDE

ATROPINE

Carbonic
anhydrase XII
inhibitor

Matrix
metalloproteinase
13 inhibitor

Vanilloid receptor
opener

Vanilloid receptor
opener

Serine/threonine-
protein kinase B-
raf inhibitor

Serine/threonine-
protein kinase B-
raf inhibitor

Progesterone
receptor
modulator

Toll-like receptor
7 agonist

Tyrosine-protein
kinase TIE-2
inhibitor

Farnesyl
diphosphate
synthase inhibitor

Ribonucleoside-
diphosphate
reductase RR1
inhibitor
Ribonucleoside-
diphosphate
reductase RR1
inhibitor
Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
agonist
Muscarinic
acetylcholine
receptor M3
agonist
Muscarinic
acetylcholine
receptor M3
agonist
Muscarinic
acetylcholine
receptor M3
antagonist

CHEMBL120081
4

CHEMBL120069
9

CHEMBL112

CHEMBL294199

CHEMBL120048
5

CHEMBL210572
9

CHEMBL260538

CHEMBL1282

CHEMBL24828

CHEMBL1654

CHEMBL109688
2

CHEMBL1637

CHEMBL120102
7

CHEMBL221891
7

CHEMBL14

CHEMBL120076
4

CHEMBL517712

CHEMBL324
2

CHEMBL280

CHEMBL479
4

CHEMBL479
4

CHEMBL514
5

CHEMBL514
5

CHEMBL208

CHEMBL593
6

CHEMBL412
8

CHEMBL178

2

CHEMBL209

5215

CHEMBL209
5215

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

Carbonic
anhydrase XII

Matrix
metalloproteinase
13

Vanilloid receptor

Vanilloid receptor

Serine/threonine-
protein kinase B-
raf

Serine/threonine-
protein kinase B-
raf

Progesterone
receptor

Toll-like receptor 7

Tyrosine-protein
kinase TIE-2

Farnesyl
diphosphate
synthase

Ribonucleoside-
diphosphate
reductase RR1

Ribonucleoside-
diphosphate
reductase RR1

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Lyase

Protease

TRP

TRP

Kinase

Kinase

Nuclear
Receptor

Toll-like
and II-1

Kinase

Transferase

PROTEIN
COMPLEX

PROTEIN
COMPLEX

7TM1

7TM1

7TM1

7TM1

7TM1
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ATROPINE
SULFATE

HEXOCYCLIUM
METHYLSULFATE

ZAFIRLUKAST

DICHLORPHENAMI
DE

ALMOTRIPTAN
MALATE

IDARUBICIN

HYDROCHLORIDE

DAUNORUBICIN
CITRATE

ENALAPRIL
MALEATE

LISINOPRIL

BENAZEPRIL
HYDROCHLORIDE

FOSINOPRIL

RAMIPRIL

RIBAVIRIN

TRIPELENNAMINE
HYDROCHLORIDE

TRIPROLIDINE
HYDROCHLORIDE

CHLORPHENIRAMI
NE MALEATE

Muscarinic
acetylcholine
receptor M3
antagonist
Muscarinic
acetylcholine
receptor M3
antagonist
Cysteinyl
leukotriene
receptor 1
antagonist

Carbonic
anhydrase Il
inhibitor
Serotonin 1f (5-
HT1f) receptor
agonist

DNA
topoisomerase Il
alpha inhibitor

DNA
topoisomerase Il
alpha inhibitor

Angiotensin-
converting
enzyme inhibitor

Angiotensin-
converting
enzyme inhibitor

Angiotensin-
converting
enzyme inhibitor

Angiotensin-
converting
enzyme inhibitor

Angiotensin-
converting
enzyme inhibitor

Inosine-5'-
monophosphate
dehydrogenase 1
inhibitor
Histamine H1
receptor
antagonist
Histamine H1
receptor
antagonist

Histamine H1

receptor
antagonist

CHEMBL214614
6

CHEMBL162657
0

CHEMBL603

CHEMBL17

CHEMBL120052
1

CHEMBL120097

6

CHEMBL120047
5

CHEMBL120065
9

CHEMBL172957
9

CHEMBL1694

CHEMBL120131
0

CHEMBL1168

CHEMBL1643

CHEMBL120044
6

CHEMBL120045
0

CHEMBL1659

CHEMBL245

CHEMBL245

CHEMBL179
8

CHEMBL205

CHEMBL180
5

CHEMBL180

6

CHEMBL180
6

CHEMBL180
8

CHEMBL180
8

CHEMBL180
8

CHEMBL180
8

CHEMBL180
8

CHEMBL182
2

CHEMBL231

CHEMBL231

CHEMBL231

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Cysteinyl
leukotriene
receptor 1

Carbonic
anhydrase Il

Serotonin 1f (5-
HT1f) receptor

DNA
topoisomerase Il
alpha

DNA
topoisomerase Il
alpha

Angiotensin-
converting
enzyme

Angiotensin-
converting
enzyme

Angiotensin-
converting
enzyme

Angiotensin-
converting
enzyme

Angiotensin-
converting
enzyme

Inosine-5'-
monophosphate
dehydrogenase 1

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

7TM1

7TM1

7TM1

Lyase

7TM1

Isomerase

Isomerase

Protease

Protease

Protease

Protease

Protease

Reductase

7TM1

7TM1

7TM1

1033

1034

110

2975

95

19

19

437

437

436

437

436

89

823

823

823

CN1c2cccicc(
C2)0C(=0)C(C
O)clceccecl

C[N+]1(C)CCN(
cc(o)(cacece
C2)c2cccec2)CC
1
COclcc(ceclCe
1cn(C)c2cec(NC
(=0)oc3ccce3
)cc12)C(=0)NS(
=0)(=0)clccccc
1C

NS(=0)(=0)cic
c(Cl)c(Cl)c(c1)sS
(=0)(=O)N

CN(C)CCclc[nH
Jc2cec(CS(=0)(
=0)N3CCCC3)c
cl2
CC10C(CC(N)C
10)0C1CC(0)(
Cc2c(0)c3C(=0
)c4cccecdC(=0)
c3c¢(0)c12)C(=
0)C
COclcccc2C(=
0)c3c(0)cacc(
o)(cc(ocscc(
N)C(0)C(C)05)
c4c(0)c3C(=0)c
12)C(=0)C

CCOC(=0)c(CC
clcceecl)NC(C)
C(=0)N1cCcCcCl
c(=0)0

NCCCCC(NC(CC
clcceecl)C(=0)
0)C(=0)N1cce
C1C(=0)0

CCOC(=0)C(cC
clcceecl)NCLC
Cc2ccecc2N(CC
(=0)0)C1=0

CCC(=0)oc(opr
(=0)(CCCCclcc
cccl)CC(=0)N1
CC(CC1C(=0)0)
C1CCCCC1)C(C)
C
CCOC(=0)c(cC
clcceecl)NC(C)
C(=0)N1C2CCC
C2CC1C(=0)0
NC(=0)cincn(n
1)Cc10¢(Co)C(
0)C10

CN(C)CCN(Cclc
ccecl)cleceenl

Cclcec(ccl)C(=
CCN1CCCCl)c1
cceenl
CN(C)CCC(c1cc
c(Cl)ccl)clecec
nl
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BROMPHENIRAMI
NE MALEATE

ANTAZOLINE
PHOSPHATE

SILDENAFIL
CITRATE

VORINOSTAT

THIOTHIXENE
HYDROCHLORIDE

ILOPERIDONE

TRIPTORELIN
PAMOATE

ABARELIX

OLSALAZINE
SODIUM

BALSALAZIDE
DISODIUM

ZILEUTON

OXYPHENCYCLIMI
NE
HYDROCHLORIDE

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Phosphodiesteras
e 5Ainhibitor

Histone
deacetylase 3
inhibitor
Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Gonadotropin-
releasing
hormone receptor
agonist

Gonadotropin-
releasing
hormone receptor
antagonist

Arachidonate 5-
lipoxygenase
inhibitor

Arachidonate 5-
lipoxygenase
inhibitor

Arachidonate 5-
lipoxygenase
inhibitor
Muscarinic
acetylcholine
receptor M1
antagonist

CHEMBL120096
1

CHEMBL120055
0

CHEMBL1737

CHEMBL98

CHEMBL120090
2

CHEMBL14376

CHEMBL120055
4

CHEMBL1252

CHEMBL120101
3

CHEMBL120076
0

CHEMBL93

CHEMBL120089
1

CHEMBL231

CHEMBL231

CHEMBL182
7

CHEMBL182
9

CHEMBL217

CHEMBL217

CHEMBL185
5

CHEMBL185
5

CHEMBL215

CHEMBL215

CHEMBL215

CHEMBL216

Histamine H1
receptor

Histamine H1
receptor

Phosphodiesteras
e 5A

Histone
deacetylase 3

Dopamine D2
receptor

Dopamine D2
receptor

Gonadotropin-
releasing hormone
receptor

Gonadotropin-
releasing hormone
receptor

Arachidonate 5-
lipoxygenase

Arachidonate 5-
lipoxygenase

Arachidonate 5-
lipoxygenase

Muscarinic
acetylcholine
receptor M1

7TM1

7TM1

Phosphodie

sterase

Hydrolase

7TM1

7TM1

7TM1

7TM1

Reductase

Reductase

Reductase

7TM1

823

823

1211

248

3602

3601

1058

1057

1190

1190

1189

973

CN(C)CCC(c1cc
c(Br)ccl)clcece
nl

C(N(Cclcceccl)
clcceecl)Cl=N
CCN1

CCCc1nn(C)c2C
(=0)NC(=Nc12)
clcc(cecc10CC)

S(=0)(=0)N1CC
N(C)cC1

ONC(=0)cccce
CC(=0)Nclcccc
cl

CN(C)S(=0)(=0
)clccc2Sc3cece
¢3C(=CCCN3CC
N(C)CC3)c2cl

COclcc(ccc10C
CCN1CCC(cC1)
clnoc2cc(F)cce
12)C(=0)C

CC(C)CC(NC(=0
)C(Cclc[nH]c2c
cccc12)NC(=0)

C(Cclccc(O)ecl
)NC(=0)C(CO)N
C(=0)C(Ccic[n

H]c2cccec12)N

C(=0)C(Cclc[n

H]cn1)NC(=0)C
1CCC(=0)N1)C(
=0)NC(CCCNC(
=N)N)C(=O)N1

CCCC1C(=0)NC
C(=0)N

CC(C)CC(NC(=0
)C(CC(=0)N)NC
(=0)C(Cclccc(
O)cc1)N(C)C(=
0)C(CO)NC(=0)
C(Cclccencl)N
C(=0)C(Cclccc(
Cl)cc1)NC(=0)C
(Cclccc2eccec2
c1)NC(=0)C)C(
=0)NC(CCCCNC
(C)C)C(=0)N1C
CCC1C(=0)NC(
C)C(=O)N

Oclcce(cclC(=
0)[O-
J)N=Nclccc(O)c
(c1)C(=0)[0-]

Oclcce(cclC(=
0)[o-
J)N=Nclccc(ccl
)C(=0)NCCC(=
0)[0o-]

CC(N(O)C(=O)N

Jclcc2cceee2s1

CN1CCCN=C1C
0C(=0)c(0)(Cc1
CCCCC1)clcecc
cl
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GLYCOPYRROLATE

CLIDINIUM
BROMIDE

DICYCLOMINE
HYDROCHLORIDE

BIPERIDEN
LACTATE

CEVIMELINE
HYDROCHLORIDE

EFLORNITHINE
HYDROCHLORIDE

TIMOLOL

NEBIVOLOL
HYDROCHLORIDE

TIMOLOL
MALEATE

DOPAMINE
HYDROCHLORIDE

LEVOBUNOLOL
HYDROCHLORIDE

DEXTROMETHORP
HAN
HYDROBROMIDE

TESTOSTERONE
PROPIONATE

ALPROSTADIL

ZOLMITRIPTAN

ISOETHARINE
HYDROCHLORIDE

PROPRANOLOL
HYDROCHLORIDE

VILANTEROL
TRIFENATATE

GRANISETRON

Muscarinic
acetylcholine
receptor M1
antagonist

Muscarinic
acetylcholine
receptor M1
antagonist

Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
agonist
Ornithine
decarboxylase
inhibitor
Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor agonist
Beta-1 adrenergic
receptor
antagonist

Sigma opioid
receptor agonist

Androgen
Receptor agonist

Prostanoid EP2
receptor agonist

Serotonin 1b (5-
HT1b) receptor
agonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor agonist

Serotonin 3a (5-
HT3a) receptor
antagonist

CHEMBL120102
7

CHEMBL120095
0

CHEMBL120047
9

CHEMBL120106
7

CHEMBL221891
7

CHEMBL120103
7

CHEMBL499

CHEMBL120173
1

CHEMBL120087
0

CHEMBL1557

CHEMBL120117
7

CHEMBL120100
4

CHEMBL1170

CHEMBL495

CHEMBL1185

CHEMBL120092
0

CHEMBL1671

CHEMBL108417
2

CHEMBL289469

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL186
9

CHEMBL213

CHEMBL213

CHEMBL213

CHEMBL213

CHEMBL213

CHEMBL287

CHEMBL187
1

CHEMBL188
1

CHEMBL189
8

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL189
9

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Ornithine
decarboxylase

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Sigma opioid
receptor

Androgen
Receptor

Prostanoid EP2
receptor

Serotonin 1b (5-
HT1b) receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Serotonin 3a (5-
HT3a) receptor

7TM1

7TM1

7TM1

7TM1

7TM1

Lyase

7TM1

7TM1

7TM1

7TM1

7TM1

Membrane

receptor
Nuclear

Receptor

7TM1

7TM1

7TM1

7TM1

7TM1

LGIC

973

973

972

973

973

11

631

632

631

632

631

1668

1144

167

855

645

644

645

C[N+]1(C)CCC(
C1)0C(=0)C(0)
(c1ccceci)clec
cccl

C[N+]12CCC(CC
1)C(C2)0C(=0)
C(O)(c1cccecl)
clcecececl

CCN(cc)ccoc(
=0)C1(CCCCC1)
ciccceca

0Oc(ccN1cecc
C1)(ciccacca
C=C2)clcccecl

€C10C2(CS1)C
N1cccaccl

NCCCC(N)(C(F)
F)C(=0)0

CC(C)(C)NCC(O
)COclnsncIN1
ccoccl

0C(CNCC(o)C1
CCc2cc(F)cce2
01)C1CCc2cc(F
Jccc201

CC(C)(C)NCC(O
)COclnsncIN1
Cccoccl

NCCclcce(O)c(
O)cl
CC(C)(C)NCC(O
)COclccec2C(=
0)CccCel2

COclccc2CC3C
4CCCCC4(CCN3
C)c2cl

CCC(=0)0C1CC
€2c3cCca=Cce(
=0)CCC4(C)C3C
cc12c

ccccec(o)e=c
C1C(0)cc(=0)C
1CCCCCCC(=0)
o]
CN(C)CCclc[nH
]Jc2cec(CC3COoC
(=0)N3)cc12

CCC(NC(C)O)C(
0O)clcec(0)c(0)
cl
CC(C)NCC(O)C
Oclccec2cecee
12

OCclcc(ccc10)
C(0)cNcceccecc
0OCCOCc1c(Cl)c
ccclcl

CN1cC2Ccccic
C(C2)NC(=0)c1
nn(C)c2cccecl2
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CERULETIDE
DIETHYLAMINE

MILNACIPRAN
HYDROCHLORIDE

FLUOXETINE
HYDROCHLORIDE

CLOMIPRAMINE
HYDROCHLORIDE

PASIREOTIDE
DIASPARTATE

FENOFIBRIC ACID

REGORAFENIB

ALOGLIPTIN
BENZOATE

ERGOLOID
MESYLATES

DOFETILIDE

CHOLECALCIFEROL

SUMATRIPTAN

Cholecystokinin A
receptor agonist

Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Somatostatin
receptor 1 agonist

Peroxisome
proliferator-
activated receptor
alpha agonist
Stem cell growth
factor receptor
inhibitor

Dipeptidyl
peptidase IV
inhibitor

Serotonin 1a (5-
HT1a) receptor
agonist

HERG blocker

Vitamin D
receptor agonist

Serotonin 1d (5-
HT1d) receptor
agonist

CHEMBL120075
5

CHEMBL209662
6

CHEMBL120108
2

CHEMBL120071
0

CHEMBL222133
3

CHEMBL981

CHEMBL194617
0

CHEMBL227529

CHEMBL231103
0

CHEMBL473

CHEMBL1042

CHEMBL128

CHEMBL190
1

CHEMBL228

CHEMBL228

CHEMBL228

CHEMBL191
7

CHEMBL239

CHEMBL193
6

CHEMBL284

CHEMBL214

CHEMBL240

CHEMBL197
7

CHEMBL198
3

Cholecystokinin A
receptor

Serotonin
transporter

Serotonin
transporter

Serotonin
transporter

Somatostatin
receptor 1

Peroxisome
proliferator-
activated receptor
alpha

Stem cell growth
factor receptor

Dipeptidyl
peptidase IV

Serotonin 1a (5-
HT1a) receptor

HERG

Vitamin D
receptor

Serotonin 1d (5-
HT1d) receptor

7TM1

Electroche

mical

Electroche

mical

Electroche

mical

7TM1

Nuclear
Receptor

Kinase

Protease

7TM1

VGC

Nuclear
Receptor

7TM1

3381

3382

3382

339

650

641

2890

2456

3189

149

986

CSCCC(NC(=0)
C(Cclc[nH]c2cc
cccl12)NC(=0)C
NC(=0)C(NC(=
0)C(Ccleccc(0S(
=0)(=0)0)ccl)
NC(=0)c(CC(=
0)O)NC(=0)C(C
CC(=0)N)NC(=
0)C1CCC(=0)N
1)C(C)0)C(=0)
NC(CC(=0)0)C(
=0)NC(Cclcccc
¢1)C(=0)N

CCN(CC)C(=0)C
1(CC1CN)clccc
ccl

CNCCC(Oclccc(
cc1)C(F)(F)F)cl
cceccl

CN(C)CCCN1c2
ccecc2CCe2cec(
Cl)cc12

NCCCCCINC(=
0)C(Cc2c[nH]c
3cceec23)NC(=
0)C(NC(=0)C2
CC(CN2C(=0)C(
Cc2ccecec2)NC(
=0)C(Cc2ccc(0
Cc3ccece3)cc2)
NC1=0)OC(=0)
NCCN)clcccecl

CC(C)(Oclccc(c
¢1)C(=0)clccc(
Cl)cc1)C(=0)0

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)e(F)c2)c
cnl
CN1C(=0)C=C(
N2CCCC(N)C2)
N(Cc2ccccc2CH#
N)C1=0

CC(C)C1(NC(=0
)C2CC3C(Cc4c[
nH]c5ccece3c45
JN(C)C2)0C2(0
)JC3CCCN3C(=0
)C(Cc3ccecc3)N
2C1=0

CN(CCOclccc(
NS(=0)(=0)C)c
c1)CCclcce(NS(
=0)(=0)C)ccl

cc(c)ceec(c)e
1CCC2C(=CC=C
3CC(0)CCC3=C)
ccec12e

CNS(=0)(=0)Cc
1ccc2[nH]cc(CC
N(C)C)c2cl
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ALMOTRIPTAN
MALATE

RISPERIDONE

OLANZAPINE
PAMOATE

CHLORPROMAZIN
E
HYDROCHLORIDE

METHIXENE
HYDROCHLORIDE

ALISKIREN
FUMARATE

NIMODIPINE

FLUDROCORTISON
E ACETATE

TICLOPIDINE
HYDROCHLORIDE

DEXTROAMPHETA
MINE ADIPATE

ANILERIDINE
PHOSPHATE

MEPERIDINE
HYDROCHLORIDE

MORPHINE
SULFATE

DIFENOXIN
HYDROCHLORIDE

ENTACAPONE

NEOSTIGMINE
METHYLSULFATE

Serotonin 1d (5-
HT1d) receptor
agonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Renin inhibitor

Mineralocorticoid
receptor
antagonist

Mineralocorticoid
receptor agonist

Purinergic
receptor P2Y12
antagonist
Dopamine
transporter
releasing agent
Mu opioid
receptor agonist

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Catechol O-
methyltransferase
inhibitor

Acetylcholinester
ase inhibitor

CHEMBL120052
1

CHEMBL85

CHEMBL120174
1

CHEMBL1713

CHEMBL120042
6

CHEMBL1667

CHEMBL1428

CHEMBL120101
0

CHEMBL1717

CHEMBL120078
2

CHEMBL120054
3

CHEMBL1701

CHEMBL210374

4

CHEMBL120059

9

CHEMBL953

CHEMBL211471

CHEMBL198
3

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL225

CHEMBL286

CHEMBL199
4

CHEMBL199
4

CHEMBL200
1

CHEMBL238

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL202
3

CHEMBL220

Serotonin 1d (5-
HT1d) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2c (5-
HT2c) receptor

Renin

Mineralocorticoid
receptor

Mineralocorticoid
receptor

Purinergic
receptor P2Y12

Dopamine
transporter

Mu opioid

receptor

Mu opioid
receptor

Mu opioid
receptor

Mu opioid

receptor

Catechol O-
methyltransferase

Acetylcholinestera
se

7TM1

7TM1

7TM1

7TM1

7TM1

Protease

Nuclear
Receptor

Nuclear
Receptor

7TM1

Electroche
mical

7TM1

7TM1

7TM1

7TM1

Transferase

Hydrolase

986

1935

1936

1935

1712

1899

401

401

544

1914

2577

2576

2577

2577

11

1619

CN(C)CCclc[nH
Jc2cec(CS(=0)(
=0)N3CCCC3)c
cl2
C\C\1=C(\CCN2
CCC(CC2)c2noc
3cc(F)cee23)/C(
=0)N2CCCCC2=
N1

0OC(=0)clcc2cc
ccc2c¢(Cc2c(0)c
(cc3cecec23)C(
=0)0)c10

CN(C)CCCN1c2
ccecc2Sc2cecc(C
l)cc12

CN1CCCC(CC2c
3cccee3Sc3cecc
c23)C1

COCCCOclcc(C
C(CC(N)c(o)cc
(C(C)C)Cc(=0)NC
C(C)(C)C(=O)N)
C(C)C)ccc10C

COCCOC(=0)\C
\1=C(\C)/N\C(=
C(\Clclccee(cl
)IN+](=0)[O-
1)/c(=0)oc(C)C
NC

CC(=0)0CC(=0

)c1(0)ccc2c3c
CC4=CC(=0)CC

C4(C)C3(F)C(0)

cc12¢

Clclccccc1CN1
CCc2sccc2Cl

CC(N)Cclcccec
1

CCoC(=0)C1(C
CN(CCc2ccc(N)
cc2)CC1)clecec
cl
CCOC(=0)C1(C
CN(C)CC1)clcc
cccl

CN1CCC23C40
¢5¢(0O)cce(CCl
C2C=CC40)c35
0C(=0)C1(CCN
(CCC(C#N)(c2cc
ccc2)c2ccecc?)
CC1)clcccecl

CCN(CC)C(=0)C
(=Cclcc(0O)c(0)
c(c1)[N+](=0)[
O-])C#N

CN(C)C(=0)Oc1
ccec(c1)[N+](C)
(c)c
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PASIREOTIDE
DIASPARTATE

CLOCORTOLONE
PIVALATE

ALCLOMETASONE
DIPROPIONATE

FLUMETHASONE
PIVALATE

SORAFENIB
TOSYLATE

PRALATREXATE

CLOMIPHENE
CITRATE

TAMOXIFEN
CITRATE

TAPENTADOL
HYDROCHLORIDE

PHENDIMETRAZIN
E TARTRATE

AMOXAPINE

PHENMETRAZINE
HYDROCHLORIDE

DEXTROAMPHETA
MINE ADIPATE

DESVENLAFAXINE
SUCCINATE

PHENTERMINE
HYDROCHLORIDE

Somatostatin

receptor 3 agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Tyrosine-protein
kinase receptor
RET inhibitor

Dihydrofolate
reductase
inhibitor

Estrogen receptor
alpha modulator

Estrogen receptor
alpha modulator

Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
releasing agent

CHEMBL222133
3

CHEMBL120097
5

CHEMBL120098
9

CHEMBL120087
7

CHEMBL120048
5

CHEMBL120174
6

CHEMBL120066
7

CHEMBL786

CHEMBL120177
7

CHEMBL120086
0

CHEMBL1113

CHEMBL120048
3

CHEMBL120078
2

CHEMBL120172
8

CHEMBL120091
2

CHEMBL202
8

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL204
1

CHEMBL202

CHEMBL206

CHEMBL206

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

Somatostatin
receptor 3

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Tyrosine-protein
kinase receptor
RET

Dihydrofolate
reductase

Estrogen receptor
alpha

Estrogen receptor
alpha

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Kinase

Reductase

Nuclear
Receptor

Nuclear
Receptor

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

420

1280

1280

1280

452

487

1287

1288

2300

2300

2299

2300

2300

2300

2300

NCCCCCINC(=
0)C(Cc2c[nH]c
3cceec23)NC(=
0)C(NC(=0)C2
CC(CN2C(=0)C(
Cc2cceec2)NC(
=0)C(Cc2ccc(0
Cc3cccce3)cc2)
NC1=0)OC(=0)
NCCN)clcccecl

CC1CC2C3CC(F
)C4=CC(=0)C=C
ca(c)c3(clc(o
)CC2(C)C1C(=0
)COC(=0)C(C)(
C)C
CCC(=0)0CC(=
0)C1(0C(=0)C
c)c(c)ccacsc(
Cl)CC4=CC(=0)
C=CC4(C)C3C(0
)cc12c
CC1CC2C3CC(F
)C4=CC(=0)C=C
C4(C)C3(F)C(0)
cC2(C)c1(o)c(
=0)COC(=0)C(
c)(c)c
CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)cc2)cen
1
Nclnc(N)c2nc(
CC(CCHC)c3cec(
cc3)C(=0)NC(C
CC(=0)0)C(=0)
O)cne2nl

CCN(CC)CCOcl
ccc(cc)\C(=C(\
Cl)/clcececl)\c
lcceecl

CC\C(=C(\clccc
ccl)/cleec(OCC
N(C)C)ccl)\clc
ccecl

CCC(C(C)CN(C)
C)clccec(O)cl

0OC(C(0)C(=0)0
)C(=0)0

Clclcec20c3cc
ccc3N=C(N3CC
NCC3)c2cl
CCINCCOC1cl
cceecl

CC(N)Cclcccec
1

CN(C)CC(clcec(
O)ccl)C1(O)cC
cccl

CC(C)(N)Cclccc
ccl
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REGORAFENIB

CABOZANTINIB S-
MALATE

MIRABEGRON

PEMETREXED
DISODIUM

DOXYCYCLINE
HYCLATE

DOXYCYCLINE
CALCIUM

HYDROXYCHLORO
QUINE SULFATE

DANAZOL

ETHYNODIOL
DIACETATE

LEVONORGESTREL

MEGESTROL
ACETATE

ALENDRONATE
SODIUM

ATORVASTATIN
CALCIUM

PITAVASTATIN
CALCIUM

Fibroblast growth
factor receptor 1
inhibitor

Hepatocyte
growth factor
receptor inhibitor

Beta-3 adrenergic
receptor agonist

GAR
transformylase
inhibitor

Matrix
metalloproteinase
7 inhibitor

Matrix
metalloproteinase
7 inhibitor

Toll-like receptor
9 antagonist

Progesterone
receptor agonist

Progesterone
receptor agonist

Progesterone
receptor agonist

Progesterone
receptor agonist

Farnesyl
diphosphate
synthase inhibitor

HMG-CoA

reductase
inhibitor

HMG-CoA
reductase
inhibitor

CHEMBL194617
0

CHEMBL210386
8

CHEMBL209521
2

CHEMBL120037
3

CHEMBL120056
7

CHEMBL236457
4

CHEMBL1690

CHEMBL1479

CHEMBL120062
4

CHEMBL1389

CHEMBL120113
9

CHEMBL675

CHEMBL393220

CHEMBL123706
1

CHEMBL365
0

CHEMBL371
7

CHEMBL246

CHEMBL397
2

CHEMBL407
3

CHEMBL407
3

CHEMBL580
4

CHEMBL208

CHEMBL208

CHEMBL208

CHEMBL208

CHEMBL178
2

CHEMBL402

CHEMBL402

Fibroblast growth
factor receptor 1

Hepatocyte
growth factor
receptor

Beta-3 adrenergic
receptor

GAR
transformylase

Matrix
metalloproteinase
7

Matrix
metalloproteinase
7

Toll-like receptor 9

Progesterone
receptor

Progesterone
receptor

Progesterone
receptor

Progesterone
receptor

Farnesyl
diphosphate
synthase
HMG-CoA
reductase

HMG-CoA
reductase

Kinase

Kinase

7TM1

Ligase

Protease

Protease

Toll-like
and II-1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Transferase

Reductase

Reductase

870

1177

274

60

376

376

171

1221

1221

1221

1221

74

167

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)c(F)c2)c
cnl
COclcc2neec(O
c3ccc(NC(=0)C
4(CC4)C(=0)Nc
4ccc(F)ccd)cc3)
c2ccl10C

Nclnc(CC(=0)
Nc2cec(CCNCC(
0O)c3cecec3)cc2
Jes1

NC1=Nc2[nH]c
¢(CCc3ccc(cc3)
C(=0)NC(CcC(=
0)[O-
1)C(=0)[0-
]1)c2C(=0O)N1
ccic\2c(o)c3
C(N(C)CNC(=C(
\C(=O)N)/C(=0
)C3(0)\C(=C2\C
(=0)c2c(O)ccec
12)\o)\O

ccic\2c(o)c3
C(N(C)CNC(=C(
\C(=0)N)/C(=0
)C3(0\C(=C2\C
(=0)c2c([O-
])ccecc12)\O)\O

CCN(CCo)ccce
(C)Nclcenc2ec(
Cl)ccc12

CC12Cc3cnoc3
C=C1cccicacc
c2(cyciceez(o
JCH#C

cc(=0)ocicec
2C3CCCA(C)C(C
Cca(0c(=0)c)C
#C)C3CCC2=C1

€CC12CCC3C(C
CC4=CC(=0)CC
€34)C1CCC2(0)
cHC

cc(=0)oci(cc
€2C3c=c(C)ca
=CC(=0)CCCa(C
)c3CCc126)C(=
0)C
NCCCC(O)(P(=
0)(0)0)P(=0)(
0)[0-]

CC(C)clc(C(=0)
Nc2cccee2)c(c2
cceee2)c(c2eec(
F)cc2)nlCCC(O
)CC(0)CC(=0)[
0]
0oc(cc(o)c=Cc
1c(nc2cecec2cl
clcec(F)ecl)Cl
CC1)CC(=0)[0-]
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PINACIDIL

PENTOLINIUM
TARTRATE

METHAZOLAMIDE

OXYPHENCYCLIMI
NE
HYDROCHLORIDE

TOLTERODINE
TARTRATE

VORINOSTAT

CETIRIZINE
HYDROCHLORIDE

EPINASTINE
HYDROCHLORIDE

ORPHENADRINE
CITRATE

ORPHENADRINE
(CHLORIDE)

DIPHENHYDRAMI
NE CITRATE

PALIPERIDONE
PALMITATE

ASENAPINE
MALEATE

DAPIPRAZOLE
HYDROCHLORIDE

CARPROFEN

DANTROLENE
SODIUM

Sulfonylurea
receptor 2, Kir6.2
opener

Neuronal
acetylcholine
receptor;
alpha3/betad
antagonist
Carbonic
anhydrase VII
inhibitor
Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
antagonist
Histone
deacetylase 1
inhibitor
Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist
Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Alpha-1a
adrenergic
receptor
antagonist
Cyclooxygenase-2
inhibitor

Ryanodine
receptor 1
antagonist

CHEMBL120033
8

CHEMBL131828
7

CHEMBL19

CHEMBL120089
1

CHEMBL120087
1

CHEMBL98

CHEMBL120111
3

CHEMBL120049
1

CHEMBL120039
5

CHEMBL120102
3

CHEMBL120108
9

CHEMBL120173
2

CHEMBL204068
4

CHEMBL120104
4

CHEMBL1316

CHEMBL928

CHEMBL209
5198

CHEMBL190
7594

CHEMBL232
6

CHEMBL245

CHEMBL245

CHEMBL325

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL217

CHEMBL217

CHEMBL229

CHEMBL230

CHEMBL184
6

Sulfonylurea
receptor 2, Kir6.2

Neuronal
acetylcholine
receptor;
alpha3/betad

Carbonic
anhydrase VII

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Histone
deacetylase 1

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Dopamine D2
receptor

Dopamine D2
receptor

Alpha-1a
adrenergic
receptor

Cyclooxygenase-2

Ryanodine
receptor 1

PROTEIN
COMPLEX

PROTEIN
COMPLEX

Lyase

7TM1

7TM1

Hydrolase

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Reductase

RYR

13

249

271

1034

1033

1516

822

823

823

823

823

3602

3602

906

1835

16

CC(NC(=NC#N)
Nclcenccel)C(C)
(c)c

oc(c(o)c(=0)[
0-])C(=0)0

CN1N=C(SC1=
NC(=0)C)S(=0)
(=O)N
CN1CCCN=C1C
0C(=0)c(0)(c1
CCCCC1)clcecc
cl

CC(C)N(CCC(c1
cceeel)clee(C)e
cc10)C(C)C

ONC(=0)ccccce
CC(=0)Nclcccc
cl

0C(=0)COCCN
1CCN(CC1)C(c1
cceeel)cleec(Cl
)ecl

NC1=NCC2N1c
1ccecec1Celeece
c21

CN(C)CCoC(clc
ccecl)clececcl
¢

CN(C)CCoC(clc
ccecl)clececcl
¢

CN(C)CCOC(c1c
ccecl)cleceecl

C\C\1=C(\CCN2
CCC(CC2)c2noc
3cc(F)cee23)/C(
=0)N2CCCC(0)

C2=N1

CN1CC2C(C1)c
1cc(Cl)cec1Ocl1
cceec21

CclcccccIN1C
CN(CCc2nnc3C
CCCn23)CC1

CC(C(=0)O)clc
cc2c(cl)[nH]cl
ccc(Cl)cc21

[0-
J[N+](=0)clccc
(ccl)cloc(C=N
N2CC(=0)[N-
]C2=0)cc1
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NAFARELIN
ACETATE

SULFASALAZINE

BENZTROPINE
MESYLATE

METHSCOPOLAMI
NE BROMIDE

HEXOCYCLIUM
METHYLSULFATE

ANISOTROPINE
METHYLBROMIDE

MEPENZOLATE
BROMIDE

DIPHEMANIL
METHYLSULFATE

NABILONE

REGORAFENIB

DEZOCINE

METOPROLOL
FUMARATE

PENBUTOLOL
SULFATE

DOBUTAMINE
HYDROCHLORIDE

BISOPROLOL
FUMARATE

Gonadotropin-
releasing

hormone receptor

agonist

Arachidonate 5-
lipoxygenase
inhibitor

Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist

Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist

Muscarinic
acetylcholine
receptor M1
antagonist
Cannabinoid CB1
receptor agonist

Tyrosine-protein
kinase ABL
inhibitor

Kappa opioid
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor agonist

Beta-1 adrenergic
receptor
antagonist

CHEMBL120067
1

CHEMBL421

CHEMBL120038
3

CHEMBL120102
4

CHEMBL162657
0

CHEMBL1578

CHEMBL1724

CHEMBL120088
0

CHEMBL221889
6

CHEMBL194617
0

CHEMBL1685

CHEMBL120089
8

CHEMBL120036
3

CHEMBL120041
8

CHEMBL120070
8

CHEMBL185
5

CHEMBL215

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL218

CHEMBL186
2

CHEMBL237

CHEMBL213

CHEMBL213

CHEMBL213

CHEMBL213

Gonadotropin-
releasing hormone
receptor

Arachidonate 5-
lipoxygenase

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Cannabinoid CB1
receptor

Tyrosine-protein
kinase ABL

Kappa opioid
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

7TM1

Reductase

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Kinase

7TM1

7TM1

7TM1

7TM1

7TM1

1058

1190

972

973

973

973

973

973

2749

858

2662

631

632

631

632

CC(C)CC(NC(=0
)C(Cclccec2ece
cc12)NC(=0)C(
Cclecce(O)ccl)
NC(=0)C(CO)N
C(=0)C(Cclc[n
H]c2cceec12)N
C(=0)C(Cclcenc[
nH]1)NC(=0)C1
CCC(=0)N1)C(=
O)NC(CCCNC(=
N)N)C(=0)N1C
CCC1C(=0)NCC
(=O)N

OC(=0)clcc(cc
¢10)N=Nclcec(
cc1)S(=0)(=0)
Nclcceenl

CN1c2cccicc(
C2)OC(clcccec
1)clcccecl

C[N+]1(C)C2CC
(ccicioc21)o
C(=0)C(CO)clc
ccecl

C[N+]1(C)CCN(
Cc(o)(caccec
C2)c2cccec2)CC
1
CCCc(cce)C(=
o)ociccaecc(
C1)[N+]2(C)C

C[N+]1(C)Ccccc
(C1)0C(=0)C(0
)(clcceecl)clee
cccl

CIN+]1(C)cec(
=C(c2cccec2)c2
ccecc2)CCl

Ccceccec(e)(e)
clcc(O)c2C3CC
(=0)ccc3c(C)(
C)Oc2c1

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)e(F)c2)c
cnl
cc12cceccc(c
c3ccc(O)ccl3)C
2N

COCCclccc(OC
C(0)CNC(C)C)c
cl
CC(C)(C)NCC(O
)COclccecclCl
Cccc

CC(CCclccc(0)
cc1)NCCclecc(
O)c(O)c1

CC(C)NCC(0)C
Oclccc(COCCO
C(C)C)ccl
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ACEBUTOLOL
HYDROCHLORIDE

ATENOLOL

OXANDROLONE

OXYMETHOLONE

ERGOLOID
MESYLATES

FORMOTEROL
FUMARATE
DIHYDRATE

NEBIVOLOL
HYDROCHLORIDE

ALBUTEROL
SULFATE

FORMOTEROL
FUMARATE
HYDRATE

METOCLOPRAMID
E
HYDROCHLORIDE

ONDANSETRON

TIAGABINE
HYDROCHLORIDE

PENTOSTATIN

CITALOPRAM
HYDROBROMIDE

PAROXETINE
HYDROCHLORIDE

IMATINIB
MESYLATE

FOSAPREPITANT
DIMEGLUMINE

Beta-1 adrenergic
receptor
antagonist

Beta-1 adrenergic
receptor
antagonist

Androgen
Receptor agonist

Androgen
Receptor agonist

Serotonin 1b (5-
HT1b) receptor
agonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor agonist

Serotonin 3a (5-
HT3a) receptor
antagonist

Serotonin 3a (5-
HT3a) receptor
antagonist

GABA transporter
1 inhibitor

Adenosine
deaminase
inhibitor
Serotonin
transporter
inhibitor
Serotonin
transporter
inhibitor
Platelet-derived
growth factor
receptor beta
inhibitor

Neurokinin 1
receptor
antagonist

CHEMBL120081
3

CHEMBL24

CHEMBL120043
6

CHEMBL120058
5

CHEMBL231103
0

CHEMBL230363
8

CHEMBL120173
1

CHEMBL120102
6

CHEMBL213346
9

CHEMBL120094

0

CHEMBL46

CHEMBL1695

CHEMBL1580

CHEMBL120078

1

CHEMBL1708

CHEMBL1642

CHEMBL120178
2

CHEMBL213

CHEMBL213

CHEMBL187
1

CHEMBL187
1

CHEMBL189
8

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL189
9

CHEMBL189
9

CHEMBL190
3

CHEMBL191

0

CHEMBL228

CHEMBL228

CHEMBL191
3

CHEMBL249

Beta-1 adrenergic
receptor

Beta-1 adrenergic
receptor

Androgen
Receptor

Androgen
Receptor

Serotonin 1b (5-
HT1b) receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Serotonin 3a (5-
HT3a) receptor

Serotonin 3a (5-
HT3a) receptor

GABA transporter
1

Adenosine
deaminase

Serotonin
transporter

Serotonin
transporter

Platelet-derived
growth factor
receptor beta

Neurokinin 1
receptor

7TM1

7TM1

Nuclear
Receptor

Nuclear
Receptor

7TM1

7TM1

7TM1

7TM1

7TM1

LGIC

LGIC

Electroche
mical

Hydrolase

Electroche
mical

Electroche
mical

Kinase

7TM1

631

631

1145

1145

855

645

645

644

645

323

67

45

3382

3382

676

1909

CCCC(=0)Nclc
cc(OCC(O)CNC(
C)C)c(c1)C(=0)
C
CC(C)NCC(0)C
Oclccc(CC(=0)
N)ccl

cc1(o)cecacs
CCCACC(=0)0C
ca(c)caceci2
C
cc1(o)cecacs
CCCACC(=0)C(=
CO)cca(c)c3c
cc12¢

CC(C)C1(NC(=0
)C2CC3C(Cedc[
nH]c5ccce3c45
JN(C)C2)0C2(0
JC3CCCN3C(=0
)C(Cc3ccece3)N
2C1=0

COclccc(CC(C)
NCC(O)c2ccc(O
)c(NC=0)c2)ccl

0C(CNCC(o)C1
CCc2cc(F)cce2
01)Cc1CcCe2ec(F
)ccc201

CC(C)(C)NCC(O
)clcec(0)c(CO)
cl
COclcec(CC(C)
NCC(O)c2ccc(O
)c(NC=0)c2)ccl

CCN(CC)CCNC(
=0)clcc(Cl)c(N)
ccl0C

CclncenlCCl1C
Cc2c(C1=0)clc
ccecln2C

Cclcesc1C(=CC
CN1CCCC(C1)C
(=0)0)clscccl
C
0CC10C(CC10)
nlcnc2C(O)CN
C=Nc12

CN(c)ccecr(o
Cc2cc(ccc12)CH#
N)clccc(F)ecl

Fclcec(ccl)C1C
CNCC1COclccc
20C0c2c1

CN1CCN(Cc2cc
¢(cc2)C(=0)Nc2
ccc(C)c(Ne3nce
c(n3)c3ccenc3)
c2)cC1

CC(OC10CCN(C
C2=NN(C(=O)N
2)P(=0)(0)0)C
1clcec(F)ecl)c
Icc(cc(c)C(F)(
F)F)C(F)(F)F
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FENOFIBRATE

SORAFENIB
TOSYLATE

PAZOPANIB
HYDROCHLORIDE

NIZATIDINE

RANITIDINE
BISMUTH CITRATE

FLUOROURACIL

CALCIFEDIOL

RANOLAZINE

Peroxisome
proliferator-
activated receptor
alpha agonist

Stem cell growth
factor receptor
inhibitor

Stem cell growth
factor receptor
inhibitor

Histamine H2
receptor
antagonist

Histamine H2
receptor
antagonist

Thymidylate
synthase inhibitor
Vitamin D
receptor agonist

Sodium channel
protein type V
alpha subunit
blocker

CHEMBL672

CHEMBL120048
5

CHEMBL120173
3

CHEMBL653

CHEMBL211128
6

CHEMBL185

CHEMBL1222

CHEMBL1404

CHEMBL239

CHEMBL193
6

CHEMBL193
6

CHEMBL194
1

CHEMBL194
1

CHEMBL195
2
CHEMBL197
7

CHEMBL198
0

Peroxisome
proliferator-
activated receptor
alpha

Stem cell growth
factor receptor

Stem cell growth
factor receptor

Histamine H2
receptor

Histamine H2
receptor

Thymidylate
synthase
Vitamin D
receptor

Sodium channel
protein type V
alpha subunit

Nuclear
Receptor

Kinase

Kinase

7TM1

7TM1

Transferase

Nuclear
Receptor

VGC

649

640

640

157

156

377

149

172

cc(c)oc(=0)c(
C)(C)Oclccc(cc
1)C(=0)clccc(C
l)ccl

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3ccc(Cl)c(c3)C
(F)(F)F)cc2)cen
1
CN(clccc2ce(C)n
(C)nc2cl)clcen
c(Nc2cee(C)e(c
2)S(=0)(=0)N)n
1

CNC(=C[N+](=0
)[O-
J)NCCSCclcsc(
CN(C)C)n1

CNC(=C[N+](=0
)[O-
J)NCCSCcloc(C
N(C)C)ccl

FC1=CNC(=O)N
C1=0
cc(ccec(e)(c)
0)cicceac(=C
C=C3Cc(0)ccc
3=C)CCcc12c
COclcccecclOC
C(O)CN1CCN(C
C(=0)Nc2c(C)cc
cc2C)cC1
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INSULIN DETEMIR

RIZATRIPTAN
BENZOATE

FROVATRIPTAN
SUCCINATE

ZIPRASIDONE
MESYLATE

Insulin receptor
agonist

Serotonin 1d (5-
HT1d) receptor
agonist
Serotonin 1d (5-
HT1d) receptor
agonist
Serotonin 2a (5-

HT2a) receptor
antagonist

CHEMBL210439
1

CHEMBL120103
2

CHEMBL120037
1

CHEMBL120099
7

CHEMBL198
1

CHEMBL198
3

CHEMBL198
3

CHEMBL224

Insulin receptor

Serotonin 1d (5-
HT1d) receptor

Serotonin 1d (5-
HT1d) receptor

Serotonin 2a (5-
HT2a) receptor

Kinase

7TM1

7TM1

7TM1

986

985

1935

Cccccececececececc
CCC(=0)NCCCC
C(NC(=0)c1cc
CN1C(=0)C(NC
(=0)C(Cclcec(
0)cc1)NC(=0)C
(Cclececcd)NC(
=0)C(Cclcccec
1)NC(=0)CNC(=
0O)C(CCCNC(=N
JN)NC(=0)C(CC
C(=0)0)NC(=0)
CNC(=0)C1CSS
CC(NC(=0)C(Cc
2ccc(0)cc2)NC(
=0)C(CC(=0)N)
NC(=0)C(CCC(=
0)O)NC(=0)C(C
C(C)C)NC(=0)C(
CCC(=0)N)NC(
=0)C(Cc2ccc(O
)ce2)NC(=0)C(C
C(C)C)NC(=0)C(
CO)NC(=0)C2C
SSCC(NC(=0)C(
CCC(=O)N)NC(
=0)C(CCC(=0)
O)NC(=0)C(NC(
=0)C(NC(=0)C
N)c(c)ce)c(c)C
)C(=0)NC(CSSC
C(NC(=0)c(cc(
C)C)NC(=0)C(C
c3c[nH]cn3)NC
(=0)c(ccc(=0)
N)NC(=0)c(CC(
=0)N)NC(=0)C(
NC(=0)C(N)Cc3
cceee3)C(C)C)C(
=0)NCC(=0)NC
(CO)C(=0)NC(C
c3c[nH]cn3)C(=
O)NC(Cc(C)C)C
(=0)NC(c(C)c)C
(=0)NC(ccC(=
0)0)C(=0)NC(C
)C(=0)NC(CC(C)
C)C(=0O)NC(Cc3
ccc(0)ce3)C(=0
JNC(CC(C)C)C(=
O)NC(C(C)C)C(=
O)N1)C(=0)NC(
C(C)O)C(=0)NC
(CO)C(=0)NC(C
(C)cC)C(=0)N2)
C(=0)NC(CC(=
0)N)C(=0)0)C(
C)0)C(=0)0
CN(C)CCclc[nH
]Jc2ccec(Cn3cnen
3)cc12

CNC1CCc2[nH]
c3cce(cc3c2Cl)
C(=0O)N

Clc1lcc2NC(=0)
Cc2cc1CCN1CC
N(CC1)clnsc2c
ccecl2
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HALOPERIDOL
LACTATE

PROMAZINE
HYDROCHLORIDE

OLANZAPINE

MOLINDONE
HYDROCHLORIDE

ASENAPINE
MALEATE

CARPHENAZINE
MALEATE

CARPHENAZINE
MALEATE

TRIFLUOPERAZINE
HYDROCHLORIDE

QUETIAPINE
FUMARATE

OLANZAPINE
PAMOATE

OLANZAPINE

CARBOPROST
TROMETHAMINE

DINOPROST
TROMETHAMINE

RALOXIFENE
HYDROCHLORIDE

FELODIPINE

EPLERENONE

TREPROSTINIL
SODIUM

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Prostanoid FP
receptor agonist

Prostanoid FP
receptor agonist

Estrogen receptor
beta modulator

Mineralocorticoid
receptor
antagonist

Mineralocorticoid
receptor
antagonist

Prostanoid IP
receptor agonist

CHEMBL209664
3

CHEMBL120046
9

CHEMBL715

CHEMBL120041
9

CHEMBL204068
4

CHEMBL120051
9

CHEMBL120051
9

CHEMBL1710

CHEMBL120091
1

CHEMBL120174
1

CHEMBL715

CHEMBL123710
5

CHEMBL120089
6

CHEMBL1116

CHEMBL1480

CHEMBL109509
7

CHEMBL561157

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL225

CHEMBL225

CHEMBL225

CHEMBL225

CHEMBL225

CHEMBL198
7

CHEMBL198
7

CHEMBL242

CHEMBL199
4

CHEMBL199
4

CHEMBL199
5

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-

HT2c) receptor

Prostanoid FP
receptor

Prostanoid FP
receptor

Estrogen receptor
beta

Mineralocorticoid
receptor

Mineralocorticoid
receptor

Prostanoid IP
receptor

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

7TM1

1935

1935

1935

1936

1935

1936

1712

1712

1711

1712

1712

66

66

1349

401

401

154

0C1(CCN(ccce
(=0)c2ccc(F)cc
2)CC1)clccc(Cl)
ccl

CN(C)CCCN1c2
cceec2Sc2cecce
12

CN1CCN(CC1)C
1=Nc2ccccc2Ne
2sc(C)ccl2

CCc1c(C)[nH]c2
CCC(CN3ccocC
C3)C(=0)c12

CN1CC2C(C1)c
1cc(Cl)ccclOcl
cceec2l

CCC(=0)clccc2
Sc3ccccc3N(CC
CN3CCN(CCO)C
C3)c2c1

CCC(=0)clccc2
Sc3ccece3N(CC
CN3CCN(CCo)C
C3)c2cl

CN1CCN(CCCN

2c3cccec3Sc3cc
c(cc23)C(F)(F)F

)ccl

OCCOCCN1CC
N(CC1)C1=Nc2
ccecc2Sc2cccecce
12
0OC(=0)clcc2cc
ccc2c¢(Cc2c(0)c
(cc3cecec23)C(
=0)0)c10

CN1CCN(CC1)C
1=Nc2cccecc2Ne
2sc(C)ccl2

ceceee(c)(0)e
=CC1C(0)CC(0)
€1CC=CCCeC(=
0)0

cceeec(o)e=C
c1c(o)cc(o)c
CC=CCCCC(=0)
o]
Oclccc(ccl)cls
c2cc(O)cec2clC
(=0)clcec(OCC
N2CCCCC2)ccl

CCOC(=0)\C\1
=C(\C)/N\C(=C(
\Clclccec(Cl)c
1€1)/C(=0)0C)\
C
COC(=0)C1CC2
=CC(=0)CCc2(C
)C230C2CC2(C)
c(ccc4ccee(=
0)04)c13

ccccecc(o)cec
1C(0)CC2Cc3c(
CC12)cccc30C
C(=0)[0-]
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DIETHYLPROPION
HYDROCHLORIDE

BUPROPION
HYDROCHLORIDE

AMPHETAMINE
SULFATE

DEZOCINE

LEVOMETHADYL
ACETATE
HYDROCHLORIDE

LEVORPHANOL
TARTRATE

ALVIMOPAN

LOPERAMIDE
HYDROCHLORIDE

METHYLPREDNISO
LONE ACETATE

BETAMETHASONE
VALERATE

PREDNISOLONE
ACETATE

TRIAMCINOLONE
HEXACETONIDE

METHYLPREDNISO
LONE

DESONIDE

FLUOROMETHOLO
NE

ESTRONE

Dopamine
transporter
inhibitor
Dopamine
transporter
inhibitor
Dopamine
transporter
releasing agent
Mu opioid
receptor partial
agonist

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Mu opioid
receptor
antagonist

Mu opioid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Estrogen receptor
alpha agonist

CHEMBL1693

CHEMBL1698

CHEMBL501

CHEMBL1685

CHEMBL120081
7

CHEMBL206226
1

CHEMBL270190

CHEMBL1707

CHEMBL120084
4

CHEMBL1497

CHEMBL1152

CHEMBL120087
8

CHEMBL650

CHEMBL120110
9

CHEMBL120060
0

CHEMBL1405

CHEMBL238

CHEMBL238

CHEMBL238

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL206

Dopamine
transporter

Dopamine
transporter

Dopamine
transporter

Mu opioid
receptor

Mu opioid
receptor

Mu opioid
receptor

Mu opioid
receptor

Mu opioid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Estrogen receptor
alpha

Electroche
mical

Electroche
mical

Electroche
mical

7TM1

7TM1

7TM1

7TM1

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

1914

1913

1914

2577

2577

2576

2576

2576

1279

1280

1280

1280

1279

1280

1279

1288

CCN(cC)c(e)c(
=0)clcccecl

CC(NC(C)(c)c)C
(=0)clccec(Cl)c
1
CC(N)Cclcccec
1

cc12cceccc(c
c3ccc(O)ccl3)C
2N

CCc(oc(=0)C)C
(CC(CIN(C)C)(c
lcceecl)cleece
cl
CN1cCcc23ccc
CC2C1Cclcec(
O)cc31

CC1CN(CC(Cc2
cceec2)C(=0)N
CC(=0)o)ccea(
C)clccec(O)cl

CN(C)C(=0)C(C
CN1CCC(0o)(ccC
1)clcec(Cl)ccl)
(clcceeel)clec
cccl

cciccac3cec(
0)(C(=0)co)c3
(c)ec(o)c2c2(
C)C=CC(=0)C=C
12
cccec(=0)oc1
(c(c)ccac3ece
4=CC(=0)C=CC
4(C)C3(F)c(0)C
€12€)C(=0)CO

CC(=0)0CC(=0
)C1(0)ccc2c3c
CC4=CC(=0)C=
cc4(c)c3c(o)c
c12¢
cc(c)(C)cc(=0)
0CC(=0)c120C
(c)c)ociccic
3CCC4=CC(=0)
C=CC4(C)C3(F)
c(o)cc21c

cciccae3cec(
0)(C(=0)CcOo)C3
(c)cc(o)cac2(
C)C=CC(=0)C=C
12
cc1(c)ocaces
C4CCC5=CC(=0
)C=CC5(C)cac(
0)cc3(c)c2(01
)C(=0)CO

cciceac3cec(
0)(c(=0)c)c3(C
)CC(O)C2(F)C2(
C)C=CC(=0)C=C
12
cc12ccc3c(cc
c4cc(O)ccc34)C
1CCC2=0
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BUPIVACAINE
HYDROCHLORIDE

IMIPRAMINE
HYDROCHLORIDE

DEXMETHYLPHENI
DATE
HYDROCHLORIDE
DESIPRAMINE
HYDROCHLORIDE

BOSUTINIB

PAZOPANIB
HYDROCHLORIDE

CRIZOTINIB

TOPIRAMATE

REGORAFENIB

DOXYCYCLINE
CALCIUM

DOXYCYCLINE
CALCIUM

VEMURAFENIB

NORELGESTROMI
N

REGORAFENIB

PROBENECID

Sodium channel
protein type IV
alpha subunit
blocker
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Tyrosine-protein
kinase HCK
inhibitor

Fibroblast growth
factor receptor 1
inhibitor

Hepatocyte
growth factor
receptor inhibitor

Carbonic
anhydrase IV
inhibitor

Fibroblast growth
factor receptor 2
inhibitor

Matrix
metalloproteinase
8 inhibitor

Matrix
metalloproteinase
13 inhibitor

Serine/threonine-
protein kinase B-
raf inhibitor

Progesterone
receptor agonist

Tyrosine-protein
kinase TIE-2
inhibitor

Solute carrier
family 22 member
8 inhibitor

CHEMBL120039
6

CHEMBL1692

CHEMBL904

CHEMBL1696

CHEMBL288441

CHEMBL120173
3

CHEMBL601719

CHEMBL220492

CHEMBL194617
0

CHEMBL236457
4

CHEMBL236457
4

CHEMBL122951
7

CHEMBL120080
7

CHEMBL194617
0

CHEMBL897

CHEMBL207
2

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL323
4

CHEMBL365
0

CHEMBL371
7

CHEMBL372
9

CHEMBL414
2

CHEMBL458
8

CHEMBL280

CHEMBL514
5

CHEMBL208

CHEMBL412
8

CHEMBL164
1348

Sodium channel
protein type IV
alpha subunit

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Tyrosine-protein
kinase HCK

Fibroblast growth
factor receptor 1

Hepatocyte
growth factor
receptor

Carbonic
anhydrase IV

Fibroblast growth
factor receptor 2

Matrix
metalloproteinase
8

Matrix
metalloproteinase
13

Serine/threonine-
protein kinase B-
raf

Progesterone
receptor

Tyrosine-protein
kinase TIE-2

Solute carrier
family 22 member
8

VGC

Electroche
mical

Electroche
mical

Electroche
mical

Kinase

Kinase

Kinase

Lyase

Kinase

Protease

Protease

Kinase

Nuclear
Receptor

Kinase

Electroche
mical

11

2299

2300

2300

869

1176

261

49

829

1884

418

1221

529

12

CCCCN1cccecc
1C(=0)Nc1c(C)
cceclC

CN(C)CCCN1c2
ccecec2CCe2ecc
ccl2

COC(=0)c(c1C
CCCN1)clccece
1
CNCCCN1c2ccc
cc2CCc2cccecl
2

COclcc(Nc2e(c
nc3cc(OCCCN4
CCN(C)CC4)c(O
C)cc23)C#N)c(C
l)cc1Cl

CN(clccc2ce(C)n
(C)nc2cl)cleen
c(Nc2cee(C)e(c
2)S(=0)(=0)N)n
1
CC(Oclcc(encl
N)clcnn(cl)Cl
CCNCC1)clc(Cl
)ccc(F)clcl

CC1(C)oc2coc
3(COS(=0)(=0)
N)OC(C)(C)OC3
€201

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)c(F)c2)c
cnl
CC1C\2C(0)C3
C(N(C)CNC(=C(
\C(=O)N)/C(=0
)C3(0)\C(=C2\C
(=0)c2c([O-
])ccecc12)\O)\O

CC1C\2¢(0)C3
C(N(C)C\C(=C(
\C(=0)N)/C(=0
)C3(0)\C(=C2\C
(=0)c2c([O-
])ccecc12)\O)\O

CCCS(=0)(=0O)N
clccc(F)c(C(=0)
c2c[nH]c3ncc(c
c23)c2ccc(Cl)cc
2)c1F

CCC12CCe3c(C
CC4=CC(=NO)C
€C34)c1CCC2(
0)CHC

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)c(F)c2)c
cnl
CCCN(CCC)S(=
0)(=0)clcec(cc
1)C(=0)0
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PRAVASTATIN
SODIUM

ESOMEPRAZOLE
SODIUM

OMEPRAZOLE

SUNITINIB
MALATE

HYDROXYUREA

ISOPROPAMIDE
IODIDE

CLIDINIUM
BROMIDE

PILOCARPINE
HYDROCHLORIDE

ACETYLCHOLINE
CHLORIDE

ACLIDINIUM
BROMIDE

ANISOTROPINE
METHYLBROMIDE

IRINOTECAN
HYDROCHLORIDE

TOPIRAMATE

HMG-CoA
reductase
inhibitor

Potassium-
transporting
ATPase inhibitor

Potassium-
transporting
ATPase inhibitor

Platelet-derived
growth factor
receptor inhibitor

Ribonucleoside-
diphosphate
reductase RR1
inhibitor
Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
agonist
Muscarinic
acetylcholine
receptor M3
agonist
Muscarinic
acetylcholine
receptor M3
antagonist

Muscarinic
acetylcholine
receptor M3
antagonist

DNA
topoisomerase |
inhibitor

Carbonic
anhydrase Il
inhibitor

CHEMBL690

CHEMBL120047
0

CHEMBL1503

CHEMBL1567

CHEMBL467

CHEMBL120034
7

CHEMBL120095
0

CHEMBL120033

0

CHEMBL1184

CHEMBL551466

CHEMBL1578

CHEMBL120051
2

CHEMBL220492

CHEMBL402

CHEMBL209
5173

CHEMBL209
5173

CHEMBL209
5189

CHEMBL209
5215

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL245

CHEMBL178
1

CHEMBL205

HMG-CoA
reductase

Potassium-
transporting
ATPase

Potassium-
transporting
ATPase

Platelet-derived
growth factor
receptor

Ribonucleoside-
diphosphate
reductase RR1

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

Muscarinic
acetylcholine
receptor M3

DNA
topoisomerase |

Carbonic
anhydrase Il

Reductase

PROTEIN
COMPLEX

PROTEIN
COMPLEX

PROTEIN
COMPLEX

PROTEIN
COMPLEX

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Isomerase

Lyase

167

163

163

224

40

1034

1034

1034

1034

1034

1034

144

2975

CCC(C)C(=0)0C
1Cc(0)c=C2¢=

cc(c)c(cec(o)

Cc(0)cc(=0)[0
J)c12

COclcce2[n-
Je(nc2c)[S+]([
o-
])Cclncc(C)c(O
C)clC
COclcce2[nH]c
(nc2c1)[S+]([O-
])Cclncc(C)c(O
C)ciC

CCN(CC)CCNC(
=0)c1c(C)[nH]c
(C=C2C(=0)Nc3
ccc(F)cc23)c1C

NC(=0)NO

CC(C)IN+](C)(C

CC(C(=O)N)(c1c
ccccl)clcececl

)c(c)c

C[N+]12CCC(CC
1)C(C2)0C(=0)
C(O)(c1cccecl)
clcececl

CCC1C(Cc2cnc
n2C)COC1=0

CC(=0)OCCIN+
lexec

0OC(C(=0)ocC1C
[N+]2(CCCOc3c
ccee3)Ccc1ce2
)(clceesl)clecc
sl

cece(cce)c(=
0)oc1cc2ccc|
C1)IN+]2(C)C

CCc1c2CN3C(=

0O)\C\4=C(\C=C
3c2nc2ccc(0C(

=0)N3CCC(CC3
JN3CCCCC3)ccl
2)/c(o)(cC)c(=

0)oc4

€c1(C)oc2coc
3(COS(=0)(=0)
N)OC(C)(C)OC3
c201
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LANREOTIDE
ACETATE

MITOXANTRONE
HYDROCHLORIDE

DOXORUBICIN
HYDROCHLORIDE

DAUNORUBICIN
HYDROCHLORIDE

CARBINOXAMINE
MALEATE

BROMODIPHENHY
DRAMINE
HYDROCHLORIDE

CLEMASTINE
FUMARATE

CYPROHEPTADINE
HYDROCHLORIDE

TRIMIPRAMINE
MALEATE

BEPOTASTINE
BESYLATE

VARDENAFIL
HYDROCHLORIDE

TRIFLUPROMAZIN
E

PALIPERIDONE

MOLINDONE
HYDROCHLORIDE

MESORIDAZINE
BESYLATE

Somatostatin

receptor 2 agonist

DNA
topoisomerase Il
alpha inhibitor

DNA
topoisomerase Il
alpha inhibitor

DNA
topoisomerase Il
alpha inhibitor

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Histamine H1
receptor
antagonist

Phosphodiesteras
e 5Ainhibitor

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

Dopamine D2
receptor
antagonist

CHEMBL120118
4

CHEMBL120082
7

CHEMBL359744

CHEMBL1563

CHEMBL120097
4

CHEMBL120096
7

CHEMBL120079
5

CHEMBL1716

CHEMBL120094
8

CHEMBL120175
9

CHEMBL1339

CHEMBL570

CHEMBL1621

CHEMBL120041
9

CHEMBL120105
2

CHEMBL180
4

CHEMBL180
6

CHEMBL180

6

CHEMBL180

6

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL231

CHEMBL182
7

CHEMBL217

CHEMBL217

CHEMBL217

CHEMBL217

Somatostatin
receptor 2

DNA
topoisomerase Il
alpha

DNA
topoisomerase Il
alpha

DNA
topoisomerase Il
alpha

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Histamine H1
receptor

Phosphodiesteras
e 5A

Dopamine D2
receptor

Dopamine D2
receptor

Dopamine D2
receptor

Dopamine D2
receptor

7TM1

Isomerase

Isomerase

Isomerase

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

Phosphodie
sterase

7TM1

7TM1

7TM1

7TM1

473

18

18

19

823

823

823

823

823

823

1211

3602

3602

3602

3602

CC(C)CINC(=0)
C(CCCCN)NC(=
0)C(Cc2c[nH]c
3cceec23)NC(=
0)C(Cc2ccc(0)c
c2)NC(=0)C(CS
SCC(NC1=0)C(
=0)NC(C(C)Oo)C
(=0)N)NC(=0)C
(N)Cclccc2ecec
c2cl
OCCNCCNclccc
(NCCNCCO)c2C
(=0)c3c(0)ccc(
0)c3C(=0)c12

COclccec2C(=
0)c3c(0)cacC(
0)(cc(ocscc(
N)C(0)C(C)05)
c4c(0)c3C(=0)c
12)C(=0)CO

COclccec2C(=
0)c3c(0)cacC(
o)(cc(ocsec(
N)C(0)C(C)O5)
c4c¢(0)c3C(=0)c
12)C(=0)C

CN(C)CCOC(clc
cc(Cl)ccl)clcec
cnl

CN(C)CCOC(clc
ccecl)clecc(Br)
ccl

CN1ccccicco
C(C)(clcceecl)c
1cce(Cl)ecl

CN1CCC(=C2c3
ccecec3C=Cc3cc
ccc23)CCl

CC(CN(C)C)CN1
c2cccecc2CCe2c
ccecl2

0C(=0)CCCN1C
CC(CC1)0C(c1c
cc(Cl)ccl)clcec
cnl

CCCclnc(C)c2c(
O)nc(nn12)clc
c(ccc10CC)S(=
0)(=0)N1CCN(
cc)ccl

CN(C)CCCN1c2
cceec2Sc2cecc(c
c12)C(F)(F)F
C\C\1=C(\CCN2
CCC(CC2)c2noc
3cc(F)cee23)/C(
=0)N2CCCC(0)
C2=N1

CCc1c(C)[nH]c2
CCC(CN3ccocC
C3)C(=0)c12
CN1cCccceceacce
N1c2cceec2Sc2
cce(cc12)[S+](C
)[O-]
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FLUPHENAZINE
HYDROCHLORIDE

TELMISARTAN

OLMESARTAN
MEDOXOMIL

VALSARTAN

METHYLERGONOV
INE MALEATE

PAZOPANIB
HYDROCHLORIDE

PHENYLPROPANO
LAMINE
HYDROCHLORIDE
ETODOLAC

FINASTERIDE

DIPHENIDOL
HYDROCHLORIDE

BIPERIDEN
HYDROCHLORIDE

TRIHEXYPHENIDYL
HYDROCHLORIDE

OXYPHENONIUM
BROMIDE

PONATINIB
HYDROCHLORIDE

LEVALLORPHAN
TARTRATE

NILUTAMIDE

Dopamine D2
receptor
antagonist

Type-1
angiotensin Il
receptor
antagonist

Type-1
angiotensin Il
receptor
antagonist

Type-1
angiotensin |l
receptor
antagonist

Serotonin 2b (5-
HT2b) receptor
partial agonist

Macrophage
colony stimulating
factor receptor
inhibitor

Alpha-1a
adrenergic
receptor agonist
Cyclooxygenase-2
inhibitor

Steroid 5-alpha-
reductase 2
inhibitor

Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist
Muscarinic
acetylcholine
receptor M1
antagonist

Tyrosine-protein
kinase ABL
inhibitor

Kappa opioid
receptor partial
agonist
Androgen
Receptor
antagonist

CHEMBL120079
2

CHEMBL1017

CHEMBL120069
2

CHEMBL1069

CHEMBL120084
3

CHEMBL120173
3

CHEMBL120069
5

CHEMBL622

CHEMBL710

CHEMBL1529

CHEMBL120103
5

CHEMBL1092

CHEMBL120090
6

CHEMBL210570
8

CHEMBL206227
6

CHEMBL1274

CHEMBL217

CHEMBL227

CHEMBL227

CHEMBL227

CHEMBL183
3

CHEMBL184
4

CHEMBL229

CHEMBL230

CHEMBL185
6

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL216

CHEMBL186
2

CHEMBL237

CHEMBL187
1

Dopamine D2
receptor

Type-1
angiotensin Il
receptor

Type-1
angiotensin |l
receptor

Type-1
angiotensin |l
receptor

Serotonin 2b (5-
HT2b) receptor

Macrophage
colony stimulating
factor receptor

Alpha-1a
adrenergic
receptor
Cyclooxygenase-2

Steroid 5-alpha-
reductase 2

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Muscarinic
acetylcholine
receptor M1

Tyrosine-protein
kinase ABL

Kappa opioid
receptor

Androgen
Receptor

7TM1

7TM1

7TM1

7TM1

7TM1

Kinase

7TM1

Reductase

Reductase

7TM1

7TM1

7TM1

7TM1

Kinase

7TM1

Nuclear
Receptor

3601

498

498

498

651

791

906

1834

297

972

973

972

973

858

2662

1144

OCCN1CCN(CC
CN2c3ccecec3Sc
3cec(ce23)C(F)(
F)F)CC1

CCCclnc2c(C)c
c(cc2n1Cclecc(
ccl)clececclC(
=0)0)c1nc2ccc
cc2nlC

CCCclnc(c(C(=

0)oc\C\2=C(\C
)/0C(=0)02)n1
Cclecc(cel)clc
ccccleclnnn[nH
11)c(c)(C)o

CCCCC(=0)N(C
cleec(ccl)clec
ccclclnn[nH]n
1)C(c(C)C)Cc(=0
)0
CCC(CO)NC(=0
)JC1CN(C)C2Cc3
c[nH]c4ccec(C2
=C1)c34

CN(clcce2ce(C)n
(C)nc2cl)clcen
c(Nc2cee(C)e(c
2)S(=0)(=0)N)n
1

CC(N)C(O)clcc
cccl

CCclcccc2c3CC
0OC(CC)(cc(=0)
0O)c3[nH]c12
CC(C)(C)NC(=0)
clcccac3cecs
NC(=0)C=CC4(
c)c3ccciac

OC(CCCN1ccC
CC1)(clcececl)
clcececl

0Oc(ccN1cecc
C1)(ciccacca
C=C2)clcccecl

OC(CCN1ccee
c1)(ciceccecel)
clcccecl

CCIN+](C)(cC)C
COC(=0)C(0)(C
1CCCCC1)clcec
ccl

CN1CCN(Cc2cc
¢(NC(=0)c3cec(
C)c(c3)C#Cc3cn
cdccenn34)cc2
C(F)(F)F)CC1

Oclccc2CC3C4
CCCCC4(CCN3C
C=C)c2cl
CC1(C)NC(=0)
N(C1=0)clccc(
c(c1)C(F)(F)F)L
N+](=0)[O-]
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TEGASEROD
MALEATE

CONIVAPTAN
HYDROCHLORIDE

SUMATRIPTAN

TIMOLOL
MALEATE

LEVOBUNOLOL
HYDROCHLORIDE

RITODRINE
HYDROCHLORIDE

SALMETEROL
XINAFOATE

PALONOSETRON
HYDROCHLORIDE

PIMECROLIMUS

BALSALAZIDE
DISODIUM

CHOLINE
FENOFIBRATE

FEBUXOSTAT

ALLOPURINOL
SODIUM

IMATINIB
MESYLATE

MARAVIROC

METHYSERGIDE
MALEATE

Serotonin 4 (5-
HT4) receptor
partial agonist

Vasopressin V1a
receptor
antagonist

Serotonin 1b (5-
HT1b) receptor
agonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor
antagonist

Beta-2 adrenergic
receptor agonist

Beta-2 adrenergic
receptor agonist

Serotonin 3a (5-
HT3a) receptor
antagonist

FK506-binding
protein 1A
inhibitor

Peroxisome
proliferator-
activated receptor
gamma agonist

Peroxisome
proliferator-
activated receptor
alpha agonist
Xanthine
dehydrogenase
inhibitor
Xanthine
dehydrogenase
inhibitor

Stem cell growth
factor receptor
inhibitor

C-C chemokine
receptor type 5
antagonist

Serotonin 1a (5-
HT1a) receptor
partial agonist

CHEMBL151647
4

CHEMBL120110
8

CHEMBL128

CHEMBL120087
0

CHEMBL120117
7

CHEMBL120116
0

CHEMBL108260
7

CHEMBL1720

CHEMBL120068
6

CHEMBL120076
0

CHEMBL120174
5

CHEMBL116472
9

CHEMBL120047
7

CHEMBL1642

CHEMBL120118
7

CHEMBL120093
8

CHEMBL187
5

CHEMBL188
9

CHEMBL189
8

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL210

CHEMBL189
9

CHEMBL190
2

CHEMBL235

CHEMBL239

CHEMBL192
9

CHEMBL192
9

CHEMBL193
6

CHEMBL274

CHEMBL214

Serotonin 4 (5-
HT4) receptor

Vasopressin V1a
receptor

Serotonin 1b (5-
HT1b) receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Beta-2 adrenergic
receptor

Serotonin 3a (5-
HT3a) receptor

FK506-binding
protein 1A

Peroxisome
proliferator-
activated receptor
gamma

Peroxisome
proliferator-
activated receptor
alpha

Xanthine
dehydrogenase

Xanthine
dehydrogenase

Stem cell growth
factor receptor

C-C chemokine
receptor type 5

Serotonin 1a (5-
HT1a) receptor

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

LGIC

Isomerase

Nuclear
Receptor

Nuclear
Receptor

Reductase

Reductase

Kinase

7TM1

7TM1

622

855

644

644

645

644

322

376

1075

650

46

47

641

1663

2456

CCCCCNC(=N)N
N=Cclc[nH]c2c
cc(0C)ccl2

Cclnc2c(CCN(C
(=0)c3cec(NC(=
O)c4cccccdcdec
cccd)ce3)c3cce
cc23)[nH]1

CNS(=0)(=0)Cc
1cce2[nH]cc(CC
N(C)C)c2cl

CC(C)(C)NCC(O
)COclnsncIN1
Cccoccl

CC(C)(C)NCC(O
)COclccec2C(=
0)CccCel2

CC(NCCclccc(O
)cc1)C(O)cleec(
O)ccl

OCclcc(ccclO)
C(0o)cNececececc
OCCCCclcceccc
1
0O=C1N(Cc2cC
Cc3cceclce23)C
1CN2Ccc1ce2

cecic=c(c)cc(
c)cc(oc)c20¢|
0)(c(c)cc200)
C(=0)C(=0)N2C
CCCC2C(=0)0C
(c(c)c(o)ccl=
0)c(=cc1ccc|
che(c1)oc)c

Oclccc(cclC(=
0)[o-
J)N=Nclccc(ccl
)C(=0)NCCC(=
0)[0-]

CC(C)(Oclccc(c
¢1)C(=0)clccc(
Cl)cc1)C(=0)[O0
]
CC(C)COcecc(
cc1C#N)clnc(C
)c(s1)C(=0)0

0=C1[N-
]C=Nc2[nH]ncc
12

CN1CCN(Cc2cc
c(cc2)C(=0)Nc2
ccc(C)c(Ne3nce
c(n3)c3ccenc3)
c2)ccl

CC(C)clnnc(C)n
1C1ccaccc(ct
JN2CCC(NC(=0
JC1CCC(F)(F)CC
1)clcccecl

CCC(CO)NC(=0
)C1CN(C)C2Cc3

cn(C)cdcecc(C2
=C1)c34
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LEFLUNOMIDE

IBUTILIDE
FUMARATE

AVOBENZONE

SORAFENIB
TOSYLATE

CALCITRIOL

ZIPRASIDONE
HYDROCHLORIDE

PALIPERIDONE
PALMITATE

LOXAPINE
SUCCINATE

TRAZODONE
HYDROCHLORIDE

LOXAPINE

LOXAPINE
HYDROCHLORIDE

CYCLOBENZAPRIN
E
HYDROCHLORIDE

TRIMIPRAMINE
MALEATE

TRAZODONE
HYDROCHLORIDE

LOXAPINE

Dihydroorotate
dehydrogenase
inhibitor

HERG blocker

Tyrosinase
inhibitor

Tyrosine-protein
kinase receptor
FLT3 inhibitor

Vitamin D
receptor agonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2a (5-
HT2a) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

Serotonin 2c (5-
HT2c) receptor
antagonist

CHEMBL960

CHEMBL120056
4

CHEMBL120052
2

CHEMBL120048
5

CHEMBL846

CHEMBL1712

CHEMBL120173
2

CHEMBL120115
5

CHEMBL120079
8

CHEMBL831

CHEMBL120106
0

CHEMBL120063
6

CHEMBL120094
8

CHEMBL120079
8

CHEMBL831

CHEMBL196
6

CHEMBL240

CHEMBL197
3

CHEMBL197
4

CHEMBL197
7

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL224

CHEMBL225

CHEMBL225

CHEMBL225

CHEMBL225

CHEMBL225

Dihydroorotate
dehydrogenase

HERG

Tyrosinase

Tyrosine-protein
kinase receptor
FLT3

Vitamin D
receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2a (5-
HT2a) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Serotonin 2c (5-
HT2c) receptor

Reductase

VGC

Reductase

Kinase

Nuclear
Receptor

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

7TM1

244

3188

25

1063

149

1935

1936

1935

1935

1935

1712

1712

1712

1711

1712

CcloncclC(=0)
Nclccc(ccl)C(F
)(F)F
CCCCCCCN(CC)
CCCC(O)clcec(
NS(=0)(=0)C)c
cl
COclccc(cc1)C(
=0)CC(=0)clcc
c(cc1)c(C)(c)C

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)cc2)cen
1
Cc(cccc(c)(c)
0)c1cecac(=C
C=C3Cc(0)cC(
0)c3=c)ccecl
2C
Clc1cc2NC(=0)
Cc2cc1CCN1CC
N(CC1)clnsc2c
ccecl2

C\C\1=C(\CCN2
CCC(CC2)c2noc
3cc(F)cce23)/C(
=0)N2CCCC(0)

C2=N1

CN1CCN(CC1)C
1=Nc2cccecc20c
2ccc(Cl)ec12

Clclccec(c1)N1
CCN(CCCN2N=
C3C=CC=CN3C
2=0)CC1

CN1CCN(CC1)C
1=Nc2ccccc20c
2ccc(Cl)cc12

CN1CCN(CC1)C
1=Nc2ccccc20c
2ccc(Cl)cc12
CN(C)cCC=C1c
2ccecc2C=Cc2c
ccecl2
CC(CN(C)C)CN1
c2cccecc2CCe2c
ccecl2

Clclccec(c1)N1
CCN(CCCN2N=
C3C=CC=CN3C
2=0)CC1

CN1CCN(CC1)C
1=Nc2ccccc20c
2ccc(Cl)ec12
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GLUCAGON

TRAVOPROST

TAFLUPROST

CHLOROTRIANISE
NE

ESTRAMUSTINE
PHOSPHATE
SODIUM

REGADENOSON

MODAFINIL

BUPRENORPHINE
HYDROCHLORIDE

Glucagon
receptor agonist

Prostanoid FP
receptor agonist

Prostanoid FP
receptor agonist

Estrogen receptor
beta modulator

Estrogen receptor
beta

Adenosine A2a
receptor agonist

Dopamine
transporter
inhibitor

Mu opioid
receptor agonist

CHEMBL266481

CHEMBL120079
9

CHEMBL196368
3

CHEMBL120076
1

CHEMBL120072
1

CHEMBL120175
0

CHEMBL1373

CHEMBL120040
1

CHEMBL198
5

CHEMBL198
7

CHEMBL198

7

CHEMBL242

CHEMBL242

CHEMBL251

CHEMBL238

CHEMBL233

Glucagon receptor

Prostanoid FP
receptor

Prostanoid FP
receptor

Estrogen receptor
beta

Estrogen receptor
beta

Adenosine A2a
receptor

Dopamine
transporter

Mu opioid
receptor

7TM2

7TM1

7TM1

Nuclear
Receptor

Nuclear
Receptor

7TM1

Electroche
mical

7TM1

483

66

66

1349

1349

2998

1914

2576

CSCCC(NC(=0)
C(CC(C)C)NC(=
0O)C(Cclc[nH]c
2cccec12)NC(=
0)C(CCC(=0)N)
NC(=0)C(NC(=
0)C(Cclcceccl)
NC(=0)c(CC(=
0)O)NC(=0)C(C
CC(=O)N)NC(=
0)C(C)NC(=0)C
(CCCN=C(N)N)
NC(=0)C(CCCN
=C(N)N)NC(=0)
C(CO)NC(=0)C(
CC(=0)O)NC(=
0)C(CC(C)C)NC
(=0)C(Cclccc(
O)ccl)NC(=0)C
(CCCCN)NC(=0
)C(CO)NC(=0)C
(Cclcce(O)ecl)
NC(=0)C(CC(=
0)O)NC(=0)C(C
O)NC(=0)C(NC(
=0)C(Cclcccec
1)NC(=0)C(NC(
=0)CNC(=0)C(
CCC(=0)N)NC(
=0)C(CO)NC(=
O)C(N)Cclc[nH
Jen1)C(C)O)C(C
)0)C(C)C)C(=0)
NC(CC(=0)N)C(
=0)NC(C(C)O)C
(=0)0

CC(C)Ooc(=0)cC
CC=CCC1C(0)C
C(0)c1c=Cc(o)
COclccec(cl)C(
F)(F)F

CC(C)OoC(=0)cC
CC=CCC1C(0)C
C(0)C1C=CC(F)
(F)COclcceecl

COclccc(ccl)C(
=C(clccc(O0C)cc
1)clcec(OC)ccl
)cl

cc12ccc3c(cce
c4cc(OC(=0O)N(
CCCl)CCCl)cce3
4)C1CCC20P(=
O)([o-])[0-]

CNC(=0)clcnn(
c1)clnc(N)c2nc
n(C30C(CO)C(
0)C30)c2n1

NC(=0)C[S+]([
0-
])C(clcececl)cl
cceccl
coc12ccce3(cc
1c(e)o)c(e)(c)
C)C1Cc4ccc(0)
¢50C2C3(CCN1
CC1CC1)c45
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PROPOXYPHENE
HYDROCHLORIDE

OXYCODONE
HYDROCHLORIDE

OXYCODONE
TEREPHTHALATE

AMBENONIUM
CHLORIDE

PYRIDOSTIGMINE
BROMIDE

HEXAFLUORENIU
M BROMIDE

DONEPEZIL
HYDROCHLORIDE

CABOZANTINIB S-

MALATE

FESOTERODINE

FUMARATE

HYDROCORTISONE

PROBUTATE

RIMEXOLONE

DEXAMETHASONE

FLUOCINOLONE
ACETONIDE

HALOBETASOL
PROPIONATE

FLUNISOLIDE

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Mu opioid
receptor agonist

Acetylcholinester
ase inhibitor

Acetylcholinester
ase inhibitor

Acetylcholinester
ase inhibitor

Acetylcholinester
ase inhibitor

Vascular
endothelial
growth factor
receptor 2
inhibitor
Muscarinic
acetylcholine
receptor M2
antagonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

CHEMBL123710
4

CHEMBL120089

0

CHEMBL120061
1

CHEMBL120054
1

CHEMBL812

CHEMBL120093
3

CHEMBL1678

CHEMBL210386
8

CHEMBL120176
5

CHEMBL120095

3

CHEMBL120061

7

CHEMBL384467

CHEMBL989

CHEMBL120090
8

CHEMBL1512

CHEMBL233

CHEMBL233

CHEMBL233

CHEMBL220

CHEMBL220

CHEMBL220

CHEMBL220

CHEMBL279

CHEMBL211

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

CHEMBL203
4

Mu opioid
receptor

Mu opioid
receptor

Mu opioid
receptor

Acetylcholinestera
se

Acetylcholinestera
se

Acetylcholinestera
se

Acetylcholinestera
se

Vascular
endothelial
growth factor
receptor 2

Muscarinic
acetylcholine
receptor M2

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

Glucocorticoid
receptor

7TM1

7TM1

7TM1

Hydrolase

Hydrolase

Hydrolase

Hydrolase

Kinase

7TM1

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

2577

2577

2577

1619

1619

1619

1619

3953

1039

1280

1280

1280

1279

1280

1279

CCC(=0)0C(Ce
1cceecl)(C(C)C
N(C)C)clcceecl

COclccc2CC3N
(c)cceasc(oct
c24)C(=0)ccc3
50

COclccc2CC3N
(C)cccasc(oct
c24)C(=0)ccc3
50

CCIN+](cc)(cC

NC(=0)C(=O)N

CC[N+](CC)(cC)
CclccecclCl)Ce
lcceeclCl

CN(C)C(=0)Oc1
ccc[n+](C)cl
CIN+](c)(cccc
CCIN+](C)(c)C1
c2ccecc2c2ceccc
¢12)Clc2ccecc
2c2cccecl2

COclcc2CC(CC
3CCN(Ccdccece
4)CC3)C(=0)c2
ccl0C

COclcc2necc(O
c3ccc(NC(=0)C

4(CC4)C(=0)Nc
4ccc(F)ccd)cc3)
c2cc10C

CC(C)N(CCC(c1
cceecl)clec(CO
)ccc10C(=0)C(
c)c)e(c)c

€CCe(=0)0c(

CCC2C3€CCa=C
c(=0)ccea(c)c
3c(o)cc120)c(
=0)COC(=0)cC

cce(=0)c1(c)c
(c)ccacscccsa

=CC(=0)C=CCA(
C)C3¢(0)cC12C

cciccac3ceca
=CC(=0)C=CC4(
C)C3(F)c(0)cC
2(C)C1(0)C(=0)
co
cc1(cjocaces
CACC(F)C5=CC(
=0)C=CC5(C)C4
(F)c(o)ce3(c)c
2(01)C(=0)Co

€CC(=0)0C1(C(
C)CC2C3CC(F)C
4=CC(=0)C=CC
4(C)C3(F)c(0)C
c12¢)c(=0)ccl

cc1(c)ocaces

CACC(F)C5=CC(
=0)C=CC5(C)C4
c(o)ces(c)c(

01)c(=0)co
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PREDNISOLONE

CLOBETASOL
PROPIONATE

DASATINIB

URSODIOL

PEMETREXED
DISODIUM

MESTRANOL

ESTRADIOL
CYPIONATE

BUPIVACAINE

ACARBOSE

PROTRIPTYLINE
HYDROCHLORIDE

AMITRIPTYLINE
HYDROCHLORIDE

DEXTROAMPHETA
MINE SULFATE

GUANETHIDINE
MONOSULFATE

CARMUSTINE

REGORAFENIB

Glucocorticoid
receptor agonist

Glucocorticoid
receptor agonist

Tyrosine-protein
kinase LCK
inhibitor

Bile acid receptor
FXR agonist

Dihydrofolate
reductase
inhibitor

Estrogen receptor
alpha agonist

Estrogen receptor
alpha agonist

Sodium channel
protein type IV
alpha subunit
blocker
Maltase-
glucoamylase
inhibitor

Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
inhibitor
Norepinephrine
transporter
releasing agent
Norepinephrine
transporter
substrate
Glutathione
reductase
inhibitor
Tyrosine-protein
kinase FRK
inhibitor

CHEMBL131

CHEMBL115965
0

CHEMBL1421

CHEMBL1551

CHEMBL120037
3

CHEMBL120115
1

CHEMBL120097
3

CHEMBL1098

CHEMBL1566

CHEMBL120033
2

CHEMBL120096
4

CHEMBL120095
6

CHEMBL1345

CHEMBL513

CHEMBL194617
0

CHEMBL203
4

CHEMBL203
4

CHEMBL258

CHEMBL204
7

CHEMBL202

CHEMBL206

CHEMBL206

CHEMBL207
2

CHEMBL207
4

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL222

CHEMBL275
5

CHEMBL422
3

Glucocorticoid
receptor

Glucocorticoid
receptor

Tyrosine-protein
kinase LCK

Bile acid receptor
FXR

Dihydrofolate
reductase

Estrogen receptor
alpha

Estrogen receptor
alpha

Sodium channel
protein type IV
alpha subunit

Maltase-
glucoamylase

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Norepinephrine
transporter

Glutathione
reductase

Tyrosine-protein
kinase FRK

Nuclear
Receptor

Nuclear
Receptor

Kinase

Nuclear
Receptor

Reductase

Nuclear
Receptor

Nuclear
Receptor

VGC

Hydrolase

Electroche
mical

Electroche
mical

Electroche
mical

Electroche
mical

Reductase

Kinase

1280

1279

1455

66

487

1287

1288

11

65

2299

2299

2300

2300

25

195

€C12CC(0)C3C(
€CCAa=CC(=0)C
=cc34c)cicce
2(0)C(=0)CO
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Cc1
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COclccc2C3CC
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cc12cce3c(ce
c4cc(O)ccc34)C
1CCC20C(=0)C
ccicecce

CCCCN1ccecece
1C(=0)Nc1c(C)
cceclC
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)C(O)Cc(0C3c(0
)C(0)C(0)0C3C
0)0C2C0)C(0)
C(O)C1INC1C=C
(co)c(o)c(o)c
10
CNCCCC1c2ccc
cc2C=Cc2ccccc
12

CN(C)ccC=C1c
2ccecc2CCc2cc
cccl2

CC(N)Cclcccec
1

NC(=N)NCCN1
ceceeccl

CICCNC(=0)N(C
CCI)N=0

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
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ZICONOTIDE

REGORAFENIB

DIBUCAINE
HYDROCHLORIDE

MIFEPRISTONE

PROGESTERONE

ETONOGESTREL

PROBENECID

FLUVASTATIN

SODIUM

CERIVASTATIN
SODIUM

TIROFIBAN
HYDROCHLORIDE

Voltage-gated N-
type calcium
channel alpha-1B
subunit blocker

Discoidin domain-
containing
receptor 2
inhibitor

Sodium channel
protein type X
alpha subunit
blocker
Progesterone
receptor
antagonist

Progesterone
receptor agonist

Progesterone
receptor agonist

Solute carrier
family 22 member
6 inhibitor
HMG-CoA
reductase
inhibitor

HMG-CoA
reductase
inhibitor

Integrin alpha-
IIb/beta-3
inhibitor

CHEMBL210375
2

CHEMBL194617
0

CHEMBL120061

2

CHEMBL127630
8

CHEMBL103

CHEMBL1531

CHEMBL897

CHEMBL221889
4

CHEMBL120056
3

CHEMBL1704

CHEMBL447
8

CHEMBL512
2

CHEMBL545
1

CHEMBL208

CHEMBL208

CHEMBL208

CHEMBL164
1347

CHEMBL402

CHEMBL402

CHEMBL209
3869

Voltage-gated N-
type calcium
channel alpha-1B
subunit

Discoidin domain-
containing
receptor 2

Sodium channel
protein type X
alpha subunit

Progesterone
receptor

Progesterone
receptor

Progesterone
receptor

Solute carrier
family 22 member
6

HMG-CoA
reductase

HMG-CoA
reductase

Integrin alpha-
IIb/beta-3

VGC

Kinase

VGC

Nuclear
Receptor

Nuclear
Receptor

Nuclear
Receptor

Electroche
mical

Reductase

Reductase

PROTEIN
COMPLEX

258

25

74

1221

1221

1221

22

167

1219

CSCCCINC(=0)
C(CC(C)C)NC(=
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REGORAFENIB

CLOFARABINE

MECAMYLAMINE

HYDROCHLORIDE

SODIUM OXYBATE

Platelet-derived
growth factor
receptor inhibitor

Ribonucleoside-
diphosphate
reductase RR1
inhibitor
Neuronal
acetylcholine
receptor;
alpha3/betad
negative allosteric
modulator
GABA-B receptor
agonist

CHEMBL194617
0

CHEMBL1750

CHEMBL123708
2

CHEMBL120068
2

CHEMBL209
5189

CHEMBL209
5215

CHEMBL190

7594

CHEMBL211
1463

Platelet-derived
growth factor
receptor

Ribonucleoside-
diphosphate
reductase RR1

Neuronal
acetylcholine
receptor;
alpha3/betad

GABA-B receptor

PROTEIN
COMPLEX

PROTEIN
COMPLEX

PROTEIN

COMPLEX

PROTEIN
COMPLEX

224

40

249

18

CNC(=0)clcc(O
c2ccc(NC(=0)N
c3cce(Cl)c(c3)C
(F)(F)F)c(F)c2)c
cnl
Nclnc(Cl)nc2cl
ncn2C10C(CO)
C(0)C1F

CNC1(c)c2ecC
(c2)c1(c)C

0CCCC(=0)[0-]
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