
C29H38Cl3N3S FW : 567.07

Catalog number : A-502A
Drug name : Adapiprazine dihydrochloride

Mol. Formula : HBA: 5 HBD: 0

AlogP: 6.40 TPSA: 35.0PubChem ID : 62872

Antiemetic; antipsychotic agent; dopamine antagonist
CASRN : 57942-72-0

RotB: 5

Activity:

C29H36ClN3S FW : 494.13

Catalog number : A-502B
Drug name : Adapiprazine

Mol. Formula : HBA: 5 HBD: 0

AlogP: 6.40 TPSA: 35.0PubChem ID : 62872

antiemetic; antipsychotic agent; dopamine antagonist
CASRN : 57942-72-0

RotB: 5

Activity:

C21H26N2O FW : 322.45

Catalog number : A-503
Drug name : Aminobenztropine

Mol. Formula : HBA: 3 HBD: 1

AlogP: 3.30 TPSA: 38.5PubChem ID : 2143

High affinity muscarinic ligand
CASRN : 88097-86-3

RotB: 4

Activity:

C10H11NOS FW : 193.27

Catalog number : A-504
Drug name : 3-(β-Aminoethyl)-5-hydroxybenzo[b]thiophene

Mol. Formula : HBA: 3 HBD: 2

AlogP: 1.14 TPSA: 74.5PubChem ID : 25600

5-HT1E ligand
CASRN : 13012-93-6

RotB: 2

Activity:

C10H14ClN FW : 183.68

Catalog number : A-505
Drug name : 2-Aminotetralin hydrochloride

Mol. Formula : HBA: 1 HBD: 1

AlogP: 1.86 TPSA: 26.0PubChem ID : 34677 CASRN : 2954-50-9

RotB: 0

C19H21ClF3N5 FW : 411.86

Catalog number : A-506
Drug name : p-Azido-PE-TFMPP hydrochloride

Mol. Formula : HBA: 7 HBD: 0

AlogP: 0.91 TPSA: 35.9PubChem ID : 128737

Selective photoaffinity labeling probe for the 5-HT1A receptor
CASRN : 105025-90-9

RotB: 6

Activity:

C22H19N9O14 FW : 633.44

Catalog number : A-507
Drug name : 5-Aminotryptamine dipicrate

Mol. Formula : HBA: 2 HBD: 3

AlogP: 0.73 TPSA: 67.8PubChem ID :  3083677

Serotonin agonist
CASRN : 1078-00-8

RotB: 2

Activity:
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C8H18INO2 FW : 287.14

Catalog number : A-508
Drug name : Acetoxyethyldimethylethylammonium iodide

Mol. Formula : HBA: 1 HBD: 0

AlogP: -4.39 TPSA: 26.3PubChem ID : CASRN :

RotB: 5

C17H22Cl2N2 FW : 325.28

Catalog number : A-509
Drug name : N-(3-Chlorophenyl)-N-(γ-N’,N’-dimethylaminopropyl)aniline hydrochloride

Mol. Formula : HBA: 3 HBD: 0

AlogP: 4.09 TPSA: 6.5PubChem ID : CASRN : 82735-00-0

RotB: 6

C11H17NO4 FW : 227.26

Catalog number : A-510
Drug name : 2-Amino-1-(3,4,5-trimethoxyphenyl)ethanol

Mol. Formula : HBA: 5 HBD: 2

AlogP: -0.27 TPSA: 73.9PubChem ID : 28894 CASRN : 18111-13-2

RotB: 5

C10H16ClNO3 FW : 233.70

Catalog number : A-511
Drug name : 2-Amino-1-(3,4-dimethoxyphenyl)ethanol hydrochloride

Mol. Formula : HBA: 4 HBD: 2

AlogP: -0.01 TPSA: 64.7PubChem ID : 3863978 CASRN :

RotB: 4

C14H22ClN3O6 FW : 347.80

Catalog number : A-512
Drug name : Alanylalanyl-6-hydroxydopamine hydrochloride

Mol. Formula : HBA: 6 HBD: 6

AlogP: -0.86 TPSA: 144.9PubChem ID : CASRN :

RotB: 6

C19H29N3O7 FW : 411.46

Catalog number : A-513
Drug name : N-(t-Butoxycarbonyl)-L-alanyl-N-[2-(2,4,5-trihydroxyphenyl)ethyl]-L-alaninamide

Mol. Formula : HBA: 7 HBD: 6

AlogP: 0.77 TPSA: 157.2PubChem ID : CASRN :

RotB: 9

C11H14ClN5O6S FW : 379.78

Catalog number : A-514
Drug name : 6-Amino-2-chloro-9-(2'-O-methylsulfonyl-β-D-xylofuranosyl)-9H-purine

Mol. Formula : HBA: 10 HBD: 3

AlogP: -1.36 TPSA: 171.1PubChem ID : 254973 CASRN :

RotB: 4

2



C7H13NO2 FW : 143.19

Catalog number : A-701
Drug name : cis-3-Aminocyclohexanecarboxylic acid

Mol. Formula : HBA: 3 HBD: 2

AlogP: -2.09 TPSA: 63.3PubChem ID :  544887

selective inhibitor of neuronal GABA uptake
CASRN : 38541-66-1

RotB: 1

Activity:

C22H32N6O7S FW : 524.60

Catalog number : A-702
Drug name : N6-p-Sulfophenyladenosine triethylamine salt

Mol. Formula : HBA: 11 HBD: 5

AlogP: -4.39 TPSA: 188.3PubChem ID : 9866960

water-soluble, selective adenosine A1 receptor agonist
CASRN :

RotB: 5

Activity:

C4H4N4O3 FW : 156.10

Catalog number : A-703
Drug name : Allantoxanamide

Mol. Formula : HBA: 4 HBD: 3

AlogP: -1.51 TPSA: 113.7PubChem ID : 188244

uricase inhibitor
CASRN : 69391-08-8

RotB: 1

Activity:

C29H37F6N9O9 FW : 769.66

Catalog number : A-704
Drug name : APEC trifluoroacetate

Mol. Formula : HBA: 11 HBD: 7

AlogP: -1.28 TPSA: 215.6PubChem ID : 3081741

Adenosine A2 receptor ligand
CASRN : 126828-50-0

RotB: 12

Activity:

C33H42N10O6 FW : 674.76

Catalog number : A-705
Drug name : p-Aminophenylacetyl-APEC

Mol. Formula : HBA: 12 HBD: 8

AlogP: -0.39 TPSA: 244.7PubChem ID : 3081715

functionalized A2 adenosine receptor ligand
CASRN : 124190-27-8

RotB: 15

Activity:

C11H11NO4 FW : 221.21

Catalog number : A-801
Drug name : (±)-1-Aminoindan-1,5-dicarboxylic acid

Mol. Formula : HBA: 5 HBD: 3

AlogP: -1.71 TPSA: 100.6PubChem ID : 2071

selective group I metabotropic glutamate receptor antagonist
CASRN : 168560-79-0

RotB: 2

Activity:

C12H18N2O5 FW : 270.29

Catalog number : A-802
Drug name : N-(β-Alanyl)dopamine formate

Mol. Formula : HBA: 4 HBD: 4

AlogP: -0.60 TPSA: 95.6PubChem ID : 162755

major sclerotin precursor, an important constituent of insect cuticle
CASRN : 54653-62-2

RotB: 5

Activity:
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C10H12NO5P FW : 257.18

Catalog number : A-803
Drug name : (±)-1-Amino-5-phosphonoindan-1-carboxylic acid

Mol. Formula : HBA: 6 HBD: 4

AlogP: -2.48 TPSA: 130.7PubChem ID : 4694355

rigid MPPG analog; selective group II metabotropic glutamate receptor
CASRN :

RotB: 2

Activity:

C14H17F3N2O7 FW : 382.29

Catalog number : A-804
Drug name : N-(β-Alanyl)-L-DOPA trifluoroacetate

Mol. Formula : HBA: 6 HBD: 5

AlogP: -3.24 TPSA: 132.9PubChem ID : CASRN :

RotB: 6

C14H17F3N2O6 FW : 366.29

Catalog number : A-805
Drug name : Sarcophagine trifluoroacetate; Alanyltyrosine trifluoroacetate

Mol. Formula : HBA: 5 HBD: 4

AlogP: -2.54 TPSA: 112.7PubChem ID : 92946 CASRN : 3061-88-9

RotB: 6

C11H16Br2INO FW : 464.97

Catalog number : A-806
Drug name : Autonomium iodide

Mol. Formula : HBA: 1 HBD: 1

AlogP: -1.09 TPSA: 20.2PubChem ID : CASRN :

RotB: 3

C15H17IN2S FW : 384.28

Catalog number : A-807
Drug name : ADAM

Mol. Formula : HBA: 3 HBD: 1

AlogP: 5.03 TPSA: 54.6PubChem ID :
5HT transporter ligand

CASRN :

RotB: 3

Activity:

C27H44N2SSn FW : 547.42

Catalog number : A-808
Drug name : Tributylstannyl-ADAM

Mol. Formula : HBA: 3 HBD: 1

AlogP: 7.12 TPSA: 54.6PubChem ID :
Precursor for radioiodinated ADAM

CASRN :

RotB: 13

Activity:

C10H13NO2 FW : 179.22

Catalog number : A-901
Drug name : N-Acetyltyramine

Mol. Formula : HBA: 2 HBD: 2

AlogP: 0.96 TPSA: 49.3PubChem ID : 121051 CASRN : 1202-66-0

RotB: 3
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C11H17ClN2O3 FW : 260.72

Catalog number : A-902
Drug name : N-(β-Alanyl)dopamine hydrochloride

Mol. Formula : HBA: 4 HBD: 4

AlogP: -0.60 TPSA: 95.6PubChem ID : 162755

major precursor for sclerotin, an important constituent of insect cuticle
CASRN : 54653-62-2

RotB: 5

Activity:

C15H19Cl2IN2S FW : 457.20

Catalog number : A-903
Drug name : ADAM dihydrochloride

Mol. Formula : HBA: 3 HBD: 1

AlogP: 5.03 TPSA: 54.6PubChem ID : CASRN :

RotB: 3

C5H12NO5P FW : 197.13

Catalog number : A-904
Drug name : (R)-2-Amino-5-phosphonopentanoic acid

Mol. Formula : HBA: 6 HBD: 4

AlogP: -3.54 TPSA: 130.7PubChem ID : 135342

anticonvulsant; potent & selective NMDA receptor antagonist
CASRN : 79088-68-8

RotB: 5

Activity:

C12H13NO3 FW : 219.24

Catalog number : A-905
Drug name : Aniracetam

Mol. Formula : HBA: 3 HBD: 0

AlogP: 0.83 TPSA: 46.6PubChem ID : 2196

antidepressive agent; nootropic Agent
CASRN : 72432-10-1

RotB: 2

Activity:

C12H7D7N2O2• FW : 225.29

Catalog number : A-906
Drug name : d7-N-Acetylserotonin

Mol. Formula : HBA: 2 HBD: 3

AlogP: 1.06 TPSA: 65.1PubChem ID : 903

weak melatonin receptor agonist
CASRN : 1210-83-9

RotB: 3

Activity:

C23H27Cl2N3O2 FW : 448.39

Catalog number : A-907
Drug name : Aripiprazole

Mol. Formula : HBA: 6 HBD: 1

AlogP: 4.79 TPSA: 44.8PubChem ID : 60795

Αntipsychotic
CASRN : 129722-12-9

RotB: 7

Activity:

C10H12D4N4O3 FW : 244.28

Catalog number : A-908
Drug name : Anserine-d4

Mol. Formula : HBA: 5 HBD: 3

AlogP: -5.15 TPSA: 110.2PubChem ID : 11444

Αnserine LC/MS internal standard
CASRN : 584-85-0

RotB: 6

Activity:
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C8H12BrNO2 FW : 234.09

Catalog number : D-519
Drug name : 2,3-Dihydroxy-β-phenethylamine hydrobromide

Mol. Formula : HBA: 3 HBD: 3

AlogP: 0.18 TPSA: 66.5PubChem ID : CASRN :

RotB: 2

C8H12ClNO2 FW : 189.64

Catalog number : D-520
Drug name : 2,4-Dihydroxy-β-phenethylamine hydrochloride

Mol. Formula : HBA: 3 HBD: 3

AlogP: 0.01 TPSA: 66.5PubChem ID : 150962 CASRN : 2039-62-5

RotB: 2

C18H36Cl3N3O2 FW : 432.86

Catalog number : D-521
Drug name : 3,4-Di-(β-trimethylammoniumethoxy)-β-phenethylamine hydrochloride

dichloride
Mol. Formula : HBA: 3 HBD: 1

AlogP: -8.28 TPSA: 44.5PubChem ID : CASRN :

RotB: 10

C17H23NO8 FW : 369.37

Catalog number : D-522
Drug name : 3,4-Diethylcarbonato-β-phenethylamine carbamate

Mol. Formula : HBA: 6 HBD: 1

AlogP: 3.14 TPSA: 109.4PubChem ID : CASRN :

RotB: 13

C10H13NO3 FW : 195.22

Catalog number : D-523
Drug name : N-Acetyl-3,4-dihydroxy-β-phenethylamine

Mol. Formula : HBA: 3 HBD: 3

AlogP: 0.67 TPSA: 69.6PubChem ID : 100526 CASRN : 2494-12-4

RotB: 3

C9H11BrClNO4 FW : 312.55

Catalog number : D-524
Drug name : (±)-2-Chloro-3,4-dihydroxyphenylalanine  hydrobromide

Mol. Formula : HBA: 6 HBD: 4

AlogP: -1.20 TPSA: 103.8PubChem ID : CASRN :

RotB: 3

C9H11BrClNO4 FW : 312.55

Catalog number : D-525
Drug name : (±)-6-Chloro-3,4-dihydroxyphenylalanine  hydrobromide

Mol. Formula : HBA: 6 HBD: 4

AlogP: -1.20 TPSA: 103.8PubChem ID : CASRN :

RotB: 3
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C11H18INO3 FW : 339.17

Catalog number : D-528
Drug name : (±)-(N,N-Dimethyl)ephedrine Iodide

Mol. Formula : HBA: 3 HBD: 3

AlogP: -3.88 TPSA: 60.7PubChem ID : 3082487 CASRN : 38522-73-5

RotB: 3

C17H19Cl3N2S FW : 389.77

Catalog number : D-529
Drug name : 2,4-Dichloropromazine hydrochloride

Mol. Formula : HBA: 5 HBD: 0

AlogP: 5.07 TPSA: 31.8PubChem ID : 77273 CASRN : 3689-36-9

RotB: 4

C12H18BrNO2 FW : 288.19

Catalog number : D-701
Drug name : (±)-5,6-Dihydroxy-2-(N,N-dimethyl)aminotetralin hydrobromide

Mol. Formula : HBA: 3 HBD: 2

AlogP: 1.39 TPSA: 43.7PubChem ID : 37032 CASRN : 39478-90-5

RotB: 1

C21H24Br2ClNO FW : 501.69

Catalog number : D-702
Drug name : 3-(4',4''-Dibromobenzhydryloxy)tropane  hydrochloride

Mol. Formula : HBA: 2 HBD: 0

AlogP: 5.66 TPSA: 12.5PubChem ID : 10096017

dopamine uptake inhibitor
CASRN :

RotB: 4

Activity:

C8H9NO4 FW : 183.16

Catalog number : D-801
Drug name : (±)-3,5-Dihydroxyphenylglycine

Mol. Formula : HBA: 5 HBD: 4

AlogP: -1.96 TPSA: 103.8PubChem ID :  108001

selective mGlu1 and mGlu5 receptor agonist
CASRN : 146255-66-5

RotB: 2

Activity:

C7H9NO6 FW : 203.15

Catalog number : D-802
Drug name : (1R,2R)-3-[(1S)-1-Amino-2-hydroxy-2-oxo-ethyl]cyclopropane-1,2-di​carboxylic

acid
Mol. Formula : HBA: 7 HBD: 4

AlogP: -3.84 TPSA: 137.9PubChem ID : 5310979

Anticonvulsant; selective group II mGluR agonist
CASRN : 147782-19-2

RotB: 4

Activity:

C16H18ClN3S FW : 319.85

Catalog number : D-803
Drug name : DASB hydrochloride

Mol. Formula : HBA: 4 HBD: 1

AlogP: 3.47 TPSA: 78.4PubChem ID : 10446567

high-affinity serotonin transporter ligand
CASRN : 627490-01-1

RotB: 5

Activity:
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C15H15N3S FW : 269.37

Catalog number : D-804
Drug name : Desmethyl-DASB

Mol. Formula : HBA: 4 HBD: 2

AlogP: 3.11 TPSA: 87.1PubChem ID : 10612056
11C-labeled DASB precursor (cf. D-803)

CASRN :

RotB: 5

Activity:

C3H2S3 FW : 134.24

Catalog number : D-805
Drug name : 1,2-Dithiole-3-thione

Mol. Formula : HBA: 3 HBD: 0

AlogP: 2.22 TPSA: 82.7PubChem ID : 68296

antineoplastic agent
CASRN : 534-25-8

RotB: 0

Activity:

C9H8D3NO4 FW : 200.21

Catalog number : D-901
Drug name : L-DOPA-ring-d3

Mol. Formula : HBA: 5 HBD: 4

AlogP: -1.71 TPSA: 103.8PubChem ID : 12297005

antiparkinson agent
CASRN : 53587-29-4

RotB: 3

Activity:

C17H19NO3 FW : 285.34

Catalog number : D-902
Drug name : (±)-O-Desethylreboxetine

Mol. Formula : HBA: 3 HBD: 2

AlogP: 3.17 TPSA: 41.5PubChem ID : CASRN :

RotB: 4

C8H11NO5S FW : 233.24

Catalog number : D-903
Drug name : Dopamine-3-O-sulfate

Mol. Formula : HBA: 5 HBD: 3

AlogP: -1.20 TPSA: 118.2PubChem ID : 122136

L-DOPA metabolite
CASRN : 51317-41-0

RotB: 4

Activity:

C29H44D2O12 FW : 588.68

Catalog number : D-904
Drug name : d2-Dihydroouabain

Mol. Formula : HBA: 11 HBD: 8

AlogP: -3.88 TPSA: 206.6PubChem ID : 14450

antagonist of ouabain inotropic action
CASRN : 1183-35-3

RotB: 4

Activity:

C19H29NO3 FW : 319.45

Catalog number : D-905
Drug name : (–)-α-Dihydrotetrabenazine

Mol. Formula : HBA: 4 HBD: 1

AlogP: 2.36 TPSA: 41.9PubChem ID : 123836

Optical isomer of putative tetrabenazine metabolite
CASRN : 3466-75-9

RotB: 4

Activity:
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C46H46N10O10S FW : 930.98

Catalog number : D-906
Drug name : FITC-APEC

Mol. Formula : HBA: 14 HBD: 10

AlogP: 2.86 TPSA: 321.7PubChem ID :
Fluorescent A2a-adenosine receptor ligand

CASRN :

RotB: 14

Activity:

C17H23Cl2N3O FW : 356.29

Catalog number : D-907
Drug name : Descarboxymethyl GR103545 dihydrochloride

Mol. Formula : HBA: 5 HBD: 1

AlogP: 2.16 TPSA: 35.6PubChem ID : 9906680

[11C] PET precursor for GR103545

CASRN :

RotB: 4

Activity:

C18H19NOS FW : 297.42

Catalog number : D-908
Drug name : Duloxetine hydrochloride

Mol. Formula : HBA: 3 HBD: 1

AlogP: 4.14 TPSA: 49.5PubChem ID : 60835

Selective serotonin and norepinephrine reuptake inhibitor, antidepressant
CASRN : 116539-59-4

RotB: 6

Activity:

C24H29NO3 FW : 379.49

Catalog number : D-909
Drug name : Donepezil

Mol. Formula : HBA: 4 HBD: 0

AlogP: 3.69 TPSA: 38.8PubChem ID : 3152

Reversible acetylcholinesterase inhibitor, Alzheimer's disease therapeutic
CASRN : 120011-70-3

RotB: 6

Activity:

C16H18N4S FW : 298.41

Catalog number : D-910
Drug name : 2-Methyl-4-(1-piperazinyl)-10H-thieno-[2,3-b][1,5]benzodiazepine; N-

Desmethylolanzapine
Mol. Formula : HBA: 5 HBD: 2

AlogP: 2.72 TPSA: 67.9PubChem ID :
Olanzapine metabolite

CASRN :

RotB: 0

Activity:

C19H29NO3 FW : 319.44

Catalog number : D-911
Drug name : Tritium-labeled dihydrotetrabenazine

Mol. Formula : HBA: 4 HBD: 1

AlogP: 3.10 TPSA: 41.9PubChem ID :
Dopamine uptake inhibitor (radiolabeled)

CASRN :

RotB: 4

Activity:

new

C18H25N5O3 FW : 359.42

Catalog number : D-912
Drug name : 2-{4-[4-(2-Hydroxyphenyl)piperazin-1-yl]butyl}-4-methyl-1,2,4-triazine-3,5-

(2H,4H)-dione
Mol. Formula : HBA: 6 HBD: 1

AlogP: 1.65 TPSA: 79.7PubChem ID :
5-HT1A receptor ligand

CASRN :

RotB: 6

Activity:

new
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C27H29N5 FW : 423.55

Catalog number : D-913
Drug name : SC-26196

Mol. Formula : HBA: 5 HBD: 0

AlogP: 4.07 TPSA: 55.5PubChem ID : 9845201

Δ6 desaturase inhibitor, anti-inflammatory
CASRN :

RotB: 8

Activity:

new

C19H28N2O12 FW : 476.44

Catalog number : E-701A
Drug name : N-Ethylnornicotine tartrate

Mol. Formula : HBA: 2 HBD: 0

AlogP: 1.36 TPSA: 16.1PubChem ID : CASRN :

RotB: 2

C11H16N2 FW : 176.26

Catalog number : E-701B
Drug name : N-Ethylnornicotine

Mol. Formula : HBA: 2 HBD: 0

AlogP: 1.36 TPSA: 16.1PubChem ID : 201440

Nicotine analog
CASRN : 5979-92-0

RotB: 2

Activity:

C16H23IN2O3 FW : 418.26

Catalog number : E-703
Drug name : Epidepride

Mol. Formula : HBA: 4 HBD: 1

AlogP: 2.15 TPSA: 50.8PubChem ID : 86101

highly lipophilic dopamine D2 receptor antagonist
CASRN : 107188-87-4

RotB: 6

Activity:

C24H38N2O8 FW : 482.57

Catalog number : E-704
Drug name : EHPG piperazine salt

Mol. Formula : HBA: 4 HBD: 3

AlogP: 0.34 TPSA: 69.9PubChem ID : 194138

catecholamine turnover biomarker
CASRN : 62024-68-4

RotB: 4

Activity:

C19H32N2O3Sn FW : 455.18

Catalog number : E-705
Drug name : 5-Trimethylstannylepidepride

Mol. Formula : HBA: 4 HBD: 1

AlogP: 0.94 TPSA: 50.8PubChem ID :
precursor for radioiodinated epidepride (D2 antagonist)

CASRN :

RotB: 7

Activity:

C7H16N2O3S FW : 208.27

Catalog number : E-706
Drug name : (±)-α-Ethylmethionine-(S,R)-sulfoximine

Mol. Formula : HBA: 3 HBD: 2

AlogP: -1.08 TPSA: 75.3PubChem ID : 128339

glutamate synthetase inhibitor
CASRN : 66735-68-0

RotB: 4

Activity:
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C14H21NO9 FW : 347.32

Catalog number : E-707
Drug name : (–)-N-Methylepinephrine tartrate

Mol. Formula : HBA: 4 HBD: 3

AlogP: 0.36 TPSA: 63.9PubChem ID : 3054685 CASRN : 554-99-4

RotB: 3

C8H14O2 FW : 142.20

Catalog number : E-708
Drug name : (E)-2-Enevalproic acid

Mol. Formula : HBA: 2 HBD: 1

AlogP: 2.40 TPSA: 37.3PubChem ID : 6437068

anticonvulsant; valproic acid metabolite
CASRN : 60218-41-9

RotB: 4

Activity:

C8H13O2Na FW : 164.18

Catalog number : E-709
Drug name : (E)-2-Enevalproate, sodium salt

Mol. Formula : HBA: 2 HBD: 0

AlogP: 2.40 TPSA: 40.1PubChem ID : 23675457

Valproic acid metabolite
CASRN : 69827-64-1

RotB: 4

Activity:

C16H23IN2O3 FW : 418.26

Catalog number : E-901
Drug name : [125I]Epidepride

Mol. Formula : HBA: 4 HBD: 1

AlogP: 2.15 TPSA: 50.8PubChem ID : 449726

picomolar dopamine D2 receptor ligand
CASRN : 107188-87-4

RotB: 6

Activity:

C20H21FN2O FW : 324.39

Catalog number : E-902
Drug name : Escitalopram oxalate

Mol. Formula : HBA: 4 HBD: 0

AlogP: 3.56 TPSA: 36.3PubChem ID : 146570

Selective serotonin reuptake inhibitor used to treat depression and anxiety
CASRN : 128196-01-0

RotB: 6

Activity:

C17H19CIF3NO FW : 345.79

Catalog number : F-132
Drug name : (±)-Fluoxetine hydrochloride

Mol. Formula : HBA: 5 HBD: 1

AlogP: 4.19 TPSA: 21.3PubChem ID : 3386

serotonin uptake inhibitor; second-generation antidepressive agent
CASRN : 54910-89-3

RotB: 7

Activity:

C24H29N3O2 FW : 391.51

Catalog number : F-901
Drug name : FK866

Mol. Formula : HBA: 3 HBD: 1

AlogP: 3.02 TPSA: 62.3PubChem ID : 6914657

nicotinamide phosphoribosyltransferase inhibitor
CASRN : 201034-75-5

RotB: 8

Activity:
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C15H17FN2S FW : 276.38

Catalog number : F-902
Drug name : 4-Fluoro-ADAM

Mol. Formula : HBA: 4 HBD: 1

AlogP: 3.80 TPSA: 54.6PubChem ID : 10265481

Unlabeled analog of 5-HT-selective PET imaging agent
CASRN :

RotB: 4

Activity:

C18H19NO6 FW : 345.35

Catalog number : F-903
Drug name : N-Feruloylnorepinephrine

Mol. Formula : HBA: 6 HBD: 5

AlogP: 1.78 TPSA: 119.3PubChem ID : CASRN :

RotB: 6

C18H19NO4 FW : 313.35

Catalog number : F-904
Drug name : Feruloyltyramine

Mol. Formula : HBA: 4 HBD: 3

AlogP: 2.99 TPSA: 78.8PubChem ID : 5280537

Cannabis natural product. Induces hypothermia and motor incoordination.
CASRN : 65646-26-6

RotB: 6

Activity:

C13H6F2N2S FW : 260.26

Catalog number : F-905
Drug name : 3-Fluoro-5-{2-[2-(fluoromethyl)thiazol-4-yl]ethynyl}benzonitrile

Mol. Formula : HBA: 5 HBD: 0

AlogP: 3.07 TPSA: 64.9PubChem ID :
mGluR5 PET imaging ligand referenence standard

CASRN :

RotB: 4

Activity:

C23H22FNO4 FW : 395.43

Catalog number : F-906
Drug name : N-[(2,5-Dimethoxyphenyl)methyl]-2-fluoro-N-(2-phenoxyphenyl)acetamide

Mol. Formula : HBA: 5 HBD: 0

AlogP: 2.84 TPSA: 60.9PubChem ID :
Brain peripheral benzodiazepine receptor (TSPO) ligand

CASRN :

RotB: 8

Activity:

new

C13H18N2O5 FW : 282.30

Catalog number : G-501
Drug name : γ-Glutamyldopamine

Mol. Formula : HBA: 6 HBD: 5

AlogP: -2.36 TPSA: 132.9PubChem ID : 22806192 CASRN :

RotB: 7

C14H19NO8 FW : 329.31

Catalog number : G-502
Drug name : Dopamine-4-O-β-D-glucuronide

Mol. Formula : HBA: 9 HBD: 6

AlogP: -7.40 TPSA: 162.7PubChem ID : 3082490 CASRN : 38632-24-5

RotB: 5
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C28H34Cl2F2N2O FW : 523.50

Catalog number : G-801
Drug name : GBR-12909 dihydrochloride; Vanoxerine

Mol. Formula : HBA: 5 HBD: 0

AlogP: 6.12 TPSA: 15.7PubChem ID : 10238982

dopamine reuptake inhibitor with behavioral effects similar to cocaine
CASRN : 67469-78-7

RotB: 10

Activity:

C15H19N3O4 FW : 305.35

Catalog number : G-802
Drug name : γ-Glutamylserotonin

Mol. Formula : HBA: 5 HBD: 5

AlogP: -1.97 TPSA: 128.4PubChem ID : 15234235 CASRN :

RotB: 7

C9H17NO2 FW : 171.24

Catalog number : G-901
Drug name : Gabapentin

Mol. Formula : HBA: 3 HBD: 2

AlogP: -1.44 TPSA: 63.3PubChem ID : 3446

Anticonvulsant medication used to treat epilepsy and neuropathic pain.
CASRN : 60142-96-3

RotB: 3

Activity:

C9H12ClNO4S FW : 265.71

Catalog number : H-113
Drug name : 2-Hydroxysaclofen

Mol. Formula : HBA: 6 HBD: 3

AlogP: -1.49 TPSA: 109.0PubChem ID : 1564

potent & selective GABAB receptor antagonist
CASRN : 117354-64-0

RotB: 4

Activity:

C11H11NO3 FW : 205.21

Catalog number : H-501
Drug name : 5-Hydroxyindole-3-β-propionic acid

Mol. Formula : HBA: 3 HBD: 3

AlogP: 1.89 TPSA: 73.3PubChem ID :
GC/MS internal standard for catecholamine assay

CASRN :

RotB: 3

Activity:

C15H23N5O7S FW : 417.44

Catalog number : H-502
Drug name : 5-Hydroxy-6-methoxytryptamine creatinine sulfate

Mol. Formula : HBA: 3 HBD: 3

AlogP: 0.09 TPSA: 71.3PubChem ID : CASRN :

RotB: 3

C15H23N5O7S FW : 417.44

Catalog number : H-503
Drug name : 5-Hydroxy-7-methoxytryptamine creatinine sulfate

Mol. Formula : HBA: 3 HBD: 3

AlogP: -0.40 TPSA: 71.3PubChem ID : CASRN :

RotB: 3
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C14H21N5O6S FW : 387.42

Catalog number : H-504
Drug name : 4-Hydroxytryptamine creatinine sulfate

Mol. Formula : HBA: 2 HBD: 3

AlogP: 0.24 TPSA: 62.0PubChem ID : CASRN :

RotB: 2

C14H21N5O6S FW : 387.42

Catalog number : H-505
Drug name : 6-Hydroxytryptamine creatinine sulfate

Mol. Formula : HBA: 2 HBD: 3

AlogP: 0.44 TPSA: 62.0PubChem ID : CASRN :

RotB: 2

C14H21N5O6S FW : 387.42

Catalog number : H-506
Drug name : 7-Hydroxytryptamine creatinine sulfate

Mol. Formula : HBA: 2 HBD: 3

AlogP: 0.48 TPSA: 62.0PubChem ID : CASRN :

RotB: 2

C7H12ClN3O2 FW : 205.63

Catalog number : H-507
Drug name : α-Methylhistidine hydrochloride

Mol. Formula : HBA: 4 HBD: 3

AlogP: -3.17 TPSA: 92.0PubChem ID : 16219696 CASRN : 32381-18-3

RotB: 3

C7H12ClN3O2 FW : 205.63

Catalog number : H-509
Drug name : 4-Methylhistidine hydrochloride

Mol. Formula : HBA: 4 HBD: 3

AlogP: -3.38 TPSA: 92.0PubChem ID : 10773449 CASRN :

RotB: 3

C13H16N2O5 FW : 280.28

Catalog number : H-510
Drug name : 4-Hydroxytryptophan acetate

Mol. Formula : HBA: 4 HBD: 4

AlogP: -1.33 TPSA: 99.3PubChem ID : 589768 CASRN :

RotB: 3

C10H10N2O5 FW : 238.20

Catalog number : H-511
Drug name : 5-(2,4,5-Trihydroxybenzyl)hydantoin

Mol. Formula : HBA: 5 HBD: 5

AlogP: 0.02 TPSA: 118.9PubChem ID : CASRN :

RotB: 2
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