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Abbreviations

['**I]AB-MECA
[PHIDPCPX
[PH]PSB11

[*H]PSB603

7-TM, 7TM

A (Axn/AgslAs)
AR

ADMET

AUC

BSA

CHAPS

ChEBI

CHO cells
CPA

DMSO
DPCPX
EDTA

ECso
ECFP_2/4/6
ECR
FCFP_2/4/6
Gaston
GLIDA
GPCR
HEK?293 cells
HTS

ICso

IGPD

Ki

LE

logP

logS

MOE

NECA

ROC
SMILES
SVN

ZINC

[**I]4-aminobenzyl-5'-N-methylcarboxamidoadenosine

[°H] 1,3-dipropyl-8-cyclopentylxanthine
[*H]8-Ethyl-4-methyl-2-phenyl-(8R)-4,5,7,8-tetrahydro-1H-
imidazo[2,1-i]-purin-5-one

[*H] 8-[4-[4-(4-Chlorophenyl) piperazine-1-sulfonyl)phenyl]]-
1-propylxanthine

Seven transmembrane

Adenosine A; (resp. Axa/AsslA3z) Receptor

Absorption, Distribution, Metabolism, Excretion, Toxicity
Area Under the Curve

Bovine serum albumin
3-[(3-Cholamidopropyl)dimethylammonio]-1-
propanesulfonate

Chemical Entities of Biological Interest

Chinese hamster ovary cells
N°-cyclopenthyladenosine

Dimethylsulfoxide
1,3-dipropyl-8-cyclopenthylxantine

Ethylene diamine tetraacetic acid

Half-maximal effective concentration (potency)
Extended Connectivity Fingerprints (with diameter 2, 4, or 6)
Elaborate Chemical Representation
Functional-class Fingerprints (with diameter 2, 4, or 6)
GrAph, Sequences and Tree extractiON algorithm
GPCR Ligand Database

G protein-coupled receptor

Human Embryonic Kidney 293 cells
High-throughput screening

Half maximal inhibitory concentration (affinity)
Imidazole glycerol-phosphate dehydrase
Equilibrium inhibition constant (absolute affinity)
Ligand Efficiency

Logarithm of the Partition coefficient

Logarithm of the calculated Solubility
Multi-Objective Evolution
5’-N-ethylcarboxamidoadenosine

Receiver Operator Characteristic

Simplified Molecular-Input Line-Entry Specification
Support Vector Machine

Zinc Is Not Commercial
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ZM241385 (4-(2-[7-amino-2(furyl {1,2,4}-triazolo {2,3-a {1,3,5}triazin 5-
yl-aminoethyl)phenol
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