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Table S1. The list of 33 GPCRs, which FSAR sets were identified in the ChEMBL database.

ChEMBL ID Name HFSAR sets | " luorinated
CPDs
CHEMBL3371 Serotonin 6 (5-HT6) receptor 168 274
CHEMBL217 Dopamine D2 receptor 170 257
CHEMBL224 Serotonin 2a (5-HT2a) receptor 151 222
CHEMBL214 Serotonin la (5-HT1a) receptor 116 204
CHEMBL234 Dopamine D3 receptor 128 147
CHEMBL3155 Serotonin 7 (5-HT7) receptor 78 126
CHEMBL225 Serotonin 2¢ (5-HT2c¢) receptor 95 118
CHEMBL264 Histamine H3 receptor 73 112
CHEMBL245 Muscarinic acetylcholine receptor M3 52 71
CHEMBL1833 Serotonin 2b (5-HT2b) receptor 51 65
CHEMBL216 Muscarinic acetylcholine receptor M1 39 64
CHEMBL3759 Histamine H4 receptor 40 62
CHEMBL219 Dopamine D4 receptor 38 56
CHEMBL1983 Serotonin 1d (5-HT1d) receptor 20 47
CHEMBL229 Alpha-1a adrenergic receptor 26 46
CHEMBLI1821 Muscarinic acetylcholine receptor M4 22 42
CHEMBLI1898 Serotonin 1b (5-HT1b) receptor 15 34
CHEMBL231 Histamine H1 receptor 28 33
CHEMBL210 Beta-2 adrenergic receptor 23 31




CHEMBL246 Beta-3 adrenergic receptor 23 29
CHEMBL211 | Muscarinic acetylcholine receptor M2 21 28
CHEMBL232 Alpha-1b adrenergic receptor 19 28
CHEMBL213 Beta-1 adrenergic receptor 20 27
CHEMBL223 Alpha-1d adrenergic receptor 15 19
CHEMBLI1867 Alpha-2a adrenergic receptor 13 17
CHEMBL2035 | Muscarinic acetylcholine receptor M5 15 16
CHEMBL2056 Dopamine D1 receptor 11 14
CHEMBL19%41 Histamine H2 receptor 10 12
CHEMBLI1916 Alpha-2c adrenergic receptor 10 11
CHEMBLI1875 Serotonin 4 (5-HT4) receptor 8 9
CHEMBL1942 Alpha-2b adrenergic receptor 7 8
CHEMBL3426 Serotonin 5a (5-HT5a) receptor 1 3
CHEMBL2182 Serotonin le (5-HT1e) receptor 1 1




