
Compound no. SMILES IC50 (µM) at hP2Y14R  
1 O=C(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCNCC5)C=C4)=C1)O 0.006
2 OC(C1=CC(N2N=NC(C3=CC=C(C(F)(F)F)C=C3)=C2)=CC(C4=CC=C(C5CCNCC5)C=C4)=C1)=O 0.0317
3 OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5=CCNCC5)C=C4)=C1)=O 0.018
4 OC(C1=CC(N2N=NC(C3=CC=C(C(F)(F)F)C=C3)=C2)=CC(C4=CC=C(N5CCNCC5)C=C4)=C1)=O 0.233
5 OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(C)CC5)C=C4)=C1)=O 0.195

6a OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(CC#C)CC5)C=C4)=C1)=O 0.139
6b OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(CCC)CC5)C=C4)=C1)=O 0.133
7a OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(CCCCC#C)CC5)C=C4)=C1)=O 0.0763
7b OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(CCCCCC)CC5)C=C4)=C1)=O 0.131

8 CC(N(CC1)CCC1C2=CC=C(C3=CC(C(O)=O)=CC4=CC(C5=CC=C(C(F)(F)F)C=C5)=CC=C43)C=C2)=O 0.0276
9 CCC(N(CC1)CCC1C2=CC=C(C3=CC(C(O)=O)=CC4=CC(C5=CC=C(C(F)(F)F)C=C5)=CC=C43)C=C2)=O 0.0418

10 OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(C(OC(C)(C)C)=O)CC5)C=C4)=C1)=O 2.44
11 OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(C(CCOCCOCCOCCOCCOCCOC)=O)CC5)C=C4)=C1)=O 1.41
12 OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(C(CCOCCOCCOCCOCCOCCOCCN)=O)CC5)C=C4)=C1)=O 0.963
13 OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(C(CCOCCOCCOCCOCCOCCOCCNC(C)=O)=O)CC5)C=C4)=C1)= 0.979
14 OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5CCN(C(CCOCCOCCOCCOCCOCCOCCNC(OC(C)(C)C)=O)=O)CC5)C= 2.83
15 NC(C1=CC(N2N=NC(C3=CC=C(C(F)(F)F)C=C3)=C2)=CC(C4=CC=C(C5CCNCC5)C=C4)=C1)=O >100
16 N#CC1=CC(N2N=NC(C3=CC=C(C(F)(F)F)C=C3)=C2)=CC(C4=CC=C(C5CCNCC5)C=C4)=C1 42.1
17 OC(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5(CC6)CCN6CC5)C=C4)=C1)=O 0.02
18 O=C(C1=CC(C2=CC=C(C3(CC4)CCN4CC3)C=C2)=CC(N5N=NC(C6=CC=C(C(F)(F)F)C=C6)=C5)=C1)O 0.105
19 OC(C1=CC(N2N=NC(C3=CC=C(C(F)(F)F)C=C3)=C2)=CC(C4=CC=C(C56CCNCC5C6)C=C4)=C1)=O 0.359
20 OC(C1=CC(N2N=NC(C3=CC=C(C(F)(F)F)C=C3)=C2)=CC(C4=CC=C(C56CCNCC5C6(F)F)C=C4)=C1)=O 0.639
21 [O‐]C(C1=CC2=CC(C3=CC=C(C(F)(F)F)C=C3)=CC=C2C(C4=CC=C(C5(CC6)CC[N]6(C)CC5)C=C4)=C1)=O 0.0383
22 OC(C1=CC(C2=CC=C(C(N)=O)C=C2)=CC(N3N=NC(C4=CC=C(C(F)(F)F)C=C4)=C3)=C1)=O 0.269
23 OC(C1=CC(C2=CC=C(C(NCCCN)=O)S2)=CC(N3N=NC(C4=CC=C(C(F)(F)F)C=C4)=C3)=C1)=O 0.169
24 NC(C(C=C1)=CC=C1C2=CC(C3=CN(C4=CC=C(C(F)(F)F)C=C4)N=N3)=CC(C(O)=O)=C2)=O 1.68
25 OC(C1=CC(C2=CN(C3=CC=C(C(F)(F)F)C=C3)N=N2)=CC(C4=CC=C(C5CCNCC5)C=C4)=C1)=O 0.644
26 OC(C1=CC(C2=CC=C(C(NCCCN)=O)S2)=CC(C3=CN(C4=CC=C(C(F)(F)F)C=C4)N=N3)=C1)=O 2.6
27 OC(C1=CC(C2=CC=C(C(N)=O)C=C2)=CC(NC(C3=CC=C(C(F)(F)F)C=C3)=O)=C1)=O 3.05
28 OC(C1=CC(NC([C@]23[C@@H]4[C@H]5[C@@H]2[C@@H]6[C@@]5(CO)[C@H]4[C@@H]63)=O)=CC(C7=CC=C(C8CCNCC8)C=C>100
29 OC(C1=CC(C2=CC=C(C(N)=O)C=C2)=CC(C(NC3=CC=C(C(F)(F)F)C=C3)=O)=C1)=O 6.04
30 OC(C1=CC(C2=CC3=C(N2)C=CC(C(F)(F)F)=C3)=CC(C4=CC=C(C(N)=O)C=C4)=C1)=O 2.44
31 OC(C1=CC(C(N2)=CC3=C2C=C(C(F)(F)F)C=C3)=CC(C4=CC=C(C(N)=O)C=C4)=C1)=O 2.03
32 OC(C1=CC(C2=NC3=C(N2)C=CC(C(F)(F)F)=C3)=CC(C4=CC=C(C(N)=O)C=C4)=C1)=O 24.4
33 OC(C(NC(C1=CC=C(C=C1)C2=CCNCC2)=C3)=C3N4N=NC(C(C=C5)=CC=C5C(F)(F)F)=C4)=O >100
34 OC(C1=C(C)C(C2=CC=C(C3CCNCC3)C=C2)=CC(C4=CN(C5=CC=C(C(F)(F)F)C=C5)N=N4)=C1)=O 11.1
35 OC(C1=CC(N=C(C2=CC=C(C(F)(F)F)C=C2)N3)=C3C(C4=CC=C(C5CCNCC5)C=C4)=C1)=O >100


