Table S1. The smiles and bioactivity for the compounds.

smiles IC50(nM) | index
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(cc(F)cc2)C=10)CCC(C)C 20 1
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2¢(cccc2)C=10)CCC(C)(C)C 21 2
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cc(NCC(0)=0)cc2)C=10)CCC(C)C 21 3
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢c(cc(OCC(=0)N)cc2)C=10)CCC(C)C 24 4
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2c(cc(N)cc2)C=10)CCCICC1 32 5
Cle1c2c(N(CCC(C)C)C(=0)C(C=3Nc4c(S(=0)(=0)N=3)cccc4)=C20)cccl 33 6
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2c(cc(OCC#N)cc2)C=10)CCC(C)C 34 7
Brelece(cecl)CNI1e2e(ccee2)C(0)=C(C1=0)C=1Nc2c(S(=0)(=0O)N=1)cccc2 36 8
S1(=0)(=0)N=C(Nc2clccee2)C=1C(=0)N(c2¢(ccee2)C=10)CCICCIC 41 9
Clelec2¢(N(CCC(C)C)C(=0)C(C=3Nc4c(S(=0)(=0)N=3)cccc4)=C20)ccl 43 10
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccce2)C=10)CCC(C(F)(F)F)C 44 11
S1(=0)(=0)N=C(Nc2clccee2)C=1C(=0)N(c2¢(cc(ce2)C)C=10)CCC(C)C 47 12
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(C=10)c(O)ccc2)CCC(C)C 47 13
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢c(cc(NCCO)cc2)C=10)CCC(C)(C)C 48 14
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(cccc2)C=10)CCICCC1 49 15
S(CCNIlc2¢(ceec2)C(0)=C(C1=0)C=1Nc2c(S(=0)(=0)N=1I)cccc2)C 53 16
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cc(N)cc2)C=10)CCC(C)C 62 17
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2¢(cccec2)C=10)CCC(CC)C 65 18
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(ccec2)C=10)CCI1CC1 78 19
S1(=0)(=0)N=C(Nc2clccec2)C=1C(=0)N(c2c(ccee2)C=10)CCCCC 80 20
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccee2)C=10)Cclec([N+](=0)[O-])cccel 81 21
S1(=0)(=0)N=C(Nc2clccece2)C=1C(=0)N(c2¢(ccce2)C=10)CCC(OC)C 82 22
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=O)N(c2c(ccec2)C=10)Cclceecel 82 23
S1(=0)(=0)N=C(Nc2clccecc2)C=1C(=0)N(c2¢(ccee2)C=10)CCC=C 90 24
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(ccec2F)C=10)CCCICC1 90 25
Brelecc(cel)CN1c2¢(ceec2)C(0)=C(C1=0)C=1Nc2c(S(=0)(=0)N=1)cccc2 95 26
Bre1c2¢(N(CCC(C)C)C(=0)C(C=3Nc4c(S(=0)(=0)N=3)cccc4)=C20)cccl 105 27
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cccc2)C=10)CCCC(F)(F)F 106 28
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(ccec2)C=10)CC(C)C 108 29
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢c(cc(NCC(OCC)=0)cc2)C=10)CCC(C)C 115 30
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccce2)C=10)CCC#C 118 31
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cccc2)C=10)CCICCCC1 132 32
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0O)N(c2c(c(ccc2)-c2cecec2)C=10)CCC(C)C 144 33
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2c(cccc2)C=10)C\C=C\C 150 34
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cccc2)C=10)CCCCHN 172 35
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2c(cccc2)C=10)CCCCHC 179 36
S1(=0)(=0)N=C(Nc2clccecc2)C=1C(=0)N(c2c(cc(0)ce2)C=10)CCC(C)C 198 37
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2¢(ccee2)C=10)CCCC 200 38
Brelec2¢(N(CCC(C)C)C(=0)C(C=3Nc4c(S(=0)(=0)N=3)cccc4)=C20)ccl 205 39
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(C=10)c(ccc2)C)CCC(C)C 206 40
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2¢(ccee2)C=10)C\C=C(\C)/C 289 41




BrC(CCN1c2c(ceec2)C(0)=C(C1=0)C=1Nc2¢(S(=0)(=0)N=1)cccc2)C 290 42
slee(ncl1C)CNI1c2¢(ceec2)C(0)=C(C1=0)C=1Nc2¢c(S(=0)(=O)N=1)cccc2 304 43
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0O)N(c2c(ccec2)C=10)Cclceencl 316 44
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(C=10)c([N+](=0)[O-])ccc2)CCC(C)C 338 45
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(C=10)c(F)ccc2)CCC(C)C 340 46
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(cccec2)C=10)CCICCCCC1 367 47
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cc([N+](=0)[O-])cc2)C=10)CCC(C)C 455 48
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2¢(cccc2)C=10)CC1CCOCI 484 49
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(ccce2)C=10)CC10CCCl 528 50
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccc(F)c2)C=10)CCC(C)C 554 51
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccee2)C=10)CCCCCHN 750 52
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0O)N(c2c(ccec2)C=10)Cclceccc I CHN 780 53
S1(=0)(=0)N=C(Nc2clccec2)C=1C(=0)N(c2¢(ccee2)C=10)CCOC 819 54
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2¢c(cc(NC(=0)C3CCCC3)cc2)C=10)CCC(C)C 973 55
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccee2)C=10)CCCCO 1301 56
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(cccec2)C=10)CCC 1550 57
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(cccec2)C=10)C(OCC)=0 2036 58
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccce2)C=10)CC 2220 59
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccee2)C=10)Cclecc([N+](=0)[O-])ccl 2442 60
S(=0)(CCN1c2c(ccec2)C(0)=C(C1=0)C=1Nc2¢(S(=0)(=0)N=1)cccc2)C 2537 61
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccce2)C=10)Cclnceccl 2694 62
S1(=0)(=0)N=C(Nc2clccecc2)C=1C(=0)N(c2c(cc(OCc3ccece3)ec2)C=10)CCC(C)C 3950 63
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cc(NC(=0)c3cecee3)ec2)C=10)CCC(C)C 4235 64
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cc(OCCCC#N)cc2)C=10)CCC(C)C 4328 65
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2¢(ccce2)C=10)C 5592 66
S1(=0)(=0)N=C(Nc2clccec2)C=1C(=0)N(c2¢c(cc(NC(=0)CN(C)C)cc2)C=10)CCC(C)C 5805 67
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(cc(NC(=0)CC(C)C)cc2)C=10)CCC(C)C 6503 68
S1(=0)(=0)N=C(Nc2clcccc2)N1C(=0)c2c(N(CCC(C)C)C1=0)cccc2 9940 69
Fclec2¢(N(CCC3CC3)C(=0)C(c3nc(O)c4c(n3)ceecd)=C20)ccl 10000 70
S1(=0)(=0)N=C(Nc2clccce2)cle(O)c2e(ncl O)ceec2 10000 71
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2¢(ccce2)C=10)CCCC(0)=0 10000 72
OC=1c2¢(N(CCCC)C(=0)C=Icl[nH]c3c(nl)ccee3)ecee2 10000 73
S1(=0)(=0)N=C(Nc2clccce2)C=1C(=0)N(c2¢(cce(c2)C(OCC)=0)C=10)CCC(C)C 10000 74
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(ccec2)C=10)CCCC(OCC)=0 10000 75
S1(=0)(=0)N=C(Nc2clcccc2)C=1C(=0)N(c2c(ccc([N+](=0)[0-])c2)C=10)CCC(C)C 10000 76
S1(=0)(=0)N=C(Nc2clccecc2)C=1C(=0)N(c2c(cccc2)C=10)CCCC(=O)N 10000 77
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2ccl)C=1C(=0)N(C2C(CCC2)C=10)Cclcc(F)ccel)C 20 78
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=O)N(C2C(CCCC2)C=10)Cclccc(F)ccl)C 22 79
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=O)N([C@@H]2[C@@H](CCCC2)C=10)Cclccc( | 27 80
F)cel)C

Clclcee(ccl)CN1C2C(CCC2)C(0)=C(C1=0)C=1Nc2c(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 28 81
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=O)N([C@H]2[C@H](CCC2)C=10)Cclccc(F)cel) | 31 82

C




S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)CCCICCI)C 35 83
S(=0)(=0)(Ne1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCCCC2)C=10)CCC(C)(C)C)C 39 84
S(=0)(=0)(Ne1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCCC2)C=10)CCC(C)C)C 40 85
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCCC2)C=10)CCC(C)(C)C)C 43 86
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)Cclccece])C 46 87
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N([C@H]2[C@H](CCCC2)C=10)Cclccc(Fyeel | 47 88
)C

S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)CCICCCI)C 51 89
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCCCC2)C=10)Celece(F)ec1)C 57 90
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)CcInce(F)ec1)C 120 91
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCCCCC2)C=10)Celecc(F)ec1)C 130 92
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N([C@@H2[C@@H](CCC2)C=10)CCICC1) | 210 93
¢

S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)Celnceec])C 430 94
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)CCcleccee] )C 570 95
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N([C@@H2[C@@H](CCC2)C=10)Cclcce(ce | 620 96
1)C(F)(F)F)C

S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)C(C)C)C 780 97
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)CC)C 950 98
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(C2C(CCC2)C=10)C)C 9100 99
slcecel C1=NN(CCC2CC2)C(=0)C(=C10)C=1Nc2c(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 35 100
slcecel C1=NN(CCC(C)(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 46 101
slcecel C1=NN(CC2CCC2)C(=0)C(=C10)C=1Nc2c(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 55 102
slcecel C1=NN(CCC(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 70 103
sleeeelC1=NN(CCC(CC)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 70 104
sleneel CI=NN(CCC2CC2)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 77 105
sleeeelC1=NN(CC(C)(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 88 106
slee(cel)C1=NN(CCC2CC2)C(=0)C(=C10)C=1Nc2c(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 88 107
sloeeel C1=NN(Ce2eceee2)C(=0)C(=C10)C=1Ne2c(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 150 108
sleeeelC1=NN(CC(CC)(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 180 109
slcecel C1=NN(CC2CCCC2)C(=0)C(=C10)C=I1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 280 110
slceeel C1=NN(CCC(F)(C)C)C(=0)C(=C10)C=1Nc2c(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 380 111
S1(=0)(=0)N=C(Nc2c1 cc(OCC(=0)N)ce2)C1=C(0)C(=NN(CCC(C)C)C1=0)CCC 400 112
S1(=0)(=0)N=C(Nc2c1 cc(OCC(=0)N)cc2)C1=C(0)C(=NN(CCC(C)C)C1=0)CCCC 430 113
slcee(C)el C1=NN(CCC(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 430 114
slcecel C1=NN(CC2CCCCC2)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 440 115
S1(=0)(=0)N=C(Nc2c1cc(OCC(=0)N)cc2)C1=C(0)C(=NN(CCC(C)C)C1=0)CCC(C)C 740 116
sleencl C1=NN(CC2CCC2)C(=0)C(=C10)C=1Nec2¢(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 1100 117
sleenc] C1I=NN(CCC(C)C)C(=0)C(=C10)C=1Nc2c(S(=0)(=0)N=1)cc(OCC(=0)N)cc2 2400 118
Cle1¢(0)e(S(=0)(=0)N2CCC[C@H]2C(0)=0)cc(Clc1Cl 80 119
Clelee(Clyee(S(=0)(=0)N2CSC[C@H]2C(0)=0)c10 240 120
Brelee(Clee(S(=0)(=0)N2CCC[C@H]2C(0)=0)c10 260 121
Clelee(Clyee(S(=0)(=0)N2CCC[C@H]2c2nn[nH]n2)c10 560 122




Clelee(Clyee(S(=0)(=0)N2CCC[C@H]2C(0)=0)c10 770 123
Clelee(Clyee(S(=0)(=0)N2CCC[C@H]2C#N)c10 1400 124
Clelee(Clyee(S(=0)(=0)N2CSC[C@@H]2C(0)=0)c10 1700 125
Clelee(Clyee(S(=0)(=0)N2CCCC[C@H]2C(0)=0)c10 2000 126
Clel ce(F)ee(S(=0)(=0)N2CCC[C@H]2C(0)=0)c10 2100 127
Clelee(N)e(S(=0)(=0)N2CCC[C@H]2C(0)=0)cc1C 3100 128
Clelee(Clyee(S(=0)(=0)N2CCCC2)c10 4800 129
Clelee(S(=0)(=0)N2CCC[C@H]2C(0)=0)c(N)cc1C 5950 130
Clelce(Clyee(S(=0)(=0)N2CCCC[C@@H]2C(0)=0)c10 7100 131
Clelee(Clyee(S(=0)(=0)N2CCC[C@@H]2C(0)=0)c10 7900 132
Clelee(S(=0)(=0)N2CCC[C@H]2C(0)=0)ce(Cl)cl 20000 133
Clelee(S(=0)(=0)N2CCC[C@H]2C(0)=0)c(NC(=0)C)cclC 20000 134
S(=0)(=0)(N1CCC[C@H]1C(0)=0)clcceccIN 20000 135
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(n2c(ccc2)C=10)CCC(C)(C)C)C 10 136
sleeeel C1=NN(CCC(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 10 137
Clelce(cee] FYCNIn2¢(cee2)C(0)=C(C 1=0)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 25 138
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(n2c(cc(F)c2)C=10)CCC(C)C)C 27 139
S(=0)(=0)(N(C)c1¢c28(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(n2c(cce2)C=10)CCC(C)(C)C)C 60 140
S(=0)(=0)(N(C)c1¢c28(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(n2c(cce2)C=10)CCC(C)C)C 110 141
S(=0)(=0)(N(C)c1¢c28(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(n2c(cce2)C=10)Ccl cce(F)ec1)C 130 142
$1(=0)(=0)CCCClclcc2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(n2c(ccc2)C=10)Cel cec(F)cel 130 143
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(n2c(cee2)C=10)CCC(C)C)CI1CCI 160 144
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C=1C(=0)N(n2c(ce(c2)C#N)C=10)CCC(C)C)C 320 145
S1(=0)(=0)N=C(Nc2c1 cc(OC)ce2)C=1C(=0)N(n2¢(cce2)C=10)CCC(C)C 2200 146
Clelcee(cel-cloc(ce)\C=C\I/SC(=S)N(NS(=0)(=0)c2ccccc2)C/1=0)C(F)(F)F 100 147
Clelee(ceel CINC=C\I/SC(=S)N(NS(=0)(=0)c2sccc2)C/1=0 200 148
Clelee(ceel CNC=C\1/SC(=S)N(NS(=0)(=0)c2ccccc2F)C/10 200 149
S1\C(=C/c2ce(F)c(F)ec2F)\C(=0)N(NS(=0)(=0)c2ccecc2)C1=8 200 150
Brelee(cee] Br)\C=C\/SC(=S)N(NS(=0)(=0)c2cccec2)C/1=0 200 151
Clelce(ceel CNC=C\1/SC(=S)N(NS(=0)(=0)c2ccccc2)C/1=0 200 152
Clelce(cee] CNC=C\1/SC(=S)N(NS(=0)(=0)c2ccc(Clycc2)C/10 500 153
Clelce(cee] ClY/C(/C)=C/1\SC(=S)N(NS(=0)(=0)c2ccece2)C\=0 600 154
Clelce(ceel CNC=C\1/SC(=S)N(NS(=0)(=0)c2ccc(cc2)C)C/10 600 155
Clelee(ceel CNC=C\I/SC(=S)N(NS(=0)(=0)CCCC)C/1=0 700 156
Clelee(ceel CHNC=C\I/SC(=S)N(NS(=0)(=0)c2ccc(F)ec2)C/10 700 157
Brelece(ce1)\C=C\1/SC(=S)N(NS(=0)(=0)c2ccccc2)C/1=0 700 158
Clelee(ceel CNC=C\I/SC(=S)N(NS(=0)(=0)c2cc(0OC)cce2)C/10 800 159
SI\C(=C/e2ccc(cc2)CHN)C(=0)N(NS(=0)(=0)c2cccec2)C1=S 900 160
Clelcee(ccl F)\C=C\I/SC(=S)N(NS(=0)(=0)c2cccec2)C/1=0 1000 161
S1\C(=C/c2cce(F)ce2)\C(=0)N(NS(=0)(=0)c2ccccc2)C1=S 1000 162
S1\C(=C/c2cce(cc2)C(F)(F)F)\C(=0)N(NS(=0)(=0)c2ccccc2)C1=S 1000 163
SI\C(=C/c2ce(F)e(F)e(F)e2)\C(=0)N(NS(=0)(=0)c2ccccc2)C1=8 1000 164
Clelcee(ce] )\C=C\/SC(=S)N(NS(=0)(=0)c2ccecc2)C/1=0 1500 165




SI\C(=C/c2cc(F)ccc2F)\C(=0)N(NS(=0)(=0O)c2cceec2)C1=S 1700 166
SI\C(=C/c2cee(IN+](=0)[0-])cc2)\C(=O)N(NS(=0)(=O)c2cccec2)C1=S 2000 167
Clelee(cecl CH\C=C\I/SC(=S)N(NS(=0)(=0)C)C/1=0 2000 168
SINC(=C/c2ce3e(cc2)cccc3)\C(=0)N(NS(=0)(=0)c2cceec2)C1=S 3000 169
SINC(=C/c2cec(F)ec2F)\C(=0)N(NS(=0)(=0O)c2ceecc2)C1=S 3000 170
SINC(=C/c2cc(0C)ccc2)\C(=0)N(NS(=0)(=0)c2ccecc2)C1=S 5000 171
SINC(=C/c2ccc(0C)cc2)\C(=0)N(NS(=0)(=0)c2ccecc2)C1=S 5000 172
SINC(=C/c2ceccc2F)\C(=O)N(NS(=0)(=0)c2cccec2)C1=S 6500 173
SINC(=C/c2cec(cc2)CHN)\C(=0O)N(N)C1=S 7000 174
SI\C(=C/c2ccc(F)ec2)\C(=0)N(N)C1=S 7000 175
SINC(=C/c2ce(C)e(cc2)C)\C(=O)N(NS(=0)(=0)c2cceec2)C1=S 8000 176
SI\C(=C/c2cee(cc2)C)\C(=0)N(NS(=0)(=0)c2ccccc2)C1=S 10000 177
SI\C(=C/c2ceenc2)\C(=0)N(NS(=0)(=0)c2cceec2)C1=S 15000 178
SI\C(=C/c2cc30C0c3¢c2)\C(=0)N(NS(=0)(=0)c2cceec2)C1=S 15000 179
Cleleee(ce])\C=C\1/SC(=S)N(N)C/1=0 16000 180
SINC(=C/c2cec([N+](=0)[O-])cc2)\C(=O)NC1=S 22000 181
SINC(=C/c2ce(cce2)C)\C(=0)N(NS(=0)(=0)c2ccecc2)C1=S 25000 182
SINC(=C/c2cecce2)\C(=0)N(N)C1=S 30000 183
Clclcee(ccI)\C=C\1/SC(=S)N(NC(=O)c2ccccc2)C/1=0 30000 184
Clclcee(cc1)\C=C\1/SC(=S)NC/1=0 30000 185
Clclcee(cc1)\C=C\1/SC(=S)N(CC)C/1=0 30000 186
Cleleee(ce])\C=C\1/SC(=S)N(Cc2cccee2)C/1=0 30000 187
SI\C(=C/c2cee(0C)ce2)\C(=0)N(N)C1=S 30000 188
SI\C(=C/c2ccc(IN+](=0)[0-])cc2)\C(=O)N(C)C1=S 30000 189
SINC(=C/c2cce(N(C)C)ec2)\C(=O)N(N)C1=S 30000 190
Cleleee(ce]))\C=C\1/SC(=S)N(C)C/1=0 30000 191
SI\C(=C/c2cec(cc2)C)\C(=0)N(N)C1=S 30000 192
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC(C)C)C1=0)NICCCCI1)C 14 193
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC(C)C)C1=0)N1CCOCCI1)C 15 194
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC(C)(C)C)C1=0)N1CCCCCI1)C 29 195
S(=0)(=0)(Nc1ce2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC2CC2)C1=0)N1CCCCCI1)C 35 196
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC(C)C)C1=0)N(C(C)C)C)C 38 197
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC(C)C)CI=0)N(C(C)(C)C)C)C 47 198
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC(C)C)C1=0)NI1CCCCIC)C 47 199
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2ccl)C1=C(O)C(=NN(C1=0)clccccc1)NICCCCC1)C 110 200
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2ccl)C1=C(O)C(=NN(CCC(C)C)C1=0)N(CCC)C)C 140 201
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC(C)C)C1=0)N1CCCCC1C)C 170 202
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(O)C(=NN(CCC(C)(C)C)C1=0)N(C(C)(C)C)C)C 200 203
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2ccl)C=1C(=0)N(c2c(cccc2)C=10)Cclece(F)ecl)C 2 204
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2¢(cc(F)ec2)C=10)Cclccc(F)ccl)C 5 205
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(cc(OC)cc2)C=10)Cclccc(F)ecl)C 5 206
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2ccl)C=1C(=0)N(c2¢(cc(F)cc2)C=10)Cclccc(F)ec )N 7 207
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(cc(F)cc2)C=10)Cclceccccl)C 7 208




S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2ccl)C=1C(=0)N(c2¢(ccec2F)C=10)Cclcce(F)ccl)C 8 209
S1(=0)(=0)C=C(Nc2c1cc(OCC(=0)N)cc2)C=1C(=0)N(c2c(cc(F)ec2)C=10)Cclcec(F)ecl 10 210
Clelec2e¢(N(Ce3cee(F)ee3)C(=0)C(C=3Nc4c(S(=0)(=0)C=3)cc(NS(=0)(=0)C)cc4)=C20)ccl 10 211
S(=0)(=0)(Nc1ce2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(cc(F)cc2)C=10)CCC(OC)(C)C)C 10 212
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(ccc(F)c2)C=10)Cclccc(F)ecl)C 10 213
S(=0)(=0)(Nc1ce2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(cc(F)cc2)C=10)Cclec(OC)c(F)cel)C 10 214
S(=0)(=0)(Nc1ce2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(cc(F)cc2)C=10)Cclcenccl)C 11 215
Clelc2e(N(Ce3cece(F)ee3)C(=0)C(C=3Nc4c(S(=0)(=0)C=3)cc(NS(=0)(=0)C)cc4)=C20)cccl 12 216
S(=0)(=0)(Nc1ce2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(cc(F)cec2)C=10)CCC(C)(C)C)C 12 217
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2ccl)C=1C(=0)N(c2¢(cc(F)ec2)C=10)Cclee(C)c(F)ecl)C 13 218
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2ccl)C=1C(=0)N(c2¢(cc(F)cc2)C=10)Cclec(F)c(F)ccl)C 14 219
Clelec(cecl F)CN1c2e(ce(F)ee2)C(O)=C(C=2Nc3c(S(=0)(=0)C=2)cc(NS(=0)(=0)C)cc3)C1=0 16 220
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2ccl)C=1C(=0)N(c2¢(cc(cc2)C)C=10)Cclccc(F)ecl)C 17 221
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2ccl)C=1C(=0)N(c2¢(cc(F)ec2)C=10)CC1CCCCCI)C 18 222
S(=0)(=0)(Nc1cc2S(=0)(=0)C=C(Nc2ccl)C=1C(=0)N(c2¢(cc(F)ec2)C=10)Ccleceencl)C 22 223
S1(=0)(=0)C=C(Nc2clcc(OCC(=0)NC)cc2)C=1C(=0)N(c2¢(cc(F)cc2)C=10)Cclecc(F)ecl 25 224
S(=0)(=0)(Nc1ce2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2¢(cc(F)cc2)C=10)CCC(C)C)C 41 225
S(=0)(=0)(NCc1cc2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(cc(F)cc2)C=10)Cclccc(F)ecl)C 68 226
S1(=0)(=0)C=C(Nc2clcc(0)cc2)C=1C(=0)N(c2c(cc(F)ee2)C=10)Cclcce(F)cel 69 227
S(=0)(=0)(N(C)c1cc2S(=0)(=0)C=C(Nc2cc1)C=1C(=0)N(c2c(cc(F)cc2)C=10)Cclccc(F)ecl)C 106 228
S1(=0)(=0)C=C(Nc2clcc(F)cc2)C=1C(=0)N(c2c(cc(F)cc2)C=10)Cclecc(F)ecl 148 229
S1(=0)(=0)C=C(Nc2clcc(cc2)CHN)C=1C(=0)N(c2c(cc(F)cc2)C=10)Cclccc(F)ccl 694 230
S1(=0)(=0)C=C(Nc2clccec2)C=1C(=O0)N(c2c(cc(F)ecc2)C=10)Cclcee(F)cel 705 231
sleencl [C@@H]IN(C(=0)c2ccec(cc2)C(F)(F)F)[C@](C[C@@H]1C(0)=0)(CC(C)C)C(0)=0 400 232
FC(F)(F)clcee(cel)C(=O)N1[C@@H](C(C)C)[C@H](C[C@@]1(CC(C)C)C(0)=0)C(0)=0 500 233
slccecl [C@@H]IN(C(=0)c2cc(ccc2)C(F)(F)F)[C@](C[C@@H]1C(0)=0)(CC(C)C)C(0)=0 600 234
Clelee(ceel CHC(=O)N1[C@H]([C@H](C[C@@]1(CC(C)C)C(0)=0)C(0)=0O)clscccl 600 235
FC(F)(F)clcee(cel)C(=O)N1[C@H]([C@H](C[C@@]1(CC(C)C)C(0)=0)C(0)=0)clcceccl 700 236
slececl [C@@H]IN(C(=0)c2c3c(cec2)ecee3)[C@I(C[C@@H]1C(0)=0)(CC(C)C)C(0)=0 700 237
FC(F)(F)clcee(cel)C(=O)N1[C@H]([C@H](C[C@@]1(CC(C)C)C(0)=0)C(0)=0O)cInccecl 700 238
FC(F)(F)clcee(cel)C(=O)N1[C@H]([C@H](C[C@@]1(CC(C)C)C(0)=0)C(0)=0O)clocccl 800 239
Clelcee(ce])[C@@H]IN(C(=0)c2cce(cc2)C(F)(F)F)[C@](C[C@@H]1C(0)=0)(CC(C)C)C(0)=0 900 240
FC(F)(F)clcee(cel)C(=O)N1[C@H]([C@H](C[C@@]1(CC(C)C)C(0)=0)C(0)=0)clcce(ccl)C 1000 241
Cleleee(cel)C(=O)N1[C@H]([C@H](C[C@@]1(CC(C)C)C(0)=0)C(0)=0)clscccl 1700 242
FC(F)(F)clcee(cel)C(=O)N1[C@H]([C@H](C[C@@]1(Ccleccec1)C(0)=0)C(0)=0)clcccecl 1900 243
slececl [C@@H]IN(C(=0)c2cce([N+](=0)[O-])cc2)[C@](C[C@@H]1C(0)=0)(CC(C)C)C(0)=0 3200 244
FC(F)(F)clcee(cel)C(=O)N1[C@H]([C@H])(C[C@@]1(CCCC)C(0)=0)C(0)=0)clcceecl 3300 245
FC(F)(F)clcee(cel)C(=0)N1C[C@H](C[C@H]1C(0)=0)C(0)=0 7600 246
slececl [C@@H]IN(C(=0)c2ccecc2)[ C@](C[C@@H]1C(0)=0)(CC(C)C)C(0)=0 11400 247
Clclee(cecl CHC(=O)NIC[C@H](C[C@H]1C(0)=0)C(0)=0 12000 248
S1(=0)(=0)N=C(NC2=C1C(=0)NC=C2)C=1C(=0)N(c2c(cccc2)C=10)CCC(C)C 16 249
S1(=0)(=0)N=C(Nc2clcncc2)C=1C(=O)N(c2c(ccec2)C=10)CCC(C)C 20 250
s1c2NC(=NS(=0)(=0)c2cc1)C=1C(=0)N(c2c(ccec2)C=10)CCC(C)C 20 251




s1c2c¢(N(CCC(C)C)C(=0)C(C=3Nc4c(S(=0)(=0)N=3)ccccd)=C20)cc] 48 252
S1(=0)(=0)N=C(Nc2nccee12)C=1C(=0)N(c2¢(ceec2)C=10)CCC(C)C 51 253
Cle15c2NC(=NS(=0)(=0)c2¢1)C=1C(=0)N(c2c(ceee2)C=10)CCC(C)C 57 254
S1(=0)(=0)N=C(NC=2CCN(CC1=2)CCCAN)C=1C(=0)N(c2¢(ccee2)C=10)CCC(C)C 132 255
$1c2N(CCC(C)C)C(=0)C(C=3Nc4c(S(=0)(=0)N=3)ccccd)=C(0)c2ccl 132 256
S1(=0)(=0)N=C(Nc2n(nc(c12)C)C)C=1C(=0)N(c2¢(cccc2)C=10)CCC(C)C 200 257
S1(=0)(=0)N=C(Nc2cl ccee2)C=1 C(=0)N(c2ncecc2C=10)CCC(C)C 212 258
$1(=0)(=0)N=C(NC=2CCN(CC1=2)CC(0)=0)C=1C(=0)N(c2¢c(cccc2)C=10)CCC(C)C 276 259
$1(=0)(=0)N=C(NC=2CCN(CC1=2)CCC(=0)N)C=1C(=0)N(c2¢(ccce2)C=10)CCC(C)C 288 260
S1(=0)(=0)N=C(NC=2CCN(CC1=2)CCcl[nH]nnn1)C=1C(=0)N(c2c(ccce2)C=10)CCC(C)C 289 261
S1(=0)(=0)N=C(NC=2CCNCC1=2)C=1C(=0)N(c2¢c(ccce2)C=10)CCC(C)C 604 262
S1(=0)(=0)N=C(NC=2CCN(CC1=2)CC)C=1C(=0)N(c2¢(cccc2)C=10)CCC(C)C 679 263
S1(=0)(=0)N=C(NC=2CCN(CC1=2)CCCN)C=1C(=0)N(c2c(ccee2)C=10)CCC(C)C 728 264
S1(=0)(=0)N=C(NC=2CCN(CC1=2)C(=0)NC)C=1C(=0)N(c2¢c(ccec2)C=10)CCC(C)C 774 265
S1(=0)(=0)N=C(NC=2CCN(CC1=2)CC(OC)=0)C=1C(=0)N(c2c(ccce2)C=10)CCC(C)C 879 266
$1(=0)(=0)N=C(NC=2CCN(CC1=2)C(=0)Ncl cceee1)C=1C(=0)N(c2¢(ceec2)C=10)CCC(C)C 975 267
$1(=0)(=0)N=C(NC=2CCN(CC1=2)C(=0)C)C=1C(=0)N(c2c(ccce2)C=10)CCC(C)C 1527 268
S1(=0)(=0)N=C(Nc2cl cccc2)C=1C(=0)N(c2n(ncc2C=10)C)CCC(C)C 3337 269
slceccl C1=NN(CC2CCCC2)C(=0)C(=C10)C=INc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 10 270
slcneel C1=NN(CCC(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 10 271
S(=0)(=0)(Nc1cc2S(=0)(=0)N=C(Nc2cc1)C1=C(0)C(=NN(CCC(C)C)C1=0)clcc[nH]c1)C 10 272
sleeeclC1=NN(CCC(C)(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 10 273
sleecelC1=NN(CCC(CC)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 11 274
sleeeel C1=NN(Ce2ecece2)C(=0)C(=C10)C=1Nc2c(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 11 275
Clelce(cecl FYCNIN=C(C(0)=C(C1=0)C=1Nc2c(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2)c 1 scecl 12 276
sleeeel C1=NN(CC2(CC2)C(F)(F)F)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 13 277
sleecelC1=NN(CC(C)(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 14 278
slcecel C1=NN(CCC2CCCC2)C(=0)C(=C10)C=INc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 18 279
slcecel C1=NN(CCC(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)CCN)cc2 19 280
slcecel C1=NN(CCC(CC)(C)C)C(=0)C(=C10)C=1Nc2c(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 19 281
slceccl C1=NN(CCC(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(N(S(=0)(=0)C)C)cc2 23 282
slceeel C1=NN(CC2(CCC2)C(F)(F)F)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 | 23 283
slceeel C1=NN(CC(CC)(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 24 284
sleecelC1=NN(CCOC)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 27 285
sleecelC1=NN(CCC(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C1CC1)cc2 27 286
sleeeelC1=NN(CCC(OC)(C)C)C(=0)C(=C10)C=1Nc2¢(S(=0)(=0)N=1)cc(NS(=0)(=0)C)cc2 27 287
S(=0)(=0)(Nc1¢c2S(=0)(=0)N=C(Nc2cc1)C1=C(0)C(=NN(CCC(C)C)C1=0)\C=C(\C)/C)C 29 288
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