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Table S1. Experimental (Observed column) and predicted (Predicted column) activity pICso for
compounds used for developing the 3D-QSAR model. (Note: a) compounds included in the training
set; b) compounds included in the tests set; (Note: * compounds used for the decoys generation).

Observed | Observed | Predicted
Compounds Note
1Cso(LM) PI1Cso pICso
C1CCN1Cc(cn2)cc(C#N)c2-c3cec(cc3)C(=0)Nc4c(N)cceccs
1 ) 0.01 2.000 1.830 a*
(Andrews and Gibson, et al., 2008)
clccec(N)c1INC(=0)c(cc2)ccc2-c3c(C#N)cc(cn3)CN4CCN(CC4)CC
2 . 0.01 2.000 1.880 a*
(Andrews and Gibson, et al., 2008)
clccec(N)cINC(=0)c(cc2)ccc2-c3c(C#N)cc(cn3)CN4CCN(CC4)C(C)C
3 ) 0.01 2.000 1.970 a*
(Andrews and Gibson, et al., 2008)
clcescl-c(ccc2N)cc2NC(=0)c3cec(cc3)NC(=0)C
4 0.007 2.155 1.710 a*
(Methot and Chakravarty, et al., 2008)
clcsccl-c(ccc2N)cc2NC(=0)c3cec(cc3)NC(=0)C
5 0.007 2.155 1.890 a*
(Methot and Chakravarty, et al., 2008)
clcccccl-c(c2)cec(0)c2NC(=0)c3ccc(cc3)CNcdcenecd
6 0.01 2.000 1.530 a*
(Kattar, et al., 2009)
clcccecl-c(c2)cec(N)c2NC(=0)c3ccc(cc3)CNecdccnecd
7 0.01 2.000 1.580 b*
(Kattar, et al., 2009)
clcccecl-c(c2)cec(N)c2NC(=0)c3cec(cc3)CN(C)cdcenccs
8 0.01 2.000 2.020 a*
(Kattar, et al., 2009)
clcccecl-c(c2)cec(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCC45NCCC5
9 0.008 2.097 1.790 b*
(Kattar, et al., 2009)
slcceccl-c(c2)cec(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCC45NCCC5
10 0.004 2.398 2.130 a*
(Kattar, et al., 2009)
clscccl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCC45NCCC5
11 0.008 2.097 2.250 a*
(Kattar, et al., 2009)
clcccecl-c(c2)cec(N)c2NC(=0)c3ccc(cc3)C(=0)N(CC4)CCCA5NCCC5
12 0.008 2.097 2.070 a*
(Kattar, et al., 2009)
C1CNCC12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5ceess
13 0.008 2.097 1.930 b*
(Methot and Hamblett, et al., 2008)
C1CNCC12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5cesch
14 0.01 2.000 2.060 a*
(Methot and Hamblett, et al., 2008)
C1CN(C(=0)C)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncacc(cccaN)-c5ceess
15 0.009 2.046 2.090 b*
(Methot and Hamblett, et al., 2008)
C1CN(S(=0)(=0)C)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncdec(cccaN)-
16 c5cces5 0.008 2.097 2.190 ax
(Methot and Hamblett, et al., 2008)
OCCN(CC1)CC12CCN(CC2)c(nc3)ccec3C(=0)Ncdcc(cccaN)-c5ceess
17 0.006 2.222 2.140 a*
(Methot and Hamblett, et al., 2008)
18 CC(=0)N(C1)CCC12CCCN(C2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5ceess 0.008 2.097 2.060 a*
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(Methot and Hamblett, et al., 2008)

C1NC(=0)NC12CCN(CC2)c(nc3)ccc3C(=0)Ncacc(cccaN)-c5ceess

19 0.007 2.155 2.280 a*
(Methot and Hamblett, et al., 2008)
C10C(=0)NC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5cees5
20 0.008 2.097 2.130 a*
(Methot and Hamblett, et al., 2008)
NclcccccINC(=0)c2ccc(cc2)CNC(=0)0Cc3ccenc3
21 Entinostat 0.273 0.564 0.410 a
(Li et al., 2015)
NclcccecclNC(=0)c2ccc(cc2)CNe3ncec(n3)-c4ccencd
22 Mocetinostat 0.098 1.01 0.800 a
(Lietal., 2013)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)Nc3ccecec3)C(=0)Ncdcccecd
23 o 0.041 1.387 1.320 a
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)Nc3ccec(c3)C#N)C(=0)Ncdcc(C#N
24 ycccd 0.034 1.469 1.280 a*
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)Nc3cec(F)cc3)C(=0)Ncdcec(F)ccs
25 - 0.063 1.201 1.350 b
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)Nc3cc(F)cecec3)C(=0)Ncacc(F)cecc4
26 o 0.056 1.252 1.210 a
(Siliphaivanh et al.,2007)
NclccececcINC(=0)c2ccc(cc2)C(C(=0)Nc3cc(0C)ccc3)C(=0)Nc4cc(0C)cc
27 c4 0.035 1.456 1.380 a*
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)Nc3c(0OC)cccc3)C(=0)Ncdccccc40C
28 o 0.047 1.328 1.320 a
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)Nc(cc3)cc(c34)OCCO04)C(=0)Nc(c5
29 )cce(c56)0CCO6 0.021 1.678 1.550 a*
(Siliphaivanh et al.,2007)
NclccececcINC(=0)c2ccc(cc2)C(C(=0)Nc3cc(ccc3)N4CCOCC4)C(=0)Nc5c
30 ccc(c5)N6CCOCCh 0.045 1.347 1.280 a
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)Nc3ccec(c34)ccen4)C(=0)Nc5ceec(
31 €56)ccen6 0.103 0.987 1.060 b
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)N(C)c3ccccec3)C(=0)Nc4cccccs
32 o 0.196 0.708 0.790 a
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(C(=0)N(C)c3ccccc3)C(=0)N(C)clcccecd
33 - 7.195 -0.857 -0.810 a
(Siliphaivanh et al.,2007)
NcilcccccINC(=0)c2ccc(cc2)C(C(=0)NCc3cccec3)C(=0)NCcécccccs
34 0.199 0.701 0.630 a

(Siliphaivanh et al.,2007)
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NclcccecclNC(=0)c2ccc(cc2)C(C(=0)NCCCc3ccececc3)C(=0)NCCCc4ccecc
35 4 0.229 0.640 0.690
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)C(F)(C(=0)Nc3cccec3)C(=0)Ncdcccecd
36 o 0.048 1.319 1.100
(Siliphaivanh et al.,2007)
NclccceccINC(=0)c2ccc(cc2)C(0)(C(=0)Nc3cccec3)C(=0)Ncdccceccs
37 o 0.094 1.027 0.740
(Siliphaivanh et al.,2007)
NclcccecclNC(=0)c2ccc(cc2)C(C)(C(=0)Nc3cccec3)C(=0)Nc4ccceccs
38 o 0.198 0.703 0.660
(Siliphaivanh et al.,2007)
NclccecccINC(=0)c2ccc(cc2)CC(C(=0)Nc3ccecec3)C(=0)Ncdccceccd
39 o 0.047 1.328 0.600
(Siliphaivanh et al.,2007)
NclccceccINC(=0)c2ccc(cc2)CC(C)(C(=0)Nc3cccee3)C(=0)Nc4cccecs
40 S 0.200 0.699 0.430
(Siliphaivanh et al.,2007)
NclcccccINC(=0)c2ccc(cc2)CNC(=0)c(c3)c(=0)oc(c34)cc(cc4)OCCC
41 . 0.87 0.060 0.270
(Abdizadeh et al., 2017)
NclcccccINC(=0)c2ccc(cc2)CNC(=0)c(c3)c(=0)oc(c34)cc(ccd)OCc5cec(
42 Br)cc5 0.50 0.301 0.330
(Abdizadeh et al., 2017)
NclccecccINC(=0)c2ccc(cc2)CNC(=0)c(c3)c(=0)oc(c34)cc(cc4)OCc5cec(
43 cc5)0C 0.71 0.149 0.100
(Abdizadeh et al., 2017)
NcilcccccINC(=0)c2ccc(cc2)CNC(=0)c(c3)c(=0)oc(c34)cc(ccd)OCc5eec(
44 Clc(Cl)cs 0.47 0.328 0.330
(Abdizadeh et al., 2017)
NclcccccINC(=0)c2ccc(nc2)N(C)CCN(C)C(=0)0Cc3cccec3
45 0.963 0.016 0.070
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N3CCN(CC3)C(=0)0Cc4cccecc4d
46 0.168 0.775 1.010
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N3CCN[C@H](C3)C
47 0.435 0.362 0.520
(Hamblett et al., 2007)
NcilcccccINC(=0)c2cce(nc2)N3CCN([C@H](C3)C)C(=0)0C(C)(C)C
48 0.242 0.616 0.930
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N3CCN([C@H](C3)C)C(=0)0Cc4cccccs
49 0.073 1.137 1.100
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N3CCN([C@@H](C3)C)C(=0)0Cc4cccccs
50 0.040 1.398 1.140
(Hamblett et al., 2007)
NcilcccccINC(=0)c2ccc(nc2)N(C3)CCN(C3(C)C)C(=0)0Cc4cccccs
51 0.169 0.772 0.860
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N3[C@H](C)CN([C@H](C3)C)C(=0)0Cc4cc
52 cccd 0.255 0.593 0.510
(Hamblettet al., 2007)
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NclcccccINC(=0)c2ccc(nc2)N3CCN([C@H](C3)C(C)C)C(=0)0Cc4cccccd
53 0.326 0.487 0.740
(Hamblett et al., 2007)
NclccceccINC(=0)c2ccc(nc2)N(C3)CCN(C3(C)C)C(=0)0CCc4cccccs
54 0.077 1.114 0.830
(Hamblett et al., 2007)
NclccceccINC(=0)c2ccc(nc2)N(C3)CCN(C3(C)C)S(=0)(=0)c4cccccs
55 0.149 0.827 0.950
(Hamblett et al., 2007)
NclcccecclNC(=0)c2cecc(nc2)N3CCN([C@H](C3)C)C(=0)Nc4cccccs
56 0.075 1.125 0.910
(Hamblett et al., 2007)
NclcccecclNC(=0)c2ccc(nc2)N3CCN([C@H](C3)C)C(=0)NCc4cccccd
57 0.039 1.409 1.300
(Hamblett et al., 2007)
NclcccccINC(=0)c2cecc(nc2)N3CCN([C@H](C3)C)C(=0)NCc4ccc(ccd)0C
58 0.047 1.328 1.360
(Hamblett et al., 2007)
NclccecccINC(=0)c2cce(nc2)N3CCN([C@H](C3)C)C(=0)N[C@H](C)c4cc
59 cccd 0.101 0.996 1.280
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N3CCN([C@H](C3)C)C(=0)N[C@@H](C)c4
60 cceec4d 0.047 1.328 1.270
(Hamblett et al., 2007)
NclccecccINC(=0)c2cce(nc2)N3CCN([C@H](C3)C)C(=0)NCCc4ccccc4d
61 0.047 1.328 1.240
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC3)CC(N34)CCCC4
62 0.588 0.231 0.250
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC3)Cc(n34)nccd-c5ccececcs
63 0.139 0.857 0.580
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC3)Cc(n34)ncc4Ccheccecs
64 0.222 0.654 0.460
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(C(C34)CC4)CCN3C(=0)0Cc5cccecs
65 0.140 0.854 1.050
(Hamblettet al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(c(c34)ccccd)CCN3C(=0)0Cc5cccecs
66 0.092 1.036 1.080
(Hamblett et al., 2007)
NcilcccccINC(=0)c2ccc(nc2)N3CCN[C@H](C3)CCC
67 0.304 0.517 0.600
(Hamblett et al., 2007) (Ref9)
NclcccccINC(=0)c2ccc(nc2)N3CCN[C@H](C3)CCCC
68 0.301 0.521 0.440
(Hamblett et al., 2007) (Ref9)
NclcccccINC(=0)c2ccc(nc2)N3[C@H](C)CN[C@H](C3)C
69 0.582 0.235 0.300
(Hamblett et al., 2007)
NclcccccINC(=0)c2cce(nc2)N(C3)CCNC3(C)C
70 0.529 0.277 0.600
(Hamblett et al., 2007)
NcilcccccINC(=0)c2ccc(nc2)N3CC(C)NC(C3)C
71 0.821 0.086 0.400
(Hamblett et al., 2007)
72 Nc1lcccecINC(=0)c2ccc(nc2)N3CCN(C(=0)OC(C)(C)C)C(C3)Cc4cccecsd 0.352 0.453 0.600
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(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC34)C(C4)CN3
73 0.307 0.513 0.390 b
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC34)C(C4)CN3C(=0)0C(C)(C)C
74 0.189 0.724 0.940 b
(Hamblett et al., 2007)
NclccceccINC(=0)c2cecc(nc2)N(CC34)C(C4)CN3C(=0)0Cc5cccecs
75 0.068 1.167 1.250 a
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC34)C(C4)CN3Cc5cececs
76 0.235 0.629 0.390 b
(Hamblett et al., 2007)
NclccceccINC(=0)c2ccc(nc2)N(CC34)C(C4)CN3C(=0)CCc5ccececs
77 0.167 0.777 0.750 a
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC34)C(CN3)CC4
78 0.405 0.393 0.590 a
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC34)C(CC4)CN3C(=0)0C(C)(C)C
79 0.669 0.175 0.480 a
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC34)C(CC4)CN3C(=0)0Cc5cccecs
80 0.067 1.174 0.860 b
(Hamblett et al., 2007)
NclccececcINC(=0)c2ccec(nc2)N(CC34)C(CC4)CN3C(=0)0Cc5ccencs
81 0.091 1.041 0.930 a
(Hamblett et al., 2007)
NclceecccINC(=0)c2cec(nc2)N(CC34)CC(CC4)N3C(=0)0C(C)(C)C
82 0.167 0.777 0.990 b
(Hamblett et al., 2007)
NclcccccINC(=0)c2ccc(nc2)N(CC34)CC(CC4)N3C(=0)0Cc5cccccs
83 0.082 1.086 1.110 a
(Hamblett et al., 2007)
NclcccccINC(=0)c2nccec2
84 2.455 -0.390 -0.310 a
(Andrews and Stokes, et al., 2008)
NclcccccINC(=0)c2ccc(cc2)-c3scen3
85 0.123 0.910 0.650 a
(Andrews and Stokes, et al., 2008)
NclcccccINC(=0)c2ccc(cc2)C3CCN(CC3)Cc4cccccsd
86 0.045 1.347 1.120 a
(Andrews and Stokes, et al., 2008)
NclcccccINC(=0)c2ccc(cc2)C3CCN(C)CC3
87 0.138 0.860 0.990 b
(Andrews and Stokes, et al., 2008)
NcilcccccINC(=0)c2ccc(cc2)-c3ncc(s3)CN4CCCCC4
88 0.022 1.658 1.570 a*
(Andrews and Stokes, et al., 2008)
NclcccccINC(=0)c2ccc(cc2)-c3ncc(s3)CNCC
89 0.038 1.420 1.450 b
(Andrews and Stokes, et al., 2008)
NclcccccINC(=0)c2ccc(cc2)-c3ncc(s3)CNCCC
90 0.028 1.553 1.420 a*
(Andrews and Stokes, et al., 2008)
NcilcccccINC(=0)c2ccc(cc2)C3CCN(CC3)CCC(=0)Nc4c(F)ccccs
91 0.068 1.167 1.050 a
(Andrews and Stokes, et al., 2008)
NcilcccccINC(=0)c2ccc(cc2)C3CCN(CC3)Ceéccc(ccd)C(=0)N(C)C
92 0.085 1.071 1.140 a
(Andrews and Stokes, et al., 2008)
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NclcccccINC(=0)c2ccc(cc2)C3CCN(CC3)Cc4ccc(cc4)C(=0)NC5CC5h
93 0.058 1.237 1.180 a
(Andrews and Stokes, et al., 2008)
NclcccccINC(=0)c2ccc(cc2)C3CCN(CC3)Ccéccc(ccd)C(=0)NCC
94 0.035 1.456 1.130 b*
(Andrews and Stokes, et al., 2008)
NclccceccINC(=0)c2ccc(cc2)C3CCN(CC3)Cc4ccc(ccd)C(=0)NC
95 0.031 1.509 1.150 b*
(Andrews and Stokes, et al., 2008)
NclcccecclNC(=0)c2ccc(cc2)-c3c(C#N)cc(cn3)N
96 ] 0.012 1.921 1.670 a*
(Andrews and Gibson, et al., 2008)
C1CCN1Cc(cn2)cc(C)c2-c3ccc(cec3)C(=0)Nc4c(N)cceccs
97 ) 0.021 1.678 1.660 a*
(Andrews and Gibson, et al., 2008)
C1CCN1Cc(cn2)cc(Cl)c2-c3ccc(cec3)C(=0)Ncac(N)ccecs
98 _ 0.019 1.721 1.620 a*
(Andrews and Gibson, et al., 2008)
C1CCN1Cc(cn2)cc(F)c2-c3cec(cec3)C(=0)Ncac(N)ccecs
99 ] 0.05 1.301 1.410 a
(Andrews and Gibson, et al., 2008)
clccec(N)cINC(=0)c(cc2)cecc2-c3c(C)ecc(ecn3)CN4CCN(CC4)CC
100 ] 0.019 1.721 1.710 a*
(Andrews and Gibson, et al., 2008)
clccec(N)cINC(=0)c(cc2)ccc2-c3c(Cl)cc(cn3)CN4CCN(CC4)CC
101 ) 0.016 1.796 1.730 a*
(Andrews and Gibson, et al., 2008)
clccec(N)c1INC(=0)c(cc2)cecc2-c3c(F)ecc(en3)CN4CCN(CC4)CC
102 _ 0.038 1.420 1.330 a
(Andrews and Gibson, et al., 2008)
cleccec(N)c1INC(=0)c(cc2)ccc2-c3c(C)cc(cn3)CN4CCN(CC4)C(C)C
103 ) 0.019 1.721 1.790 a*
(Andrews and Gibson, et al., 2008)
clcccc(N)cINC(=0)c(cc2)cecc2-c3¢(Cl)cc(cn3)CN4CCN(CC4)C(C)C
104 ] 0.013 1.886 1.700 a*
(Andrews and Gibson, et al., 2008)
clccec(N)cINC(=0)c(cc2)cecc2-c3c(F)ecc(cn3)CN4CCN(CC4)C(C)C
105 ) 0.033 1.481 1.250 b*
(Andrews and Gibson, et al., 2008)
slccccl-c(ccc2N)cc2NC(=0)c3ccc(cc3)CN(CCO)Cc(c4)ccc(c45)0C05
106 ) 0.06 1.222 1.410 a
(Hirata, et al., 2012)
NclcccccINC(=0)c2ccc(cc2)CN(CCO)Cc(c3)cec(c34)0C04
107 ] 1.17 -0.068 0.250 a
(Hirata, et al., 2012)
slccccl-c(ccc2N)cc2NC(=0)c3ccc(cc3)CNC(=0)CC
108 ] 0.04 1.398 1.500 a
(Hirata, et al., 2012)
slccccl-c(ccc2N)cc2NC(=0)c3ccc(cc3)CNC(=0)N4CCOCC4
109 ) 0.10 1.000 1.120 a
(Hirata, et al., 2012)
slccccl-c(ccc2N)cc2NC(=0)c3ccc(cc3)CNC(=0)N4CCN(C(=0)C4=0)CC
110 _ 0.05 1.301 0.960 a
(Hirata, et al., 2012)
slccccl-c(ccc2N)cc2NC(=0)c3ccc(cc3)CNC(=0)N4CCN(C)CCc4
111 ) 0.08 1.097 1.140 a
(Hirata, et al., 2012)
clcccecl-c(ccc20)cc2NC(=0)c3ccccc3
112 0.058 1.237 1.090 b
(Methot and Chakravarty, et al., 2008)
113 clceeccl-c(cec20)cc2NC(=0)c3cecen3 0.31 0.509 0.760 a
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(Methot and Chakravarty, et al., 2008)
clcccecl-c(ccc20)cc2NC(=0)c3ccenc3
114 0.068 1.167 0.980
(Methot and Chakravarty, et al., 2008)
clcccecl-c(ccc20)cc2NC(=0)c3ccncc3
115 0.075 1.125 0.960
(Methot and Chakravarty, et al., 2008)
clcccecl-c(ccc20)cc2NC(=0)c3scec3
116 0.13 0.886 1.070
(Methot and Chakravarty, et al., 2008)
clcccecl-c(ccc20)cc2NC(=0)c(c3)sc(c34)ccccs
117 0.13 0.886 1.240
(Methot and Chakravarty, et al., 2008)
clcccecl-c(ccc20)cc2NC(=0)c3ccco3
118 0.13 0.886 0.860
(Methot and Chakravarty, et al., 2008)
clcccccl-c(ccc20)cc2NC(=0)c3ccno3
119 0.10 1.000 0.800
(Methot and Chakravarty, et al., 2008)
clcccecl-c(ccc20)cc2NC(=0)CCCc3ccccc3
120 0.61 0.215 0.110
(Methot and Chakravarty, et al., 2008)
clcccecl-c(ccc20)cc2NC(=0)C/C=C/c3ccccc3
121 1.2 -0.079 0.230
(Methot and Chakravarty, et al., 2008)
clcoccl-c(ccc2N)cc2NC(=0)c3ccenc3
122 0.16 0.796 0.430
(Methot and Chakravarty, et al., 2008)
clcnenl-c(ccc2N)cc2NC(=0)c3ceenc3
123 1.00 0.000 0.090
(Methot and Chakravarty, et al., 2008)
clcncccl-c(ccc2N)cc2NC(=0)c3ceenc3
124 0.65 0.187 0.360
(Methot and Chakravarty, et al., 2008)
C1CCCN1c(ccc2N)cc2NC(=0)c3ccenc3
125 0.67 0.174 0.500
(Methot and Chakravarty, et al., 2008)
clcc(F)cecl-c(ccc2N)cc2NC(=0)c3ccenc3
126 0.14 0.854 0.460
(Methot and Chakravarty, et al., 2008)
clcc(N)cecl-c(ccc2N)cc2NC(=0)c3ceenc3
127 0.33 0.481 0.150
(Methot and Chakravarty, et al., 2008)
clcc(N(C)C)cecl-c(ccc2N)cc2NC(=0)c3ccenc3
128 53 -0.724 -0.650
(Methot and Chakravarty, et al., 2008)
N#CCc(ccl)ceccl-c(ccc2N)cc2NC(=0)c3ccenc3
129 0.25 0.602 0.210
(Methot and Chakravarty, et al., 2008)
clcc(CN)cccl-c(ccc2N)cc2NC(=0)c3cecenc3
130 2.1 -0.322 -0.020
(Methot and Chakravarty, et al., 2008)
clncceclC(=0)Nc2cc(ccc2N)-c3ccc(cec3)CCC(=0)0C
131 15 -0.176 0.160
(Methot and Chakravarty, et al., 2008)
clncccclC(=0)Nc2cc(ccc2N)-c3ccc(cc3)N4CCN(CC4)c5cccecs
132 50 -1.699 -2.070
(Methot and Chakravarty, et al., 2008)
NclcccccINC(=0)c2ccccc2
133 2.4 -0.380 -0.030
(Methot and Chakravarty, et al., 2008)
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clcceecl-c(ccc2N)cc2NC(=0)c3cccec3
134 0.060 1.222 0.940 a
(Methot and Chakravarty, et al., 2008)
clcescl-c(ccc2N)cc2NC(=0)c3cccec3
135 0.048 1.319 0.900 b
(Methot and Chakravarty, et al., 2008)
clcceecl-
136 c(ccc2N)cc2NC(=0)c3cce(nc3)N4CCN([C@H](C4)C)C(=0)0Cc5cccecs 0.059 1.229 1.410 a
(Methot and Chakravarty, et al., 2008)
NclccccclNC(=0)c2ccc(cc2)NC(=0)C
137 (CI-994) 0.57 0.244 0.790 a
(Methot and Chakravarty, et al., 2008)
clcccecl-c(ccc20)cc2NC(=0)c3ccc(cc3)NC(=0)C
138 0.018 1.745 1.850 a*
(Methot and Chakravarty, et al., 2008)
clcccccl-c(ccc2N)cc2NC(=0)c3ccc(cc3)NC(=0)C
139 0.028 1.553 1.800 b*
(Methot and Chakravarty, et al., 2008)
NclcccccINC(=0)c2ccc(cc2)CNCc3cec(cc3)-cdcccss
140 . 1.00 0.000 0.070 a
(Kiyokawa, et al., 2010)
NclccecccINC(=0)c2ccc(cc2)CNCc(s3)cc(c34)cceccd
141 _ 11 -0.041 0.020 a
(Kiyokawa, et al., 2010)
NclccecccINC(=0)c2ccc(cc2)CNCe3cc(ccc3)-c4cccs4
142 _ 33 -0.519 -0.460 a
(Kiyokawa, et al., 2010)
NclcccccINC(=0)c2ccc(cc2)CNCc3cec(cc3)-c4ccceccd
143 . 0.9 0.046 0.170 b
(Kiyokawa, et al., 2010)
NcilcccccINC(=0)c2ccc(cc2)CN(C)Cc3ccc(cc3)-c4cccsd
144 ] 10 -1.000 -0.810 a
(Kiyokawa, et al., 2010)
NclccecccINC(=0)c2ccc(cc2)CN(S(=0)(=0)C)Cc3ccc(cc3)-c4ccecsd
145 _ 1.2 -0.079 0.070 a
(Kiyokawa, et al., 2010)
NclccecccINC(=0)c2ccc(cc2)CN(C(=0)N(C)C)Cc3ccc(cc3)-c4cccs4
146 _ 0.8 0.097 0.130 a
(Kiyokawa, et al., 2010)
NclcccccINC(=0)c2ccc(cc2)CN(CCO)Cc3cec(cc3)-c4cccss
147 . 0.8 0.097 0.010 b
(Kiyokawa, et al., 2010)
NcilcccccINC(=0)c2ccc(cc2)CN(CCO)Cc3cec(cc3)-c4ccceccd
148 . 0.7 0.155 0.860 b
(Kiyokawa, et al., 2010)
clcccecl-c(c2)cec(0)c2NC(=0)c3cec(cc3)CNCC(C)C
149 0.112 0.951 1.250 b
(Kattar, et al., 2009)
clcccecl-c(c2)ccc(0)c2NC(=0)c3cec(cc3)CNCc4cncccd
150 0.032 1.495 1.740 b*
(Kattar, et al., 2009)
clcccecl-c(c2)cec(0)c2NC(=0)c3ccc(cc3)CNC(C)cdccnecsd
151 0.013 1.886 2.080 a*
(Kattar, et al., 2009)
c1c(Cl)ccc(0O)cINC(=0)c2ccc(cc2)CNc3cenec3
152 5.032 -0.702 -0.740 a
(Kattar, et al., 2009)
153 c1c(F)ccc(0)cINC(=0)c2ccc(cc2)CNe3cencc3 2.013 -0.304 -0.320 a
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clc(Br)ccc(0)cINC(=0)c2ccc(cc2)CNe3cenec3
154 5.223 -0.718 -0.700 a
(Kattar, et al., 2009)
clccec(0)cINC(=0)c2ccc(cc2)CNe3cencc3
155 1.568 -0.195 -0.350 a
(Kattar, et al., 2009)
COc(c1)ccc(0)cINC(=0)c2ccc(cc2)CNe3cencc3
156 7.964 -0.901 -0.490 a
(Kattar, et al., 2009)
clcccccl-c(c2)cec(N)c2NC(=0)c3cec(cc3)CNCc4c(C)n(C)ncd
157 0.013 1.886 1.860 a*
(Kattar, et al., 2009
clcccecl-c(c2)cec(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCC45CNCCS
158 0.033 1.481 1.650 a*
(Kattar, et al., 2009)
clccec(F)cl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCCA5NCCC5
159 0.016 1.796 2.110 a*
(Kattar, et al., 2009)
clccc(F)ccl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCC45NCCCS
160 0.047 1.328 2.180 b
(Kattar, et al., 2009)
clcc(F)cecl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCC4A45NCCCS
161 0.013 1.886 1.730 a*
(Kattar, et al., 2009)
slccecl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)C(=0)N(CC4)CCCA45NCCC5
162 0.011 1.959 1.980 b*
(Kattar, et al., 2009)
clccec(F)cl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)C(=0)N(CC4)CCC45NCCC5
163 0.011 1.959 2.040 a*
(Kattar, et al., 2009)
clcc(F)cecl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)C(=0)N(CC4)CCC45NCCC5
164 0.012 1.921 1.640 a*
(Kattar, et al., 2009)
c1nccecc1COC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)ccec3
165 ] 0.74 0.131 0.290 a
(Mahboobi, et al., 2009)
clnccccl-c(en2)cnc2Nce3cc(ccc3C)NC(=0)c4ccc(s4)C(=0)Nc5¢c(N)ccecs
166 _ 0.23 0.638 0.720 a
(Mahboobi, et al., 2009)
clnccecl-c2nc(sc2)Nc3cc(ccc3C)NC(=0)cdcccc(c4)C(=0)Nc5¢c(N)ccecs
167 _ 0.17 0.770 0.890 a
(Mahboobi, et al., 2009)
clnccccl-c2nc(sc2)Ne3cc(cecc3)NC(=0)cdcccc(nd)C(=0)Nc5c(N)ccecs
168 ] 0.45 0.347 0.360 a
(Mahboobi, et al., 2009)
clnccccl-c2nc(sc2)Ne3cc(ccc3C)NC(=0)cdcccc(n4)C(=0)Nc5c(N)ccecs
169 ] 0.31 0.509 0.290 b
(Mahboobi, et al., 2009)
clnccccl-c2nc(sc2)Ne3cc(ccc3C)NC(=0)c4ccc(s4)C(=0)Nc5¢c(N)ccecs
170 _ 1.13 -0.053 0.200 a
(Mahboobi, et al., 2009)
clcccccIN(CNC2=0)C23CCN(CC3)c(nc4)ccc4C(=0)Nc5cceccec5N
171 0.039 1.409 1.520 a
(Methot and Hamblett, et al., 2008)
clccececlS(=0)(=0)N(C2)CCC23CN(CC3)c(ncd)ccc4C(=0)Nc5ccccc5N
172 0.120 0.921 0.940 a
(Methot and Hamblett, et al., 2008)
clccec(NC2)c1C23CCN(CC3)c(ncd)ccc4C(=0)Nc5cccecc5N
173 0.130 0.886 0.940 b
(Methot and Hamblett, et al., 2008)
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clccecc(CNC2)c1C23CCN(CC3)c(nc4)ccc4C(=0)Nc5ccccc5N
174 0.089 1.051 1.080 a
(Methot and Hamblett, et al., 2008)
slccccl-c(ccc2N)cc2NC(=0)c3ceenc3
175 0.065 1.187 0.580 a
(Methot and Hamblett, et al., 2008)
C1CNCC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cccccaN
176 0.160 0.796 0.630 b
(Methot and Hamblett, et al., 2008)
C1CNCC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5cccecs
177 0.011 1.959 1.890 b*
(Methot and Hamblett, et al., 2008)
C1CNCC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5en(C)ncs
178 0.036 1.444 1.480 a
(Methot and Hamblett, et al., 2008)
C1CNCC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5cc[nHIn5
179 0.018 1.745 1.590 a*
(Methot and Hamblett, et al., 2008)
C1CNCC12CCN(CC2)c(nc3)ccec3C(=0)Nc4cc(cccaN)-c5¢en(en5)C
180 0.022 1.658 1.690 a*
(Methot and Hamblett, et al., 2008)
CCNC(=0)N(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5cees5
181 0.014 1.854 1.830 a*
(Methot and Hamblett, et al., 2008)
nlcccnclN(CC2)CC23CCN(CC3)c(nc4)ccc4C(=0)Nc5cc(ccc5N)-c6ececsb
182 0.028 1.553 1.590 a*
(Methot and Hamblett, et al., 2008)
FC(F)(F)CN(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(ccc4N)-c5cees5
183 0.017 1.770 1.980 b*
(Methot and Hamblett, et al., 2008)
OC(=0)CN(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(ccc4N)-c5cees5
184 0.017 1.770 1.770 a*
(Methot and Hamblett, et al., 2008)
NC(=0)CN(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5ccess
185 0.013 1.886 1.790 b*
(Methot and Hamblett, et al., 2008)
CC(=0)N(C1)CCC12CN(CC2)c(nc3)ccc3C(=0)Ncacc(cccaN)-c5ceesh
186 0.012 1.921 1.950 a*
(Methot and Hamblett, et al., 2008)
CC(=0)N(C1)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncacc(cccaN)-c5ccess5
187 0.023 1.638 1.910 b*
(Methot and Hamblett, et al., 2008)
C1CCN(C(=0)C)C12CCN(CC2)c(nc3)ccc3C(=0)Ncacc(cccaN)-c5ceess
188 0.023 1.638 1.940 a*
(Methot and Hamblett, et al., 2008)
C1CCC(=0)C12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5ccess
189 0.013 1.886 1.740 a*
(Methot and Hamblett, et al., 2008)
C1CCC(0)C12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5ceesh
190 0.029 1.538 2.020 b*
(Methot and Hamblett, et al., 2008)
C1CNC(=0)C12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5cees5
191 0.021 1.678 1.950 a*
(Methot and Hamblett, et al., 2008)
C1NC(=0)C12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5cees5
192 0.011 1.959 2.110 b*
(Methot and Hamblett, et al., 2008)
C1C(=0)NCC12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5cees5
193 0.013 1.886 2.000 a*
(Methot and Hamblett, et al., 2008)
194 N1CNC(=0)C12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5cees5 0.011 1.959 2.280 b*
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(Methot and Hamblett, et al., 2008
clcccccINC(=0)CNCCCC(=0)Nc2cccece2N
195 ) 9.2 -0.964 -0.890
(Rajak, et al., 2012)
Brclccc(ccl)NC(=0)CNCCCC(=0)Nc2ccccc2N
196 _ 1.7 -0.230 -0.160
(Rajak, et al., 2012)
Clclcecccc1NC(=0)CNCCCC(=0)Nc2ccccc2N
197 . 2.9 -0.462 -0.470
(Rajak, et al., 2012)
Clclccec(c1)NC(=0)CNCCCC(=0)Nc2cccce2N
198 . 1.8 -0.255 -0.060
(Rajak, et al., 2012)
Clclcec(ccl)NC(=0)CNCCCC(=0)Nc2ccccc2N
199 ) 14 -0.146 -0.140
(Rajak, et al., 2012)
O=[N+]([0-])clcccccINC(=0)CNCCCC(=0)Nc2ccccc2N
200 _ 3.1 -0.491 -0.360
(Rajak, et al., 2012)
O=[N+]([O-])clcccc(cl)NC(=0)CNCCCC(=0)Nc2cccce2N
201 ) 2.3 -0.362 -0.120
(Rajak, et al., 2012)
O=[N+]([0-])clccc(ccl)NC(=0)CNCCCC(=0)Nc2ccccc2N
202 ) 0.9 0.046 -0.230
(Rajak, et al., 2012)
COclcec(ccl)NC(=0)CNCCCC(=0)Nc2cccecc2N
203 _ 3.6 -0.556 -0.710
(Rajak, et al., 2012)
clcccccINC(=0)CNc2ccec(cc2)C(=0)Nc3c(N)cceec3
204 _ 7.4 -0.869 -0.670
(Rajak, et al., 2012)
Brclccc(ccl)NC(=0)CNc2cec(cc2)C(=0)Nc3c(N)ccee3
205 . 1.6 -0.204 -0.500
(Rajak, et al., 2012)
ClclcccccINC(=0)CNc2cec(cc2)C(=0)Ne3c(N)ccee3
206 ) 2.9 -0.462 -0.400
(Rajak, et al., 2012)
Clclceec(c1)NC(=0)CNc2cec(cc2)C(=0)Nc3c(N)ccee3
207 ) 25 -0.398 -0.590
(Rajak, etal., 2012)
O=[N+]([0-])clcccccINC(=0)CNc2ccc(cc2)C(=0)Nc3c(N)ccee3
208 _ 2.00 -0.301 -0.550
(Rajak, et al., 2012)
COclccc(ccl)NC(=0)CNc2cec(cc2)C(=0)Nc3c(N)ceee3
209 ) 3.1 -0.491 -0.490
(Rajak, et al., 2012)
Cclccc(ccl)NC(=0)CNc2ccc(cc2)C(=0)Nc3c(N)ccec3
210 ) 4.5 -0.653 -0.480
(Rajak, et al., 2012)
Clclcec(Cl)c(c1)NC(=0)CNc2cec(cc2)C(=0)Nc3c(N)ccee3
211 ) 8.6 -0.934 -0.710
(Rajak, et al., 2012)
clccec(N)cINC(=0)\C=C\c(cc2)ccc2-c3nnc(03)Ccécccc(c45)ccecs
212 1.00 0.000 -0.220
(Valente, et al., 2014)
clccec(N)cINC(=0)\C=C\c(cc2)ccc2-c3nnc(03)Cc(c4)ccc(ca5)ccecs
213 2.4 -0.380 -0.570
(Valente, et al., 2014)
clccec(N)cINC(=0)\C=C\c(cc2)ccc2-c3nnc(03)Ccdc[nH]c(c45)ccccs
214 15 -0.176 -0.200
(Valente, et al., 2014)
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clccec(N)c1INC(=0)\C=C\c(cc2)ccc2Cc3nnc(03)Cc4cccc(c45)ccecs
215 4.1 -0.613 -0.620
(Valente, et al., 2014)
clccec(N)cINC(=0)c(cc2)cecc2-c3nnc(o3)Ccédcccc(c45)cececs
216 0.3 0.523 0.250
(Valente, et al., 2014)
clccec(N)cINC(=0)c(cc2)ccc2Ce3nnc(03)Ccécccc(cd5)ccecs
217 0.2 0.699 0.240
(Valente, et al., 2014)
s1lcencl1C(=0)NCCCCCC(=0)Nc2ccc(F)ce2N
218 18 -1.255 -1.480
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)C(C)c(c23)ccec3
219 0.371 0.431 0.720
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)c(0C)ccc3
220 0.299 0.524 0.570
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)c(ccc3)0CC
221 0.262 0.582 0.590
(Rusche, et al., 2016)
NclccccclNC(=0)CCCCCNC(=0)C(=N2)Cc(c23)c(F)ccc3
222 0.436 0.361 0.540
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)c(Cl)ccc3
223 0.254 0.595 0.530
(Rusche, et al., 2016)
NclcecececcINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)cc(cc3)OC(F)(F)F
224 0.550 0.260 0.380
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)cc(C)cc3
225 0.426 0.371 0.470
(Rusche, et al., 2016)
NcilcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)cc(F)cc3
226 0.384 0.416 0.350
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)cc(Cl)cc3
227 0.203 0.693 0.610
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)cccc30C
228 0.392 0.407 0.490
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)cccc3C
229 0.059 1.229 0.640
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)cccc3F
230 0.079 1.102 1.180
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)ccc(c3)N(C)C
231 0.081 1.092 1.260
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)c(OC(F)F)ccc3
232 0.041 1.387 1.500
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(n2C)cc(c23)ccec3
233 0.135 0.870 0.580
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(n2C)cc(c23)cc(F)cc3
234 0.081 1.092 0.810
(Rusche, et al., 2016)
235 Nc1eecccINC(=0)CCCCCNC(=0)c(n2C)ce(c23)cc(Clyce3 0.061 1.215 0.770
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(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(n2CCOC)cc(c23)cccc3
236 0.195 0.710 0.850
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2ccccc2CC
237 3.756 -0.575 -0.570
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2ccec(c2)N(C)C
238 0.585 0.233 0.270
(Rusche, et al., 2016)
NclcccecINC(=0)CCCCCNC(=0)C=2CN=c(c23)c(0C)ccc3
239 0.196 0.708 0.520
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cc2)cc(c23)n(C)cc3
240 0.378 0.423 0.540
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(ccc2)c(c23)[nH]c(C)c3C
241 0.207 0.684 0.600
(Rusche, et al., 2016)
clccc(OC(F)(F)F)cc1C(=0O)NCCCCCC(=0)Nc2c(N)ccec2
242 0.468 0.330 0.250
(Rusche, et al., 2016)
FC(F)(F)Oc(cc1)ccc1C(=0)NCCCCCC(=0)Nc2c(N)cccc2
243 0.501 0.300 0.180
(Rusche, et al., 2016)
clccec(c12)n(C)cc2C(=0)NCCCCCC(=0)Nc3c(N)ccee3
244 0.174 0.759 0.600
(Rusche, et al., 2016)
CCOc(ccl)ec(c12)CC(=N2)C(=0)NCCCCCC(=0)Nc3c(N)ccee3
245 0.359 0.445 0.590
(Rusche, et al., 2016)
CCNc(ccl)ccc1C(=0)NCCCCCC(=0)Nc2c(N)ccec2
246 0.403 0.395 0.660
(Rusche, et al., 2016)
Cc1c(C)[nH]c(c12)cce(c2)C(=0)NCCCCCC(=0)Nc3c(N)cecee3
247 0.270 0.569 0.070
(Rusche, et al., 2016)
clccc(Cl)c(c12)=NCC=2C(=0)NCCCCCC(=0)Nc3c(N)cccc3
248 0.172 0.764 0.700
(Rusche, et al., 2016)
clcc(C)cecc1C(=0)NCCCCCC(=0)Nc2c(0O)ccec2
249 0.224 0.650 0.760
(Rusche, et al., 2016)
c1c(C)cccc1C(=0)NCCCCCC(=0)Nc2c(N)ccec2
250 0.527 0.278 0.250
(Rusche, et al., 2016)
Cclcc(C)cecc1C(=0)NCCCCCC(=0)Nc2c(N)cceec2
251 2.143 -0.331 -0.210
(Rusche, et al., 2016)
clcc(C(F)F)ccc1C(=0)NCCCCCC(=0)Nc2c(N)ccec2
252 0.362 0.441 0.180
(Rusche, et al., 2016)
clcc(C(C)(C)0)ccc1C(=0)NCCCCCC(=0)Nc2c(N)ccec2
253 0.402 0.396 0.430
(Rusche, et al., 2016)
C1CCN1c(cc2)ccc2C(=0)NCCCCCC(=0)Nc3c(N)ccee3
254 0.272 0.565 0.530
(Rusche, et al., 2016)
C1CN(C)CCN1c(c2)cccc2C(=0)NCCCCCC(=0)Nc3c(N)ccee3
255 0.365 0.438 0.400
(Rusche, et al., 2016)
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C1CN(C)CCN1c2cccecc2C(=0)NCCCCCC(=0)Nc3c(N)ccee3
256 3.581 -0.554 -0.650
(Rusche, et al., 2016)
C1COCCN1c(cc2)ccc2C(=0)NCCCCCC(=0)Nc3c(N)ccec3
257 0.334 0.476 0.560
(Rusche, et al., 2016)
clccec(Cl)c1C(=0)NCCCCCC(=0)Nc2c(N)ccecec2
258 2.035 -0.309 -0.150
(Rusche, et al., 2016)
clc(F)c(F)ccc1C(=0)NCCCCCC(=0)Nc2c(N)cccc2
259 0.772 0.112 -0.200
(Rusche, et al., 2016)
clccee(c12)=NCC=2C(=0)NCCCCCC(=0)Nc3c(N)cccc3
260 0.246 0.609 0.470
(Rusche, et al., 2016)
COc(c1)cece(c12)=NCC=2C(=0)NCCCCCC(=0)Nc3c(N)cccc3
261 0.218 0.662 0.640
(Rusche, et al., 2016)
C1CCCCC1c2cccecc2C(=0)NCCCCCC(=0)Nc3c(N)ccee3
262 2.768 -0.442 -0.260
(Rusche, et al., 2016)
clccec(COC)c1C(=0)NCCCCCC(=0)Nc2c(N)ccec2
263 3.278 -0.516 -0.370
(Rusche, et al., 2016)
clcc(OC)cc(c12)=NCC=2C(=0)NCCCCCC(=0)Nc3c(N)cccc3
264 0.248 0.606 0.450
(Rusche, et al., 2016)
N1=CCc(c12)c(ccc2)C(=0)NCCCCCC(=0)Nc3c(N)cccc3
265 0.524 0.281 0.150
(Rusche, et al., 2016)
Cnlcee(c12)c(ccc2)C(=0)NCCCCCC(=0)Nc3c(N)ccee3
266 0.448 0.349 0.340
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(c2)cec(c23)[nH]cc3
267 0.210 0.678 0.370
(Rusche, et al., 2016)
clen(C)c(cl2)cee(c2)C(=0)NCCCCCC(=0)Nc3c(N)ccec3
268 0.218 0.662 0.280
(Rusche, et al., 2016)
clccec(c12)n(C)nc2C(=0)NCCCCCC(=0)Nc3c(N)ccee3
269 0.299 0.524 0.530
(Rusche, et al., 2016)
cln[nH]c(c12)c(ccc2)C(=0)NCCCCCC(=0)Nc3c(N)ccee3
270 0.371 0.431 0.480
(Rusche, et al., 2016)
C=CCclccccclC(=0)NCCCCCC(=0)Nc2c(N)ccec2
271 2.698 -0.431 -0.440
(Rusche, et al., 2016)
CCOclccececc1C(=0)NCCCCCC(=0)Nc2c(N)ccec2
272 0.549 0.260 0.360
(Rusche, et al., 2016)
CCCOclccececclC(=0)NCCCCCC(=0)Nc2c(N)ccec2
273 0.399 0.399 0.290
(Rusche, et al., 2016)
clccec(SCC)c1C(=0)NCCCCCC(=0)Nc2c(N)cceec2
274 1.333 -0.125 -0.140
(Rusche, et al., 2016)
0=5(=0)(C)clccccc1C(=0)NCCCCCC(=0)Nc2c(N)cccec2
275 4.447 -0.648 -0.190
(Rusche, et al., 2016)
276 N#Cclccccc1C(=0)NCCCCCC(=0)Nc2c(N)ccee? 0.426 0.371 0.090
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(Rusche, et al., 2016)
0O=C(C)clccccclC(=0)NCCCCCC(=0)Nc2c(N)ccec2
277 2.644 -0.422 -0.370
(Rusche, et al., 2016)
clccececlC(=0)c(ccec2)c2C(=0)NCCCCCC(=0)Nc3c(N)ccee3
278 2.720 -0.435 -0.430
(Rusche, et al., 2016)
clecceecl-c2ccccc2C(=0)NCCCCCC(=0)Nc3c(N)cecee3
279 5.732 -0.758 -0.830
(Rusche, et al., 2016)
FC(F)Oclccccc1C(=0)NCCCCCC(=0)Nc2c(N)ccec2
280 1.479 -0.170 0.030
(Rusche, et al., 2016)
COCCOc1ccccc1C(=0)NCCCCCC(=0)Nc2c(N)cceec2
281 2.396 -0.379 -0.310
(Rusche, et al., 2016)
FC(F)(F)clccccclC(=0)NCCCCCC(=0)Nc2c(N)ccec2
282 3.564 -0.552 -0.490
(Rusche, et al., 2016)
Fclcccecc1C(=0)NCCCCCC(=0)Nc2c(N)ccecec2
283 1.135 -0.055 -0.230
(Rusche, et al., 2016)
COclcccecc1C(=0)NCCCCCC(=0)Nc2c(N)ccee2
284 0.674 0.171 -0.080
(Rusche, et al., 2016)
Brclccccc1C(=0)NCCCCCC(=0)Nc2c(N)cccec2
285 2.719 -0.434 -0.160
(Rusche, et al., 2016)
COclccee(c12)=NCC=2C(=0)NCCCCCC(=0)Nc3c(N)cccc3
286 0.197 0.706 0.500
(Rusche, et al., 2016)
clc[nH]c(c12)c(ccc2)C(=0)NCCCCCC(=0)Nc3c(N)cceec3
287 0.278 0.556 0.360
(Rusche, et al., 2016)
cin[nH]c(c12)cc(cc2)C(=0)NCCCCCC(=0)Nc3c(N)ccee3
288 0.582 0.235 0.100
(Rusche, et al., 2016)
COc(c1)cce(c12)CC(=N2)C(=0)NCCCCCC(=0)Nc3c(N)ccee3
289 0.193 0.714 0.860
(Rusche, et al., 2016)
clcc(NC)ccclC(=0)NCCCCCC(=0)Nc2c(N)ccec2
290 0.449 0.348 0.090
(Rusche, et al., 2016)
C1CC1Nc(cc2)ccc2C(=0)NCCCCCC(=0)Nc3c(N)cceec3
291 0.315 0.502 -0.010
(Rusche, et al., 2016)
C1CN(C)CCN1c(cc2)ccc2C(=0)NCCCCCC(=0)Nc3c(N)ccec3
292 0.445 0.352 0.190
(Rusche, et al., 2016)
clc(C)cec(c12)CC(=N2)C(=0)NCCCCCC(=0)Nc3c(N)ccec3
293 0.177 0.752 0.650
(Rusche, et al., 2016)
CCOc(ccl)cc(c12)cc(n2C)C(=0)NCCCCCC(=0)Nc3c(N)ccee3
294 0.327 0.485 0.500
(Rusche, et al., 2016)
Cc1c(C)[nH]c(c12)cc(cc2)C(=0)NCCCCCC(=0)Nc3c(N)cecee3
295 0.201 0.697 0.750
(Rusche, et al., 2016)
clc(C)cec(c12)n[nH]c2C(=0)NCCCCCC(=0)Nc3c(N)ccec3
296 0.220 0.658 0.720
(Rusche, et al., 2016)
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c1c(Cl)cec(c12)=NCC=2C(=0)NCCCCCC(=0)Nc3c(N)cccc3
297 0.263 0.580 0.490 a
(Rusche, et al., 2016)
clc[nH]c(c12)cc(cc2)C(=0)NCCCCCC(=0)Nc3c(N)ccee3
298 0.234 0.631 0.120 b
(Rusche, et al., 2016)
clccececlS(=0)(=0)NCCCCCC(=0)Nc2c(N)cceec2
299 7.00 -0.845 -0.850 a
(Rusche, et al., 2016)
clec(C)ececc1C(=0)NCCCCCCC(=0)Nc2c(N)cececec2
300 0.19 0.721 0.220 b
(Rusche, et al., 2016)
clccec(c12)ec(02)C(=0)NCCCCCC(=0)Nc3c(N)cc(F)cec3
301 0.76 0.119 0.30 a
(Rusche, et al., 2016)
clcc(C)cecc1C(=0)NCCCCCC(=0)Nc2c(0O)cc(F)cec2
302 1.00 0.00 -0.11 b
(Rusche, et al., 2016)
nlccccc1C(=0)NCCCCCC(=0)Nc2c(N)cc(F)cc2
303 3.890 -0.59 -0.55 a
(Rusche, et al., 2016)
clncccclC(=0)NCCCCCCC(=0)Nc2cc(ccc2N)-c3cces3
304 0.021 1.678 1.72 a*
(Rusche, et al., 2016)
clcc(F)ccc1C(=0)NCCCCCC(=0)Nc2cceccc2N
305 1.8 -0.255 -0.03 a
(Rusche, et al., 2016)
clcc(Cl)ccclC(=0)NCCCCCC(=0)Nc2cecccec2N
306 0.7 0.155 0.25 b
(Rusche, et al., 2016)
clec(OC)cecc1C(=0)NCCCCCC(=0)Nc2ccccc2N
307 1.7 -0.230 -0.18 a
(Rusche, et al., 2016)
c1c(Cl)ccecc1C(=0)NCCCCCC(=0)Nc2cccce2N
308 2 -0.301 -0.11 a
(Rusche, et al., 2016)
clcc(N(C)C)ccc1C(=0)NCCCCCC(=0)Nc2ccceec2N
309 1.00 0.00 0.160 b
(Rusche, et al., 2016)
clcc(C(C)(C)C)cecc1C(=0)NCCCCCC(=0)Nc2cccecec2N
310 0.6 0.222 0.45 b
(Rusche, et al., 2016)
clcc(C(F)(F)F)ccclC(=0)NCCCCCC(=0)Nc2ccccc2N
311 11 -0.041 -0.08 a
(Rusche, et al., 2016)
clcc([N+]([0-]1)=0)ccclC(=0)NCCCCCC(=0)Nc2cccecc2N
312 1.2 -0.079 0.05 b
(Rusche, et al., 2016)
[O-1[N+](=0)c(cl)cccc1C(=0)NCCCCCC(=0)Nc2ccecc2N
313 0.8 0.097 0.01 b
(Rusche, et al., 2016)
FC(F)(F)c(cl)cccc1C(=0)NCCCCCC(=0)Nc2ccccc2N
314 0.7 0.155 0.00 a
(Rusche, et al., 2016)
clcc(C#N)ccclC(=0)NCCCCCC(=0)Nc2ccecec2N
315 0.7 0.155 -0.14 b
(Rusche, et al., 2016)
c1c(Cl)cc(Cl)cc1C(=0)NCCCCCC(=0)Nc2cccecc2N
316 0.4 0.398 0.270 b
(Rusche, et al., 2016)
317 clcesc1C(=0)NCCCCCC(=0)Nc2cccce2N 0.649 0.188 0.13 a




Molecules 2020, Supplementary Materials S18 of S33
(Rusche, et al., 2016)
clcc(C)cecc1C(=0)NCCCCCC(=0)Nc2cc(c(F)cc2N)-n3ccen3
318 0.442 0.355 0.210
(Rusche, et al., 2016)
01C0c(c12)c(N)c(cc2)NC(=0)CCCCCNC(=0)c3ccc(C)ec3
319 2.89 -0.461 -0.5
(Rusche, et al., 2016)
nlccscl1C(=0)NCCCCCC(=0)Nc2ccccc2N
320 0.973 0.012 -0.030
(Rusche, et al., 2016)
n1c(C)csc1C(=0)NCCCCCC(=0)Nc2cccece2N
321 0.721 0.142 0.470
(Rusche, et al., 2016)
nlcc(C)sc1C(=0)NCCCCCC(=0)Nc2cccce2N
322 0.816 0.088 -0.100
(Rusche, et al., 2016)
clcc(Cl)ec(Cl)c1C(=0)NCCCCCC(=0)Nc2cccecc2N
323 2.270 -0.356 -0.230
(Rusche, et al., 2016)
clcc(S(=0)(=0)C)ccclS(=0)NCCCCCC(=0)Nc2c(N)ccec2
324 0.57 0.244 0.140
(Rusche, et al., 2016)
clcc(S(=0)(=0)N)ccc1C(=0)NCCCCCC(=0)Nc2c(N)ccecc2
325 1.104 -0.043 -0.03
(Rusche, et al., 2016)
clencecclC(=0)NCCCCCC(=0)Nc2c(N)cecec2
326 1.260 -0.100 -0.150
(Rusche, et al., 2016)
nlccncclC(=0)NCCCCCC(=0)Nc2c(N)ccec2
327 2.045 -0.311 -0.410
(Rusche, et al., 2016)
c1nnccclC(=0)NCCCCCC(=0)Nc2c(N)cccec2
328 2.565 -0.409 -0.460
(Rusche, et al., 2016)
clccoc1C(=0)NCCCCCC(=0)Nc2cceccc2N
329 0.99 0.004 0.130
(Rusche, et al., 2016)
clcocc1C(=0)NCCCCCC(=0)Nc2ccccc2N
330 1.24 -0.093 -0.040
(Rusche, et al., 2016)
clcscclC(=0)NCCCCCC(=0)Nc2cceccc2N
331 0.76 0.119 0.000
(Rusche, et al., 2016)
[nH]1cccc1C(=0)NCCCCCC(=0)Nc2c(N)ccec2
332 0.463 0.334 0.240
(Rusche, et al., 2016)
[nH]1cnncl1C(=0)NCCCCCC(=0)Nc2c(N)cccc2
333 2.689 -0.43 -0.20
(Rusche, et al., 2016)
Nclccccc1NC(=0)CCCCCNC(=0)c2oncc2
334 1.372 -0.137 -0.230
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2ncsc2
335 1.039 -0.017 -0.090
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2cc(ncc2)N3CCCCC3
336 0.238 0.623 0.620
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2n[nH]c(c2)-c3cccec3
337 0.388 0.411 0.490
(Rusche, et al., 2016)
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NclcccccINC(=0)CCCCCNC(=0)c(cc2)cc(c23)0CCOo3
338 0.754 0.123 0.420
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(c2)oc(c23)cccc3
339 0.418 0.379 0.440
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cc2)cc(c23)scn3
340 0.433 0.364 0.570
(Rusche, et al., 2016)
NclccccclNC(=0)CCCCCNC(=0)CCC(=0)c2cccs2
341 0.78 0.108 0.060
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cc2)cc(c23)non3
342 1.238 -0.093 -0.150
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cc2)cc(c23)ncen3
343 1.027 -0.012 -0.220
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cc2)cc(c23)ncec3
344 0.617 0.210 -0.190
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(c2)ccc(c23)cccc3
345 0.187 0.728 0.550
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cc2)cc(c23)NC(=0)C3
346 0.725 0.140 0.120
(Rusche, et al., 2016)
NclceccccINC(=0)CCCCCNC(=0)c2cc(ccc2)-c3nnn[nH]3
347 0.466 0.332 0.290
(Rusche, et al., 2016)
NclceccccINC(=0)CCCCCNC(=0)c2ccc(cc2)-c3nnn[nH]3
348 0.371 0.431 0.440
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)CCc2oc(cn2)-c3cccec3
349 0.312 0.506 0.460
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(no2)cc2-c3cscc3
350 0.484 0.315 0.370
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C(=N2)Cc(c23)cc(cc3)0C
351 0.258 0.588 0.720
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2noc(c2)C3CC3
352 0.673 0.172 0.040
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2n[nH]c(c23)ccec3
353 0.107 0.971 0.310
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(nc2)cc(c23)ccec3
354 0.264 0.578 0.550
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cn2)cc(c23)cccc3
355 0.479 0.320 0.160
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cnn2)c(c23)cccc3
356 4,312 -0.635 -0.490
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c(cn2)nc(c23)cccc3
357 0.388 0.411 0.410
(Rusche, et al., 2016)
358 Nc1ccccclNC(=0)CCCCCNC(=0)c2csc(n2)-c3cence3 0.3 0.523 0.580
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(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2sc(nc2C)-c3cncec3
359 0.352 0.453 0.430
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2ccc(cc2)-n3ccec3
360 0.258 0.588 0.020
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)C2CCN(CC2)c3ccncc3
361 1.725 -0.237 -0.290
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCCNC(=0)c2c(C)nc(s2)-c3ceceen3
362 0.483 0.316 0.450
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCNC(=0)C(=N2)Cc(c23)cc(cc3)0C
363 3.709 -0.569 -0.630
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCNC(=0)c(c2)ccc(c23)ncs3
364 11.39 -1.057 -1.150
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCNC(=0)c2nc(sc2)-c3ccnec3
365 2.766 -0.442 -0.510
(Rusche, et al., 2016)
NclcccccINC(=0)CCCCNC(=0)c2cenc(c2)N3CCCCC3
366 18.24 -1.261 -1.220
(Rusche, et al., 2016)
NclccecccINC(=0)CCCCNC(=0)c(c2)ccc(c23)0CCO3
367 4.615 -0.664 -0.050
(Rusche, et al., 2016)
NclccccclNC(=0)CCCCNC(=0)C2=NN=C(C2)c3ccccc3
368 2.026 -0.307 0.060
(Rusche, et al., 2016)
NcilcccccINC(=0)CCCCNC(=0)c2cc(no2)-c(cn3)cn3C
369 7.274 -0.862 -0.800
(Rusche, et al., 2016)
clcc(C)cccINC(=0)CCCCCC(=0)Nc2cccecc2N
370 3.050 -0.484 -0.510
(Rusche, et al., 2016)
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Table S2. Experimental (Observed column) and predicted (Predicted column) activity pICso for
compounds included in the external test set. (Note: * compounds used for the decoys generation).

Observed | Observed | Predicted
Compounds Note
1Cso(LM) pICso pICso

NclccecccINC(=0)c2cec(cc2)CCNC(=0)/C=C/c(cn3)n(c34)cccc4d
371 ] 0.217 0.66 0.34
(Lietal., 2015)

NclccecccINC(=0)c2ccc(cc2)CCNC(=0)/C=C/c(c(n3)C)n(c34)ccccd
372 . 0.169 0.77 0.35
(Lietal., 2015)

Nclcc(F)cccINC(=0)c2ccc(cc2)CNC(=0)/C=C/c(cn3)n(c34)ncccd
373 ] 0.131 0.81 0.28
(Lietal., 2015)

NclccecccINC(=0)c2ccc(cc2)CNe3nc(cen3)-c(cn4)n(c45)cench
374 . 0.110 0.96 0.81
(Lietal., 2013)

NclcccccINC(=0)c2ccc(cc2)CNe3nc(cen3)-c(c(n4)C)n(c45)ccecs
375 . 0.108 0.97 0.69
(Lietal., 2013)

NclcccccINC(=0)c2ccc(cc2)CNe3nc(cen3)-c(c(n4)C)n(c45)ccens
376 ] 0.127 0.90 0.67
(Lietal., 2013)

NclcccccINC(=0)c2ccc(cc2)CNe3nc(cen3)-c(c(n4)C)n(c45)cencs
377 ) 0.097 1.01 0.69
(Lietal., 2013)

NclccececcINC(=0)c2ccc(cc2)CCNe3nc(cen3)-c(c(n4)C)n(c45)ccen5
378 . 0.154 0.81 0.96
(Lietal., 2013)

Nclccc(F)cc1NC(=0)c2cec(cc2)CNe3nc(cen3)-c(c(n4)C)n(c45)ccecs
379 ] 0.097 1.01 0.75
(Lietal., 2013)

Nclcc(F)cccINC(=0)c2cec(cc2)CNe3nc(cen3)-c(c(n4)C)n(c45)ccecs
380 ) 0.135 0.87 0.71
(Lietal., 2013)

NclccceccINC(=0)c2ccc(cc2)CNe3nc(cen3)-c(c(n4)C)n(c45)cc(Br)ccs
381 . 0.125 0.90 0.73
(Lietal., 2013)

NclcccccINC(=0)c2ccc(cc2)CSc3[nH]cen3
382 0.5 0.30 0.10
(Frechette et al., 2008)

NcilcccccINC(=0)c2ccc(cc2)CSc3n(C)cen3
383 1 0.00 0.11
(Frechette et al., 2008)

NclcccccINC(=0)c2ccc(cc2)CNe3sc(Br)en3
384 0.4 0.40 0.31
(Frechette et al., 2008)

NclcccccINC(=0)c2ccc(cc2)CNe3n[nH]c(n3)SC
385 0.2 0.70 0.62
(Frechette et al., 2008)

NclcccccINC(=0)c2ccc(cc2)CNe3cec([nH]n3)-c4cccecd
386 0.07 1.15 0.82
(Frechette et al., 2008)

NclcccccINC(=0)c2ccc(cc2)CNe3sc(cn3)-c4ccc(Cl)ccd
387 0.3 0.52 0.52
(Frechette et al., 2008)

NclcccccINC(=0)c2ccc(cc2)CSc(s3)nc(c34)ccc(c4)NCc5ceencs
388 0.8 0.1 0.31
(Frechette et al., 2008)
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NclcccccINC(=0)c2ccc(cc2)CSC3=N[C@H](CN3)c4ccccc4
389 0.24 0.62 0.31
(Marson et al., 2015)

NclccceccINC(=0)c2ccc(cc2)CSC3=N[C@H](CN3)c4cccccs
390 0.38 0.420 0.067
(Marson et al., 2015)

NclcccccINC(=0)c2ccc(cc2)CSC3=N[C@H](CO3)Cc4cccccsd
391 0.70 0.15 0.23
(Marson et al., 2015)

NclccccclNC(=0)c2ccc(cc2)CNC3=N[C@H](CO3)c4ccccc4
392 0.53 0.27 0.42
(Marson et al., 2015)

Nclccececc1NC(=0)c2ccc(cc2)CNC3=NC(CO3)c4ccc(F)ccd
393 0.19 0.72 0.33
(Marson et al., 2015)

NclcccccINC(=0)c2ccc(cc2)CNC3=NC(CO3)c4cc(F)cccs
394 0.24 0.62 0.35
(Marson et al., 2015)

NclcccccINC(=0)c2ccc(cc2)CNC3=NC(CO3)c4ccc(O)ccs
395 0.29 0.54 0.34
(Marson et al., 2015)

NclcccccINC(=0)c2ccc(cc2)CNC3=NC(CO3)c4cccncd
396 0.26 0.58 0.25
(Marson et al., 2015)

NclcccccINC(=0)c2ccc(cc2)CNC3=N[C@H](CO3)Cc4cccccd
397 0.20 0.50 0.57
(Marson et al., 2015)

NclcccccINC(=0)c2ccc(cc2)CNC3=NC[C@@H](0O3)c4ccccc4
398 0.39 0.41 0.36
(Marson et al., 2015)

Nclccccc1NC(=0)c2ccc(cc2)CNC3=N[C@@H](CO3)Cc4c[nH]cn4
399 0.13 0.89 0.48
(Marson et al., 2015)

Fclcce(c(cl)N)NC(=0)c2ccc(cc2)NC(=0)NCc3cccec3
400 0.772 0.11 0.41
(Zhu et al., 2017)

NcilcccccINC(=0)c2ccc(cc2)CNC(=0)Nc3cc(C(F)(F)F)cecec3
401 0.182 0.74 0.37
(Zhu et al., 2017)

NclccceccINC(=0)c2ccc(cc2)CNC(=0)Nc3ccc(C(F)(F)F)cc3
402 0.190 0.72 0.29
(Zhuet et al., 2017)

NclccecccINC(=0)c2ccc(cc2)CNC(=0)Nc3ccc(Cl)ec3
403 0.234 0.63 0.35
(Zhu et al., 2017)

NcilcccccINC(=0)c2ccc(cc2)CNC(=0)Nc3cc(Cl)c(F)cc3
404 0.624 0.20 0.31
(Zhu et al., 2017)

NcilcccccINC(=0)c2ccc(cc2)CNC(=0)Nc3cc(C(F)(F)F)c(Cl)cc3
405 0.211 0.67 0.30
(Zhu et al., 2017)

NclcccccINC(=0)c2ccc(cc2)CNC(=0)NCc3ccccc3
406 0.123 0.91 0.59
(Zhu et al., 2017)

Fclcee(c(cl)N)NC(=0)c2cec(cc2)CNC(=0)NCc3cccec3
407 1.14 -0.06 0.034
(Zhu et al., 2017)

clccec(N)cINC(=0)c2ccc(cc2)CNe3cc(c(C)cc3)Ncdnc(cend)-
408 c5ceencs 0.208 0.68 0.83
(Mahboobi et al., 2009)
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clnccecl-
409 c(cn2)cnc2Ne3ec(cee3)NC(=0)caccec(c4)C(=0)Nc5c(N)ccees 0.76 0.12 0.170
(Mahboobi et al., 2009)
clnccecl-
410 c(cn2)enc2Ne3cc(cec3C)NC(=0)c4ccec(c4)C(=0)Ne5c(N)ccees 0.27 0.57 0.161

(Mahboobi et al., 2009)

clnccecl-
411 c2nc(sc2)Nc3cc(cece3)NC(=0)cdccce(c4)C(=0)Ne5c(N)ccecs 0.23 0.64 0.77
(Mahboobi et al., 2009)

clnccccl-c2nc(sc2)Nc3cc(ccc3)NC(=0)cdccc(s4)C(=0)Nc5c(N)ccecs
412 _ 0.47 0.33 0.16
(Mahboobi et al., 2009)

clencc(n12)nec2-c(n3)ccnc3NCc4cec(cc4)C(=0)Nc5cececec5N
413 . 0.110 0.96 0.81
(Lietal., 2013)

clcceec(n12)nc(C)c2-c(n3)ccnec3NCcéccc(cc4)C(=0)Nc5ceccecc5N
414 . 0.108 0.97 0.75
(Lietal., 2013)

clcenc(n12)nc(C)c2-c(n3)cenc3NCcéccc(ccd)C(=0)Nc5ceccec5N
415 ) 0.127 0.90 0.64
(Lietal., 2013)

clcnee(n12)ne(C)c2-c(n3)cenc3NCcéccc(ccd4)C(=0)Nc5ceecec5N
416 ) 0.097 1.01 0.69
(Lietal., 2013)

NclccecccINC(=0)c(cc2)ccc2CCNe3ncec(n3)-c4c(C)nc(n45)ccecs
417 . 0.131 0.88 1.04
(Lietal., 2013)

NcilcccccINC(=0)c(cc2)ccc2CCNe3nccc(n3)-c4cnc(n45)ncecs
418 ] 0.154 0.81 0.85
(Lietal., 2013)

clccee(n12)nc(C)c2-c(n3)cenc3NCcéccc(ccd)C(=0)Nc5cc(F)cee5N
419 . 0.097 1.01 0.77
(Lietal., 2013)

clccee(n12)nc(C)c2-c(n3)cenc3NCcéccc(ccd)C(=0)Nc5cec(F)cec5N
420 _ 0.135 0.90 0.74
(Lietal., 2013)

clc(Br)ccc(n12)nc(C)c2-c(n3)ccnc3NCc4ccc(cc4)C(=0)Nc5ccececc5N
421 ] 0.125 0.90 0.68
(Lietal., 2013)

clccncc1COC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)ccc(c3)-c4ccscd
422 . 0.0058 2.22 1.75
(Harrington et al., 2013)

clccncc1COC(=0)NCc2ccc(cc2)C(=0)Nc3c(0)ccc(c3)-c4cccecd
423 ) 0.02 1.70 1.49
(Harrington et al., 2013)

CC(C)(C)OC(=0)NCclcee(ccl)C(=0)Nc2c(0O)ccc(c2)-c3cceec3
424 ) 0.07 1.15 1.50
(Harrington et al., 2013)

NCclccc(ccl)C(=0)Nc2c(O)cce(c2)-c3cceec3
425 ] 0.028 1.55 1.23
(Harrington et al., 2013)

COC(=0)NCclccc(ccl)C(=0)Nc2cc(ccc2N)-c3cccec3
426 ] 0.017 1.77 1.34
(Harrington et al., 2013)

CCCOC(=0)NCclccc(ccl)C(=0)Nc2c(N)cee(c2)-c3cccec3
427 ) 0.029 1.54 1.36
(Harrington et al., 2013)
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CC(C)COC(=0)NCc1ccc(ccl)C(=0)Nc2c(N)cec(c2)-c3cccec3
428 ] 0.045 1.35 1.35
(Harrington et al., 2013)

clcencclCCC(=0)NCc2ccec(cc2)C(=0)Nc3cc(cce3N)-c4cccecd
429 ] 0.011 1.96 1.49
(Harrington et al., 2013)

clccecec1COC(=0)NCc2ccc(cc2)C(=0)Nc3cc(ccc3N)-cdccceccd
430 . 0.058 1.24 151
(Harrington et al., 2013)

CC(C)OC(=0)NCclccc(ccl)C(=0)Nc2c(N)cec(c2)-c3cces3
431 ] 0.019 1.72 1.30
(Harrington et al., 2013)

CCCOC(=0)NCc1ccc(cc1)C(=0)Nc2c(N)cee(c2)-c3cecs3
432 ] 0.019 1.72 1.47
(Harrington et al., 2013)

CC(C)COC(=0)NCc1ccc(ccl1)C(=0)Nc2c(N)cec(c)-c3ccecs3
433 ) 0.031 151 1.23
(Harrington et al., 2013)

clccececc1OC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)cce(c3)-c4ccecs4
434 . 0.077 1.11 1.15
(Harrington et al., 2013)

clccccc1COC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)cee(c3)-c4cccs4d
435 . 0.053 1.27 1.33
(Harrington et al., 2013)

CC(=0)NCc1ccc(ccl)C(=0)Nc2c(N)cce(c2)-c3ceceec3
436 ) 0.018 1.74 1.33
(Harrington et al., 2013)

CCC(=0)NCc1lccc(ccl)C(=0)Nc2cc(ccc2N)-c3ceeec3
437 _ 0.017 1.77 1.33
(Harrington et al., 2013)

CC(C)(C)C(=0)NCc1ccc(cc1)C(=0)Nc2c(N)cee(c2)-c3ceecec3
438 . 0.025 1.60 111
(Harrington et al., 2013)

C1CCCCC1C(=0)NCc2ccc(cc2)C(=0)Nc3cc(ccc3N)-c4cccccd
439 . 0.042 1.38 1.24
(Harrington et al., 2013)

C1CCCC1C(=0)NCc2ccc(cc2)C(=0)Nc3c(N)cec(c3)-c4ccceccd
440 ) 0.021 1.68 1.27
(Harrington et al., 2013)

clcceccclCC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)cce(c3)-c4cccecd
441 ) 0.072 1.14 121
(Harrington et al., 2013)

C1CCCCC1C(=0)NCc2ccc(cc2)C(=0)Nc3cc(ccc3N)-c4cccs4
442 . 0.034 1.47 1.12
(Harrington et al., 2013)

C1CCCC1C(=0)NCc2ccc(cc2)C(=0)Nc3c(N)ccc(c3)-c4cccs4
443 ] 0.020 1.70 1.23
(Harrington et al., 2013)

clccenclCC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)ccc(c3)-c4cccecd
444 ) 0.019 1.72 1.65
(Harrington et al., 2013)

clcencclCCC(=0)NCc2ccc(cc2)C(=0)Nc3cc(ccec3N)-c4cccecd
445 ) 0.016 1.79 1.50
(Harrington et al., 2013)

clcnceclCC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)ccc(c3)-c4ccecs4
446 ] 0.018 1.74 1.24
(Harrington et al., 2013)

clcencclCCC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)ccc(c3)-cdcccs4d
447 ] 0.013 1.89 151
(Harrington et al., 2013)

448 C1CCN[C@@H]1C(=0)NCc2ccc(cc2)C(=0)Nc3c(N)cec(c3)-cdcccs4 0.018 1.74 1.44
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(Harrington et al., 2013)

C1CCN[C@@H]1C(=0)NCc2ccc(cc2)C(=0)Nc3c(N)ccc(c3)-cdcccecd
449 ] 0.024 1.62 1.26
(Harrington et al., 2013)

clccenclCOC(=0)NCc2ccc(cc2)C(=0)Nc3cc(ccc3N)-cdcccecd
450 ] 0.020 1.70 1.27
(Harrington et al., 2013)

clenceccINCe2cec(cc2)C(=0)Nc3cc(ccec3N)-c4ccecccd
451 ] 0.010 2 1.61
(Harrington et al., 2013)

clenccclN(C)Cc2cec(cc2)C(=0)Nc3cc(cce3N)-c4cccccd
452 ] 0.010 2 2.02
(Harrington et al., 2013)

Cc1n(C)ncc1CNCc2ccc(cc2)C(=0)Nc3cc(ccc3N)-c4cccccsd
453 ] 0.013 1.89 1.97
(Harrington et al., 2013)

clcccecl-c2cec(N)c(c2)NC(=0)c3cec(cc3)CN(C)CCCNC
454 ) 0.018 1.74 181
(Harrington et al., 2013)

clcccecl-c2cec(N)c(c2)NC(=0)c3cec(cc3)CNCC(C)C
455 . 0.035 1.45 1.30
(Harrington et al., 2013)

clcccecl-c2cec(N)c(c2)NC(=0)c3ccc(cc3)CNC(C)COoC
456 . 0.023 1.64 1.40
(Harrington et al., 2013)

clenceclNCe2ccec(cc2)C(=0)Nc3cc(ccec3N)-c4ccccc4F
457 ) 0.023 1.64 1.63
(Harrington et al., 2013)

clenceclNCe2ccec(cc2)C(=0)Nc3cc(cce3N)-c4ccec(F)cd
458 ) 0.027 1.57 1.67
(Harrington et al., 2013)

clcnccclNCc2ccec(cc2)C(=0)Ne3cec(cce3N)-c4cc(cs4)C
459 . 0.015 1.82 1.46
(Harrington et al., 2013)

clcccecl-c2cec(0)c(c2)NC(=0)c3cec(cc3)CNC4CC4
460 . 0.076 1.12 1.22
(Harrington et al., 2013)

clccccc1NCe2ccec(cc2)C(=0)Nc3cec(ccec30)-c4cccecsd
461 ) 0.089 1.05 1.2
(Harrington et al., 2013)

clcccecl-c2cec(0)c(c2)NC(=0)c3cec(cc3)CNCC4CC4
462 ) 0.072 1.14 1.33
(Harrington et al., 2013)

clcencclCNCc2cec(cc2)C(=0)Nc3cc(ccc30)-c4cceccd
463 ] 0.032 1.49 1.34
(Harrington et al., 2013)

clcnccclNCc2ccec(cc2)C(=0)Nc3cc(ccc30)-cdcccccd
464 ] 0.0099 2.0 1.53
(Harrington et al., 2013)

clcccecl-c2cec(0)c(c2)NC(=0)c3cec(cc3)CNCCNC(C)C
465 ) 0.044 1.36 1.72
(Harrington et al., 2013)

clcccecl-c(ccc20)cc2NC(=0)c3ccc(cc3)CNCCC(C)C
466 ) 0.100 1.00 1.33
(Harrington et al., 2013)

clcccecl-c2cc(c(0)cc2)NC(=0)c3cec(cc3)CN(C)CC
467 ] 0.031 151 1.84
(Harrington et al., 2013)

clcccecl-c2cc(c(0)cc2)NC(=0)c3cec(cc3)CN(C)CCCNC
468 ] 0.018 1.74 1.65
(Harrington et al., 2013)
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clenccclN(C)Cc2cec(cc2)C(=0)Nc3c(O)ccc(c3)-c4ccececs
469 ) 0.013 1.89 2.26
(Harrington et al., 2013)
clcnccclCCN(C)Cc2cec(cc2)C(=0)Nc3c(0)cec(c3)-c4ccceccsd
470 ] 0.033 1.48 1.76
(Harrington et al., 2013)
clcccecl-c2cec(0)c(c2)NC(=0)c3ccc(cc3)CNCCN
471 . 0.072 1.14 1.43
(Harrington et al., 2013)
clecceecl-c2cec(0)c(c2)NC(=0)c3ccc(cc3)CNCCCe4ccnecd
472 ] 0.100 1.00 1.40
(Harrington et al., 2013)
clccececcl-c2cec(0)c(c2)NC(=0)c3ccc(cc3)CNCC4CCN(C4)C
473 ] 0.180 0.74 0.73
(Harrington et al., 2013)
clcccecl-c2cec(0)c(c2)NC(=0)c3ccc(cc3)CNCCnéncccd
474 ) 0.033 1.48 1.95
(Harrington et al., 2013)
clcceecl-c2cc(c(0)cc2)NC(=0)c3cec(cc3)CN(C)Cc4cen(C)nc4d
475 ) 0.024 1.62 1.88
(Harrington et al., 2013)
clccececl[C@@H](COC2=0)N2Cc3ccc(cc3)C(=0)Ncac(N)cecc(cd)-
476 c5cececs 0.064 1.19 1.27
(Harrington et al., 2013)
clccccclC[C@H](COC2=0)N2Cc3ccc(cc3)C(=0)Ncac(N)ccc(c4)-
477 c5cececs 0.089 1.05 1.27
(Harrington et al., 2013)
clcccecclC[C@@H](COC2=0)N2Cc3ccc(cc3)C(=0)Nc4c(N)ccc(c4)-
478 c5cececs 0.096 1.02 131
(Harrington et al., 2013)
clccececcl[C@H](COC2=0)N2Cc3ccc(cc3)C(=0)Nc4c(N)cec(cd)-
479 c5cceecs 0.058 1.24 1.36
(Harrington et al., 2013)
Cn1nnc(c1)CN(C(=0)C)Cc(cc2)ccc2C(=0)Nc3c(N)ccc(c3)-c4scccs
480 . 0.0095 2.04 1.80
(Harrington et al., 2013)
OC(=0)CNCc1lccc(ccl)C(=0)Nc2c(N)cec(c2)-c3cces3
481 . 0.034 1.47 1.46
(Harrington et al., 2013)
OC(=0)CNCc1ccc(ccl)C(=0)Nc2c(N)cec(c2)-c3cesc3
482 ) 0.042 1.38 1.63
(Harrington et al., 2013)
clcencclCN(C(=0)[0-])Cc2ccc(cc2)C(=0)Nc(c3N)cc(cc3)-c4ccceccd
483 ) 0.016 1.80 151
(Harrington et al., 2013)
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Compound

1 C1CCN1Cc(cn2)cc(C#N)c2-c3ccc(cc3)C(=0)Ncdc(N)ccecs

2 clccec(N)cINC(=0)c(cc2)ccc2-c3c(C#N)cc(cn3)CN4CCN(CC4)CC

3 clccec(N)cINC(=0)c(cc2)ccc2-c3c(C#N)cc(cn3)CN4CCN(CC4)C(C)C

4 clcescl-c(ccc2N)cc2NC(=0)c3ccc(cc3)NC(=0)C

5 clesccl-c(ccc2N)cc2NC(=0)c3ccc(cc3)NC(=0)C

6 clcceecl-c(c2)cec(0)c2NC(=0)c3ccc(cc3)CNcdccnccd

7 clcceccl-c(c2)cec(N)c2NC(=0)c3ccc(cc3)CNcdccnecd

8 clcccccl-c(c2)cecc(N)c2NC(=0)c3cec(cc3)CN(C)cdcenccd

9 clecceecl-c(c2)cec(N)c2NC(=0)c3cec(cc3)CN(CC4)CCC45NCCCS

10 slccccl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCC45NCCCS

11 clscccl-c(c2)cecc(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCC45NCCCs

12 cleceecl-c(c2)cec(N)e2NC(=0)c3cee(ce3)C(=0)N(CC4)CCC45NCCC5
13 C1CNCC12CCN(CC2)c(nc3)ccec3C(=0)Ncdcc(cccdN)-c5cecs5

14 C1CNCC12CCN(CC2)c(nc3)ccec3C(=0)Ncdcc(ccc4N)-c5cescs

15 C1CN(C(=0)C)CC12CCN(CC2)c(nc3)ccc3C(=0)Nedcc(cccaN)-c5eecss
16 C1CN(S(=0)(=0)C)CC12CCN(CC2)c(nc3)cce3C(=0)Nedee(cccdN)-c5eeess
17 OCCN(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5ceess

18 CC(=0)N(C1)CCC12CCCN(C2)c(nc3)ccc3C(=0)Ncacc(cccaN)-c5cecess
19 C1NC(=0)NC12CCN(CC2)c(nc3)ccc3C(=0)Nc4cc(cccaN)-c5ccess

20 C10C(=0)NC12CCN(CC2)c(nc3)cce3C(=0)Ncdec(cccaN)-c5cees5

24 NcilcccccINC(=0)c2ccc(cc2)C(C(=0)Nc3ceec(c3)C#N)C(=0)Ncdcc(C#N)cccd
27 NcilcccccINC(=0)c2ccc(cc2)C(C(=0)Nc3cc(0C)ccc3)C(=0)Ncdcc(OC)cccs
29 NcilcccccINC(=0)c2ccc(cc2)C(C(=0)Nc(cc3)cc(c34)OCCO04)C(=0)Nc(c5)ccc(c56)0CCO6
88 Nciccccc1NC(=0)c2ccc(cc2)-c3ncc(s3)CN4CCCCC4

90 NcicccecINC(=0)c2ccc(cc2)-c3nce(s3)CNCCC

94 NclcccccINC(=0)c2ccc(cc2)C3CCN(CC3)Cc4ccc(cc4)C(=0)NCC

95 NcilcccccINC(=0)c2cec(cc2)C3CCN(CC3)Cedecc(ccd)C(=0)NC

96 NclcccecINC(=0)c2cec(cc2)-c3c(C#N)cc(cn3)N

97 C1CCN1Cc(cn2)cc(C)e2-c3cec(ce3)C(=0)Ncdc(N)ccecd

98 C1CCN1Cc(cn2)cc(Cl)c2-c3cec(ce3)C(=0)Ncdc(N)ceecd
100 clccee(N)cINC(=0)c(cc2)cec2-c3¢(C)ec(cn3)CN4CCN(CC4)CC
101 clccee(N)cINC(=0)c(ce2)cec2-c3¢(Cl)ec(cn3)CN4CCN(CC4)CC
103 clccec(N)c1INC(=0)c(cc2)cec2-c3¢(C)ec(cn3)CN4CCN(CC4)C(C)C
104 cleeee(N)cINC(=0)c(cc2)cee2-c3c(Cl)ec(cn3)CNACCN(CC4)C(C)C
105 clccec(N)cINC(=0)c(cc2)cecc2-c3¢(F)ec(cn3)CN4CCN(CC4)C(C)C
138 clceeccl-c(cec20)cc2NC(=0)c3cec(cc3)NC(=0)C
139 clceccel-c(cec2N)cc2NC(=0)c3cec(cc3)NC(=0)C
150 clcceecl-c(c2)cecc(0)c2NC(=0)c3cec(cc3)CNCe4cncecd
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151 clcccecl-c(c2)cec(0)c2NC(=0)c3ccc(cc3)CNC(C)cdceneccd

157 clccecci-c(c2)cec(N)c2NC(=0)c3cec(ce3)CNCeac(C)n(C)ncsd

158 clecccecl-c(c2)cec(N)c2NC(=0)c3cec(cc3)CN(CC4)CCC45CNCCS
159 clccec(F)el-c(c2)ecc(N)c2NC(=0)c3cec(cc3)CN(CC4)CCCA45NCCC5
161 clcc(F)cecl-c(c2)ecc(N)c2NC(=0)c3ccc(cc3)CN(CC4)CCCA45NCCC5
162 slccecl-c(c2)ecc(N)c2NC(=0)c3cec(cec3)C(=0)N(CC4)CCCA45NCCC5
163 clecec(F)cl-c(c2)ccc(N)c2NC(=0)c3cec(cec3)C(=0)N(CC4)CCCA5NCCC5
164 clcc(F)eeccl-c(c2)cce(N)c2NC(=0)c3ccc(cec3)C(=0)N(CC4)CCC45NCCC5
177 C1CNCC12CCN(CC2)c(nc3)ccec3C(=0)Ncdcc(cccaN)-c5cececs

179 C1CNCC12CCN(CC2)c(nc3)ccec3C(=0)Nc4cc(ccc4N)-c5cc[nH]n5
180 C1CNCC12CCN(CC2)c(nc3)cce3C(=0)Ne4cc(cccaN)-c5en(cn5)C
181 CCNC(=0)N(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncacc(cccaN)-c5ccess
182 nlcccncIN(CC2)CC23CCN(CC3)c(ncd)ccc4C(=0)Nc5cc(ccc5N)-c6ecees6
183 FC(F)(F)CN(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncdec(cccdN)-c5ccess
184 OC(=0)CN(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5ccess
185 NC(=0)CN(CC1)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccdN)-c5cccss
186 CC(=0)N(C1)CCC12CN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5ceess
187 CC(=0)N(C1)CC12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5ceess
188 C1CCN(C(=0)C)C12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccdN)-c5ccess
189 C1CCC(=0)C12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5ceess
190 C1CCC(0)C12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccaN)-c5ceess
191 C1CNC(=0)C12CCN(CC2)c(nc3)ccec3C(=0)Necdec(cccaN)-c5cces5s
192 C1NC(=0)C12CCN(CC2)c(nc3)ccc3C(=0)Ncdcc(cccdN)-c5cces5
193 C1C(=0)NCC12CCN(CC2)c(nc3)ccec3C(=0)Necdcc(cccdN)-c5ceess
194 N1CNC(=0)C12CCN(CC2)c(nc3)ccc3C(=0)Ncdec(cccaN)-c5ceess
304 clncccc1C(=0)NCCCCCCC(=0)Nc2cc(ccc2N)-c3cccs3

422 cleencc1COC(=0)NCc2ccc(cc2)C(=0)Nc3c(N)ccc(c3)-c4ccsca
423 cleencc1COC(=0)NCc2ccc(cc2)C(=0)Nc3c(O)ccc(c3)-c4cccccd
425 NCclccc(cecl)C(=0)Nc2c(O)cce(c2)-c3ccecec3

426 COC(=0)NCc1cecc(ccl)C(=0)Nc2cc(ccc2N)-c3cccec3

427 CCCOC(=0)NCclccc(ccl)C(=0)Nc2c(N)cee(c2)-c3cccec3

429 clcencc1CCC(=0)NCe2ece(cc2)C(=0)Nc3ec(cec3N)-cdcccccs

431 CC(C)OC(=0)NCclcee(cel)C(=0)Nc2e(N)cee(c2)-c3cces3

432 CCCOC(=0)NCclcce(ccl)C(=0)Nc2c(N)cee(c2)-c3cces3

433 clceecc10C(=0)NCe2eec(cc2)C(=0)Ne3c(N)cec(c3)-cdcccsd

436 CC(=0)NCclcece(cel)C(=0)Nc2e(N)cee(c2)-c3cccee3

437 CCC(=0)NCclcce(ccl)C(=0)Nc2ec(ccc2N)-c3cecec3

438 CC(C)(C)C(=0)NCciccc(ccl)C(=0)Nc2c(N)cee(c2)-c3cccee3

440 C1CCCC1C(=0)NCc2ccc(cc2)C(=0)Nc3c(N)cce(c3)-cdcccecsd

442 C1CCCCC1C(=0)NCc2ccc(cc2)C(=0)Nc3cc(ccc3N)-c4cccs4
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443 C1CCCC1C(=0)NCc2ccc(cc2)C(=0)Nc3c(N)cec(c3)-cdcces4
444 clccenc1CC(=0)NCc2ccc(cc2)C(=0)Ne3c(N)cec(c3)-cdcceccd
445 clcencc1CCC(=0)NCe2cce(cc2)C(=0)Ne3cc(cce3N)-cdcccccd
446 clcncec1CC(=0)NCc2cce(cc2)C(=0)Ne3c(N)cec(c3)-c4cccs4
447 clcencc1CCC(=0)NCec2ccc(cc2)C(=0)Ne3c(N)cec(c3)-cdcces4
448 C1CCN[C@@H]1C(=0)NCc2ccc(cc2)C(=0)Ne3c(N)cee(c3)-cdccess
449 C1CCN[C@@H]1C(=0)NCc2cee(cc2)C(=0)Ne3c(N)cee(c3)-ccceecd
450 clccenc1COC(=0)NCc2ccc(cc2)C(=0)Nc3cc(ccc3N)-cdcccccd
451 clenccc1NCe2ccec(cc2)C(=0)Nc3cc(ccec3N)-c4ccececcsd

452 clencccIN(C)Cc2cec(cc2)C(=0)Nc3cc(ccec3N)-c4cccecs

453 Cc1n(C)ncclCNCc2ccc(cc2)C(=0)Nc3cc(ccc3N)-c4cccccd
454 clccececl-c2cec(N)c(c2)NC(=0)c3cce(cec3)CN(C)CCCNC

455 clccceci-c2cec(N)c(c2)NC(=0)c3cec(cc3)CNCC(C)C

456 clccececl-c2cec(N)c(c2)NC(=0)c3ccc(cec3)CNC(C)COC

457 clencec1NCe2cec(cc2)C(=0)Ne3cc(cece3N)-cdcccecdF

458 clcnccciNCe2cce(cc2)C(=0)Ne3cc(ccc3N)-cdccec(F)cd

459 clcnccciNCe2ccc(cc2)C(=0)Ne3cc(ccc3N)-cdcc(cs4)C

463 clcencc1CNCe2cec(cc2)C(=0)Ne3cc(ccec30)-cdcccccd

464 clcnccciNCe2ccc(cc2)C(=0)Nc3cc(ccc30)-cdcccecd

467 clccececl-c2cec(c(0)cc2)NC(=0)c3cec(cc3)CN(C)CC

468 clceceel-c2ec(c(0)cc2)NC(=0)c3cec(cc3)CN(C)CCCNC

469 clencec1N(C)Ce2cecc(cc2)C(=0)Ne3c(0)cec(c3)-c4cccecd

470 clcnccc1CCN(C)Ce2cec(cc2)C(=0)Ne3c(0)cec(c3)-cdcccccd
474 clcececl-c2cec(0)c(c2)NC(=0)c3cec(cc3)CNCCn4ncecd

475 clcceccl-c2cec(c(0)cc2)NC(=0)c3ccc(cec3)CN(C)Ceden(C)ncd
480 Cni1nnc(c1)CN(C(=0)C)Cc(cc2)ccc2C(=0)Nc3c(N)ccc(c3)-cdscccd
481 OC(=0)CNCc1ccc(ccl)C(=0)Nc2c(N)cec(c2)-c3cces3

483 clcencc1CN(C(=0)[0-])Cc2ccc(cc2)C(=0)Nc(c3N)cc(cc3)-cécccecd
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Figure S1. Scatter plot for the predicted (phase predicted activity) and observed (experimental
activity) pICso values (uM) as calculated by the 3D-QSAR model with 1 factor applied to the external

test set (rZext_ts = 0.421).
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Figure S2. Scatter plot for the predicted (phase predicted activity) and observed (experimental
activity) pICso values (uM) as calculated by the 3D-QSAR model with 2 factors applied to the external

test set (rZext_ts = 0.698).
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Figure S3. Scatter plot for the predicted (phase predicted activity) and observed (experimental
activity) pICso values (uM) as calculated by the 3D-QSAR model with 3 factors applied to the external

test set (r2ext_ts = 0.657).
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Figure S4. Scatter plot for the predicted (phase predicted activity) and observed (experimental
activity) pICso values (uM) as calculated by the 3D-QSAR model with 4 factors applied to the external

test set (r2extts = 0.712).
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Figure S5. Scatter plot for the predicted (phase predicted activity) and observed (experimental
activity) pICso values (uM) as calculated by the 3D-QSAR model with 5 factors applied to the external

test set (r2ext_ts = 0.735).
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Figure S6. Scatter plot for the predicted (phase predicted activity) and observed (experimental
activity) pICso values (uM) as calculated by the 3D-QSAR model with 6 factors applied to the external

test set (r2extts = 0.787).
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