Linear Regression QSAR Models for Polo Like Kinase-1 Inhibitors
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Table 1S. Experimental (exp.) and predicted (pred., Eq. 1) log,, IC;, values for 530 heterogeneous PLK1 inhibitors.

ID | ChEMBL ID [28] molecular V_Vlelght canonical smiles exp. | Pred-Ea
(g.mol ™) 1

1 CHEMBL1672002 164.2 CC(C)C1=CC(=0)C(=CC1=0)C 3.3385 3.9298
2 CHEMBL3104854 196.16 Cclc(0)c(0)c(0)c2C(=0)OCc12 4.0719 2.9315
3 CHEMBL1933575 203.2 NC(=O)clc[nH]c(cl)c2cenc(N)n2 4.0000 4.1394
4 CHEMBL3104853 212.2 COCc1¢(C)c(0)c(O)c(0)c1C=0 4.4771 3.2496
5 CHEMBL225519 213.24 O=CINCCc2[nH]c(cc12)c3ccnec3 2.9912 3.8937
6" CHEMBL3104852 226.18 COC10C(=0)c2¢(0)c(0)c(0)c(C)c12 44771 2.8806
7" CHEMBL402272 229.24 Nclncee(n1)c2cc3C(=O)NCCc3[nH]2 3.0535 3.8530
8 CHEMBL313578 237.25 Oclcce(\C=C\2/C(=0O)Nc3cccec23)ccl 4.3979 4.3222
9 CHEMBL2407906 237.25 Oclccec(\ C=C\2/C(=0O)Nc3ccece23)cl 4.3979 4.3137
107 CHEMBL2407907 237.25 Oclcceccl\ C=C\2/C(=0)Nc3ceecc23 4.4624 4.3007
11 CHEMBL262623 239.28 Nclnenc2NCCC(=Nc12)c3cccec3 5.0000 4.3199
127 CHEMBL590769 250.26 0O=C1Cc2cnc3cenn3c2c4ceccccdN1 5.0000 4.3524
13 CHEMBL591896 251.24 0O=C1Cc2cnc3cenn3c2c4nccec4N1 5.0000 4.3338
147 CHEMBL608427 252.23 0O=C1Cc2cnc3ncnn3c2c4ncccc4N1 5.0000 4.3243
15" CHEMBL263902 253.3 Cclcece(c1)C2=Nc3¢(N)ncnc3NCC2 4.6990 4.3234
16" CHEMBL405233 253.3 Cclcec(ccl)C2=Nc3¢(N)ncnc3NCC2 5.0000 4.3218
177 CHEMBL3361128 254.24 Oclece(\ C=C/2\Oc3ccccc3C2=0)ccl1O 5.0000 4.2765
18" CHEMBL259380 254.29 Nclne(N)c2N=C(CCNc2n1)c3cccec3 5.0000 4.2911
19 CHEMBL466154 258.23 Cclce(O)ec20c3cc(O)cc(O)e3C(=0)c12 4.8791 4.1810
20** | CHEMBL2407910 261.28 O=C1Nc2cccec2/C/1=C/c3ccc4[nH]nccdc3 4.3010 4.3391
217 CHEMBL2407911 261.28 O=C1Nc2ccccc2/C/1=C\ c3cccden[nH]c4c3 4.3802 4.3380
22 CHEMBL2407909 262.27 O=C1INc2cccec2/C/1=C\ c3ccednn[nH]c4c3 4.4624 4.3307
23 CHEMBL492008 264.22 NC(=0)c1sc2¢(cc(cc2[n+]1[O-])CEN)[N+](=O)[O-] 3.9031 3.4373
24 CHEMBL1288582 264.28 COclccc2ec([nH]c2cl)c3n[nH]c4ceenc34 4.4771 4.3655
25 CHEMBL1689162 273.31 COclce(sc1C(=0)N)n2cnc3eccec23 3.7251 1.4366
26" CHEMBL407532 273.72 Nclnenc2NCCC(=Nc12)c3cece(Cl)c3 5.0000 4.3362
277 CHEMBL407265 273.72 Nclnenc2NCCC(=Nc12)c3cec(Cl)ce3 5.0000 4.3307
28 CHEMBL454440 274.23 Cclc(0)c(0)cc20c3cc(O)cec(0)c3C(=0)c12 3.9445 2.9942
29 CHEMBL2407912 279.27 Fclcec2NC(=0)\ C(=C\ c3cccden[nH]c4c3)\ c2cl 4.1761 4.2624
30% CHEMBL2407913 279.27 Fclccc2NC(=0)\ C(=C/c3cccden[nH]c4c3)\ c2cl 4.1761 4.2624
31 CHEMBL1270230 279.3 NC(=O)clce([nH]clc2cccec2)c3cene(N)n3 4.0000 4.1324
32 CHEMBL1957190 279.33 CC(C)n1c2CCCC(=0)c2c3C(=0)cdcccccdcl3 4.5441 3.8912




33 CHEMBL599248 280.28 COclcec2¢(NC(=0)Cc3encdcenndc23)cl 5.0000 4.3318
347 CHEMBL597005 281.27 COcleccc2c¢(NC(=0)Cc3cencdncnnéc23)cl 5.0000 4.3223
35 CHEMBL3394760 288.34 OC(CN1CCCC1)Cn2cc(C(=0)O)c3ccccc23 3.6848 3.3405
36" CHEMBL260620 288.74 Nclnce(N)c2N=C(CCNc2n1)c3ccc(Cl)cc3 5.0000 4.3018
37 CHEMBL259381 288.74 Nclnc(N)c2N=C(CCNc2n1)c3ccec(Cl)c3 5.0000 4.3072
38 CHEMBL3394758 290.36 CCN(CC)CC(O)Cnlec(C(=0)O)c2cceccl2 3.2810 3.3359
397 CHEMBL2407916 291.3 COclccc2NC(=0)\ C(=C\ c3cccden[nH]c4c3)\ c2cl 4.0000 43173
40 CHEMBL597207 294.26 0=C1Cc2cc3C(=0)NC(=O)Nc3nc2c4cccec4N1 5.0000 4.0819
417 CHEMBL610512 295.25 0=C1Cc2cc3C(=O)NC(=O)Nc3nc2c4nccec4N1 5.0000 4.0724
42" CHEMBL606119 295.25 0O=C1Cc2cc3C(=0)NC(=O)Nc3nc2c4cncecdN1 5.0000 4.0747
43 CHEMBL2407914 295.72 Clclecc2NC(=0)\ C(=C\ c3cccden[nH]c4c3) \ c2cl 4.0000 4.3483
44* CHEMBL2407915 295.72 Clcleec2\ C(=C/c3cccden[nH]c4c3)\ C(=O)Nc2cl 4.4150 4.3483
45" CHEMBL442957 298.36 CclInc(C)c(s1)c2cene(Ne3cee(O)cc3)n2 3.6990 4.3655
46 CHEMBLA431336 299.35 Cclnc(N)sclc2cenc(Ne3ceec(O)ce3)n2 4.3979 4.3655
47 CHEMBL2036725 301.35 Cnlc(nc2cccecl2)c3cenc(Nedeccecd)n3 4.7782 4.3655
48 CHEMBL6246 302.19 Oc1cc2C(=0)Oc3¢(0)c(O)cc4C(=0)Oc(c10)c2c34 3.5237 2.8122
49 CHEMBL50 302.24 OC1=C(0Oc2cc(0)cc(0)c2C1=0)c3ccc(O)c(O)c3 3.7597 3.9529
50 CHEMBL603255 302.33 0O=C1Cc2cnc(Nc3cccec3)nc2cdeccecdN1 5.0000 4.3413
51* CHEMBL3394764 302.37 OC(CN1CCCC1)Cn2cc(CC(=0)O)c3ccecc23 2.1139 3.3971
52% CHEMBL3394759 302.37 OC(CN1CCCCC1)Cn2cc(C(=0)O)c3ccccc23 3.3222 3.3412
537 CHEMBL3394762 304.38 CCN(CC)CC(O)Cnlec(CC(=O)O)c2cceccl2 3.4216 3.3933
541 CHEMBL1088633 306.19 COc1cc2CCN=C(c3cccc(Cl)c3)c2cclCl 4.0000 4.4098
55 CHEMBL1094401 306.32 NC(=O)cIn[nH]c2c1CCc3cne(Ncdecece4)nc23 2.3945 3.0427
56 CHEMBLA476124 307.21 NC(=0)clsc2¢c(cc(cc2[n+]1[O-])C(F)(F)E)[N+](=O)[O-] 2.6990 3.3427
57 CHEMBL3260250 311.33 CC(C)C1=CC(=0)C(=CC1=0)\ C=N\ OC(=0)c2ccccc2C 3.3636 3.6073
58* CHEMBL47590 313.38 CNclnc(C)e(s1)c2cenc(Nce3eec(O)ec3)n2 4.0000 4.3655
59 CHEMBL452932 315.37 C[C@H](Nclcc2c(noc2enl)c3cecce3)cdeccecd 3.2084 3.2607
60" CHEMBL2036726 315.37 Cclcec(Nc2nceec(n2)c3ncdcecce4n3C)ecl 5.0000 4.3655
61" CHEMBL605324 316.36 Ccleec(Ne2nee3CC(=0)Ncdeccecde3n2)ccl 5.0000 4.3415
62 CHEMBL3394763 316.39 OC(CN1CCCCC1)Cn2cc(CC(=0)O)c3ccecc23 2.6128 3.3977
63 CHEMBL3394768 316.39 OC(CN1CCCC1)Cn2cc(CCC(=0)O)c3cccec23 3.4624 3.4283
64* CHEMBL2036870 317.34 Cnlc(nc2cceccl?)c3cenc(Nedecee(O)cd)n3 3.5682 4.3655
65 CHEMBL2036869 317.34 Cnlc(nc2cccecl2)c3cenc(Nedecc(O)ecd)n3 4.0792 4.3655
66 CHEMBL3394761 317.38 CN1CCN(CC(0O)Cn2cc(C(=0)0O)c3ccecc23)CC1 3.5403 3.3263
67 CHEMBL2407918 318.33 CC(=0)Nclccc2NC(=0)\ C(=C\ c3cccden[nH]c4c3) \ c2cl 4.0000 42922
68" CHEMBL2407919 318.33 CC(=0O)Nclcec2\ C(=C/c3cccden[nH]c4c3)\ C(=O)Nc2cl 4.0000 4.2922
697 CHEMBL603545 318.33 Oclccccc1Ne2nec3CC(=0O)Ncdeccecdc3n2 4.1461 2.8846




70 CHEMBL604545 318.33 Oclccece(Ne2nec3CC(=0)Nedceccecdc3n?2)cl 4.2788 4.3262
71 CHEMBL2407917 318.33 CNC(=0)clccc2NC(=0)\ C(=C\ c3cccden[nH]c4c3) \ c2cl 4.6902 4.2796
72" CHEMBL605841 318.33 Oclcec(Nc2nce3CC(=O)Ncedcceccdc3n2)cecl 5.0000 4.3285
73 CHEMBL3394766 318.37 OC(CN1CCOCC1)Cn2cc(CC(=0)O)c3ccccc23 2.9823 3.3675
74" CHEMBL602043 319.32 Oclccec(Ne2nee3CC(=0)Ncdcenccdc3n2)cl 3.3617 4.3132
75 CHEMBL597597 319.32 Oclcec(Ne2nee3CC(=O)Ncedeenccdc3n2)ccl 3.4150 4.3156
76 CHEMBL598633 319.32 Oclcee(Ne2nee3CC(=0)Ncdccenc4c3n2)ecl 4.7404 4.3100
77 CHEMBL606185 319.32 Oclccec(Ne2nee3CC(=0)Ncdceenc4c3n2)cl 5.0000 4.3076
78 CHEMBL559845 320.35 Cnlnc(C(=0)N)c2CCc3enc(Ncdceceed)nc3cl2 1.8325 3.0510
79" CHEMBL1802870 320.35 CCclnc(C)c(\ C=C\2/C(=0O)Nc3ccc(NC(=0)C#C)cc23)[nH]1 4.3010 3.6696
80* CHEMBL1098060 321.33 Cnlnc(C(=0)0)c2CCc3cnc(Ncdcececd)nc3cl2 2.0414 2.8015
81 CHEMBL2036871 321.33 CN1C(=0)N(C)c2nc(ccc2C1=0)c3ncdccccc4n3C 5.0000 41792
82* CHEMBL490992 321.4 C[C@H](Nclcc2c(noc2enl)c3cecs3)cdeccecd 3.4781 3.2682
83 CHEMBL603481 322.32 CN1C(=O)N(C)e2nc3c(CC(=0)Ncdcecce34)cc2C1=0 5.0000 4.1637
84 CHEMBL599055 323.31 CN1C(=0)N(C)c2nc3c(CC(=0O)Ncdcence34)cc2C1=0 5.0000 4.1564
85 CHEMBL599056 323.31 CN1C(=0)N(C)c2nc3c(CC(=0)Ncdccenc34)cc2C1=0 5.0000 4.1542
86" CHEMBL599666 324.29 COcleccc2c(NC(=0)Cc3cc4C(=O)NC(=0O)Nc4nc23)cl 5.0000 4.0740
87 CHEMBL3260249 324.33 O=C(NNC(=0)clccc20CCOc2c1)\ C=C\ c3ccece3 1.9542 2.4275
88 CHEMBL599247 326.35 0O=C1Cc2cnc3cc(nn3c2cdcccec4N1)c5eccecs 5.0000 4.3474
89 CHEMBL296586 327.18 Brcleec2[nH]c3¢(CC(=0)Nc4cecec34)c2cl 5.0000 4.3932
90" CHEMBL598435 327.34 0O=C1Cc2cnc3cc(nn3c2cdncecc4N1)c5ceceeh 5.0000 4.3288
917 CHEMBL598434 327.34 0O=C1Cc2cnc3cc(nn3c2c4cenccc4N1)c5cecech 5.0000 4.3345
92 CHEMBL525907 328.41 C[C@H](Nclcc2c(enl)c(C)nn2c3ccece3)cdececcd 3.1143 3.8049
93 CHEMBL489992 329.4 C[C@H](Nclcc2c(noc2enl)c3ccec(C)c3)cdececcsd 2.7396 3.2607
94* CHEMBL521761 329.4 C[C@H](Nclcc2c(noc2enl)c3cec(C)ec3)cdeccccsd 3.0682 3.2607
95 CHEMBL491022 329.4 C[C@H](Nclcc2c(Cc3cccec3)noc2enl)cdeccecd 4.3010 3.2645
96" CHEMBL3394767 330.42 OC(CN1CCCCC1)Cn2cc(CCC(=0)O)c3ccece23 3.7566 3.4287
97* CHEMBL2036868 331.37 COclcee(Ne2ncee(n2)c3ncdcecccc4dn3C)ecl 4.1761 4.3655
98* CHEMBL3394765 331.41 CN1CCN(CC(0)Cn2cc(CC(=0)O)c3cccec23)CC1 3.2742 3.3833
99N CHEMBL2407908 332.15 Oclcec(\C=C\2/C(=O)Nc3cce(Br)cc23)cc1O 4.0000 4.2994
100* CHEMBL598201 332.36 Cclce(O)cccINc2nec3CC(=0O)Ncdceccecdc3n2 4.3010 4.3289
101* CHEMBL598025 332.36 COclcec(Ne2nee3CC(=0)Ncdcececdc3n2)ccl 4.6721 4.3357
102 CHEMBL1277019 332.42 CCclcesclc2enc(N)e(n2)N3CCC(CC3)C(=0)O 3.9294 3.5029
103* CHEMBL596988 333.34 COclcce(Nc2nec3CC(=0O)Ncdceenccdc3n2)ccl 3.3979 4.3228
104 CHEMBL606255 333.34 COclecce(Ne2nec3CC(=0)Ncedceenc4ce3n2)ccl 5.0000 43171
105 CHEMBL3309995 334.33 Nclcec2e(c1)ne(Ce3ccc4OCOc4c3)n5nc(N)nc25 4.0000 4.3655
106* | CHEMBL1094477 334.38 CclcececcINe2nec3CCele(nn(C)c4c3n2)C(=O)N 1.1761 3.0513




107 CHEMBL562104 334.38 CNC(=0)c1nn(C)c2c1CCc3cnc(Nedececcd)nc23 3.6248 3.2081
108* | CHEMBL1097022 335.36 Cnlnc(C(=0)N)c2CCc3cnc(Ncdececc4N)ne3cl2 2.1761 3.0393
1097 CHEMBL523634 335.42 C[C@H](Nclcc2c(noc2enl)e3cescc3C)cdeccecd 2.8915 3.2671
110* CHEMBL491193 335.44 C[C@H](Nclcc2c(noc2enl)C3CCCCC3C)cdceccecd 3.7550 3.2791
111~ | CHEMBL2036727 335.79 Cnlc(nc2ccecc12)c3cenc(Nedece(Cl)ced)n3 5.0000 4.3655
112* CHEMBL599844 336.78 Clclecccc1Ne2nec3CC(=0)Ncdcececdc3n2 4.8633 4.3447
113 CHEMBL596807 336.78 Clcleee(Ne2nee3CC(=0)Ncdeccccde3n2)ccl 5.0000 4.3436
114~ | CHEMBL3309990 337.31 Nclnc2ce3c(F)ceee3ne(Cedccc50COc5c4)n2n1 4.0000 4.3655
115* CHEMBL1095771 338.34 Cnlnc(C(=0)N)c2CCc3cnc(NcdcccecdF)nc3cl2 2.0969 3.0154
116* | CHEMBL3260246 338.36 Cclcec(\C=C\ C(=O)NNC(=0)c2ccc30CCOc3c2)ccl 3.0212 2.4277
117 CHEMBL1222044 339.27 NC(=0)c1sc2¢c(cc(SC(F)(F)F)cc2[n+]1[O-])[N+](=O)[O-] 1.3010 3.3804
118 CHEMBL1087421 340.63 COc1cc2CCN=C(c3cecc(Cl)c(Cl)c3)c2ec1Cl 4.0000 4.4205
119 CHEMBL3260243 342.32 Fclcee(\ C=C\ C(=O)NNC(=0)c2ccc30CCOc3c2)ccl 2.7709 2.3845
120 CHEMBL1956071 342.36 CCnlc(nc2enec(C(=0)N3CC[C@H](N)C3)c12)c4noncdN 4.0000 3.7377
121 CHEMBL489993 343.42 C[C@H](Nclcc2c(noc2enl)c3ce(C)ec(C)e3)cdeccecd 2.5185 3.2607
122 CHEMBL2036867 345.4 CCOclccc(Ne2neec(n2)c3ncdeccec4n3C)ecl 5.0000 3.8589
123 CHEMBL3298400 345.46 CC(C)(C)CNC(=0O)CCICNC(=0O)c2cc(cnl2)c3ccsc3 4.0000 4.0868
1247 CHEMBL606410 346.38 CCOclecc(Ne2nec3CC(=0)Ncdcececdc3n2)ccl 5.0000 3.8278
1257 CHEMBL596808 347.33 [O-][N+](=O)clcce(Nc2ncc3CC(=0)Ncdcccecdc3n?2)ccl 5.0000 4.3121
126 CHEMBL2036866 347.37 COclcce(Nc2nece(n2)c3ncdcecece4n3C)ec1O 3.0792 4.3655
127 CHEMBL605118 347.37 CCOclcec(Ne2nec3CC(=0)Ncdcencecdc3n2)cecl 3.2304 3.8124
128" CHEMBL598837 347.37 CCOclcec(Ne2nec3CC(=0)Ncdceencdc3n?2)cecl 5.0000 3.8063
129 CHEMBL598418 348.36 COclccc2c(NC(=0)Cc3cenc(Nedece(O)ccd)ne23)cl 2.8751 4.3079
130* CHEMBL604912 348.36 COclccc2e¢(NC(=0)Cc3enc(Ncdceece(O)cd)nc23)cl 2.9243 4.3055
131 CHEMBL603463 348.36 COclcce(Ne2nec3CC(=0)Ncdceccec4c3n2)cc1O 3.7559 4.3206
132 CHEMBL1094735 348.4 CC(C)nlnc(C(=0O)N)c2CCc3cnc(Ncdceceecd)nc3cl2 2.6335 3.0522
133* CHEMBL1095457 349.39 CNcleccec1Ne2nee3CCe4c(nn(C)c4c3n2)C(=0O)N 2.0414 3.0440
134* | CHEMBL1098059 349.39 CCOC(=0)clnn(C)c2c1CCc3enc(Nedcececd)nc23 4.0000 3.0684
1357 CHEMBL523286 349.81 C[C@H](Nclcc2c(noc2enl)c3cece(Cl)c3)cdeccecsd 2.7959 3.2609
136* CHEMBL1094135 350.37 COclcceccINe2nec3CCele(nn(C)c4c3n2)C(=O)N 1.6232 1.5975
137~ | CHEMBL1095448 350.37 COclcecc(Ne2nec3CCe4e(nn(C)c4c3n2)C(=0O)N)cl 2.1303 3.0384
138" | CHEMBL1094322 350.37 COclecce(Ne2nee3CCe4c(nn(C)c4c3n2)C(=0)N)ccl 2.4082 3.0403
139* CHEMBL2036865 351.79 Cnle(nc2cecec12)c3cenc(Nedeec(O)c(Clcd)n3 3.7782 4.3655
140 CHEMBL596598 352.34 COcleccc2c(NC(=0)Cc3cc4C(=0)N(C)C(=O)N(C)c4nc23)cl 5.0000 4.1558
141* CHEMBL598000 352.77 Oclece(Nc2nec3CC(=0)Ncdeccccdc3n2)cclCl 3.9685 4.3313
142 CHEMBL599446 353.76 Oclcec(Nc2nee3CC(=O)Nedeenccde3n2)cclCl 3.1461 4.3184
1437 CHEMBL598431 353.76 Oclece(Ne2nec3CC(=0)Ncdecencde3n2)eclCl 5.0000 4.3127




144 CHEMBL3260241 354.36 COclccee(\ C=C\ C(=O)NNC(=0)c2ccc30CCOCc3c2)cl 1.4771 2.4130
145" | CHEMBL3260247 354.36 COclcec(\ C=C\ C(=0)NNC(=0)c2ccc30CCOc3c2)ccl 2.2788 2.4169
146" CHEMBL603259 356.38 COclccc2c(NC(=0)Cc3cencdcec(nndc23)cbeccec5)cl 4.2304 4.3267
147~ | CHEMBL3104855 358.3 Cclc(O)c(O)c20c¢(cc2c1C=0)c3¢(C)c(O)c(O)c(0)c3C=0 3.8000 3.2496
148* | CHEMBL3260244 358.78 Clcleec(\ C=C\ C(=O)NNC(=0)c2ccc30CCOc3c2)ccl 3.1903 2.4303
149* CHEMBL522618 359.38 C[C@H](Nclcc2c(noc2enl)c3ccc4OCOc4c3)c5eccccd 2.3304 3.2452
150" CHEMBL559639 360.41 Cnlnc(C(=0)NC2CC2)c3CCc4cnc(Nc5eccee5)ncdcl3 4.0000 3.2522

151 CHEMBL1230607 361.48 CC(C)CC(=O)Nc1n[nH]c2c1CN(C(=0)C3CCN(C)CC3)C2(C)C 4.0000 4.7381
1527 CHEMBL606395 362.38 COclcce(Nc2nee3CC(=0)Nedec(OC)ccc4c3n2)ccl 2.5441 4.3151

153 CHEMBL1099105 362.39 CC(=0)clecec(Nc2nec3CCe4c(nn(C)c4c3n2)C(=0)N)cl 2.0000 3.0275
154* | CHEMBL1099106 362.39 CC(=0)clece(Ne2nee3CCelce(nn(C)c4c3n2)C(=0)N)ccl 2.2945 3.0308
155* CHEMBL1099104 362.39 CC(=O)clcccec1Nc2nce3CCc4c(nn(C)c4c3n2)C(=0O)N 2.5391 3.0233

156 CHEMBL1095772 362.43 CC(C)cleececINe2nec3CCele(nn(C)c4c3n2)C(=0)N 2.5623 3.0517
157* CHEMBL478028 362.86 C[C@H](Nclcc2c(cnl)c(C)nn2c3ccec(Cl)e3)cdcccccd 2.0828 3.8051

158 CHEMBL1945559 363.24 Cn1c2C(=0)NC3(CCNCC3)C(C#N)c2c4cec(Cl)c(Cl)c14 4.0000 4.0312

159 CHEMBL1094815 363.37 Cnlnc(C(=0)N)c2CCc3cnc(NcdcececdC(=0O)N)nc3cl12 3.3172 3.0133

160 CHEMBL3309997 363.37 OCCCNCclcecc2e(c1)ne(c3ccc40COc4c3)n5nenc25 4.0000 3.8705
161* | CHEMBL2407896 363.41 O=C1Nc2cccec2/C/1=C\ c3cccde(\ C=C\ c5cceec5)n[nH]c4c3 4.0000 4.3321
162~ | CHEMBL2407746 364.4 O=C1INc2ccecc2/C/1=C\ c3cccde(\ C=C\ c5ccenc5)n[nH]c4c3 4.0000 4.3294
163* | CHEMBL2407745 364.4 O=C1Nc2cccec2/C/1=C\ c3cccde(\ C=C\ c5cecen5)n[nH]c4c3 4.0000 4.3289

164 CHEMBL2407749 364.4 O=C1Nc2ccccc2/C/1=C\ c3cccde(\ C=C\ c5cenec5)n[nH]c4c3 4.0000 4.3298
165* | CHEMBL1094810 365.35 Cnlnc(C(=0)N)c2CCc3enc(Ncdcccecd[N+](=0)[O-]1)nc3c12 2.6884 2.9949
166" | CHEMBL1095132 365.35 Cnlnc(C(=0)N)c2CCc3enc(Nedeec(ccd)[N+](=0)[O-])nc3c12 4.0000 3.0103

167 CHEMBL1094811 365.35 Cnlnc(C(=0)N)c2CCc3ene(Ncdcece(c4)[N+](=0)[O-])nc3c12 4.0000 3.0035

168 CHEMBL3741589 366.24 OC(=0)C1CN(Cc2ccc(OCc3ccc(Cl)e(Clye3)cc2)C1 4.0000 3.5104

169 CHEMBL261849 366.41 COclcec(COc2cce(Ce3enc(N)ne3N)cc20C)ecl 4.3802 4.3655
170* CHEMBL1094478 366.44 CScleccecINe2nec3CCcle(nn(C)c4c3n2)C(=O)N 1.9868 3.0566

171 CHEMBL3344193 368.86 COclec(CNCc2ceenec2)cec10Cc3cec(Cl)ec3 0.4771 4.3655

172 CHEMBL3260248 369.33 [O-][N+](=O0)clcce(\ C=C\ C(=O)NNC(=0)c2ccc30CCOc3c2)ccl 2.0792 2.3628

173 CHEMBL3260236 369.33 [O-][N+](=O0)clccecel \ C=C\ C(=O)NNC(=0)c2ccc30CCOc3c2 2.2788 2.3214
174~ | CHEMBL3260242 369.33 [O-][N+](=O)cleccec(\ C=C\ C(=O0)NNC(=0)c2ccc30CCOc3c2)cl 3.1903 2.3458

175 CHEMBL599224 369.42 CC(=0)N1CCC(CC1)Nc2ncc3CCc4c(nn(C)c4c3n2)C(=0)N 4.0000 3.0513
176" | CHEMBL3109404 372.5 COC(=0)clec(O)c(O)c(C[C@]2(C)[C@@H](C)CC[C@]3(C)[C@H]2CCC=C3C)cl 4.3365 3.4230

177 CHEMBL3104851 374.3 Cc1c(0)c(0)c20[C@H]30[C@H](C(=0)c4c(0)c(0)c(0)c(C)c34)c2c1C=0 3.5024 2.8791

178 CHEMBLA491621 37542 COclcce(cc10C)c2noc3enc(N[C@@H](C)cdcceccd)cc23 3.6926 3.2452

179 CHEMBL604712 376.4 CC(C)(C)C(=O)N1Cc2c¢(NC(=0)c3cc(F)cc(F)c3)n[nH]c2C1(C)C 4.0000 4.4876
180* CHEMBL597191 376.41 CCOclcec(Nc2nec3CC(=0)Ncdcc(OC)cecdc3n2)ccl 3.8633 3.8034




181* | CHEMBL2401965 376.45 CC[C@H]IN(C(C)C)c2nc(ncc2N(C)C1=0)n3ccnc3cdcccecd 2.9395 3.7446
182~ | CHEMBL3358966 377.39 COclce(cc(OC)c10C)C2=NC(=CNC2=0)c3c[nH]c4cccec34 5.0000 4.2226
183* | CHEMBL1097373 377.4 CC(=O)NclcececcINe2nec3CCe4e(nn(C)c4c3n2)C(=O)N 3.4019 3.0203
184* CHEMBL597393 378.38 COclcec2c(NC(=0)Cc3enc(Nedcec(OC)c(O)cd)nc23)cl 2.1461 4.3000
185* | CHEMBL1094484 378.38 COC(=0)clccccclNe2nee3CCe4c(nn(C)c4e3n2)C(=0O)N 3.0481 3.0105
186 CHEMBL3309998 378.38 Nclnc2c3ccc(NCCO)ee3ne(Cedcec50C0Oc5c4)n2nl 4.0000 3.8236
187 CHEMBL2407893 378.43 Ccleec2NC(=0)\ C(=C\ c3cccde(\ C=C\ c5cenec5)n[nH]c4c3) \ c2cl 4.0000 4.3317
188~ | CHEMBL3353340 378.43 O=CINc2cccec2[C@]13C[C@H]3c4ccc5c(\ C=C\ cb6cenec6)n[nH]c5c4 5.0000 4.7395
189 CHEMBL3814269 380.22 COclcec(Br)ccl\ C=C\ 2/SC3=NC(=0)C(=NN3C2=0)C 3.5051 42110
190* | CHEMBL2407895 380.4 Oclccc2NC(=0)\ C(=C\ c3cccde(\ C=C\ c5cenec5)n[nH]c4c3) \ c2cl 4.0000 4.2800
191 CHEMBL2407903 380.62 COclec(\C=C\2/C(=O)Nc3cce(Br)cc23)cc(Cl)c10 3.5563 4.3280
192 CHEMBL597586 381.23 Brclece(Ne2nec3CC(=0O)Ncdcccecdc3n2)ccl 5.0000 4.3445
193# CHEMBL599027 381.23 BrclccecclNe2nec3CC(=0O)Ncdceccecdc3n? 5.0000 4.3460
194~ | CHEMBL1094400 382.42 NC(=O)clnn(c2cccec?)c3c1CCcdenc(Ne5eceee5)nc34 4.0000 3.0074
195* CHEMBL597596 382.8 COclccc2c(NC(=0)Cc3cenc(Nedece(O)c(Cl)ed)ne23)cl 2.5563 4.3107
196" | CHEMBL2401964 383.47 CC[C@H]IN(C(C)C)c2nc(ncc2N(C)C1=0)c3cn[nH]c3cdnccs4 2.8865 3.7508
197 CHEMBL3109402 383.52 COclcec2ne(C)oc2¢(C[C@]3(C)[Ce@H](C)CC[C@]4(C)[C@H]3CCC=C4C)c10 5.0000 3.8106
198 CHEMBL3814827 386.41 FC(F)(F)clccc(OC(CCNCc2cccen?2)c3ccecc3d)ccl 1.6990 3.6534
199" | CHEMBL2036728 386.45 Cnlc(nc2cccecl2)c3cenc(Nedeec(cc4)NSCCOCC5)n3 5.0000 3.8472
200 CHEMBL1689161 386.47 COclec(sc1C(=O0)N)n2cenc3ccc(OCACCN(C)CC4)cc23 3.1239 0.8838
201 CHEMBL1289926 386.47 CNC(=O)clccccc1Sc2cec3e(\ C=C\ c4cceend)n[nH]c3c2 4.0000 4.3581
202 CHEMBL1095709 388.35 NC(=0)cInn(CC(F)(F)F)c2c1CCc3cnc(Ncdececed)nc23 0.7782 2.4565
203~ | CHEMBL1097424 388.35 Cnlnc(C(=0)N)c2CCc3enc(Nedcece(c4)C(F)(F)F)nc3c12 1.7076 2.9747
204" | CHEMBL1097071 388.35 Cnlnc(C(=0)N)c2CCc3enc(NcdcececdC(F)(F)F)nc3cl2 2.6355 2.9611
205 CHEMBL1097429 388.35 Cnlnc(C(=0)N)c2CCc3cnc(Nedeec(ccd)C(F)(F)F)nc3c12 2.9405 2.9854
206 CHEMBL1231522 388.42 COclcc(cc(OC)c10C)c2enc(N)c(n2)N3CCC(CC3)C(=0)O 4.3541 3.4526
207 CHEMBL1094402 388.47 NC(=0)cInn(C2CCCCC2)c3c1CCc4cenc(Nebeceec5)ne34 2.1553 3.0695
208* CHEMBL563028 388.47 Cnlnc(C(=0)NC2CCCC2)c3CCc4cnc(Ne5eceee5)ncdcl3 4.0000 3.2584
209* | CHEMBL3394757 390.52 OC(CN1CCCCC1)Cn2cc(CCC(=0)c3cccee3)cdeccec24 3.2601 3.8710
210* | CHEMBL2407747 392.45 CCclccc2NC(=0)\ C(=C\ c3cecdc(\ C=C\ c5ccenc5)n[nH]c4c3)\ c2cl 4.0000 3.9347
211 CHEMBL553 393.44 COCCOclce2nenc(Ne3ecee(c3)C#C)c2cc10CCOC 5.0000 3.7011
212 CHEMBL522125 393.48 C[C@H](Nclec2c(noc2cnl)C3CCCN(CCC(=0)N)C3)c4cceccd 3.8738 3.1445
213 CHEMBL188343 393.49 C1CCC(CC1)Nc2nc(Ne3ece(cc3)N4CCOCC4)nc5[nH]enc25 3.6990 3.8498
214 CHEMBL2407748 394.43 COclccc2NC(=0)\ C(=C\ c3cccdc(\ C=C\ c5ccenc5)n[nH]c4c3)\ c2cl 4.0000 4.3088
215* CHEMBL240789%4 394.43 COclccc2NC(=0)\ C(=C\ c3cccde(\ C=C\ c5cenec5)n[nH]c4ce3) \ c2cl 4.0000 4.3091
216 CHEMBL2401961 394.45 CC(C)N1c2nc(necc2N(C)C(=0)C1(C)C)n3cenc3cdece(F)ccd 5.0000 4.7199
217~ | CHEMBL2407904 394.65 COclecc(\ C=C\2/C(=0)N(C)c3cce(Br)cc23)cc(Cl)c10 4.0000 4.3689




218 CHEMBL3606021 395.42 NC(=0)clce(F)cc2CN(C3CCN(CC3)C4CCC(F)(F)CC4)C(=0)c12 4.0000 3.4451
219* CHEMBL1094817 396.44 Cnlnc(C(=0)N)c2CCc3cnc(NedcececcdcSeccec5)nc3el2 3.1945 3.0379
220 CHEMBL563150 396.44 Cnlnc(C(=0)Nc2ccecc2)c3CCc4ence(Nc5eeeee5)nc4cl3 4.0000 3.1653
1 CHEMBL518060 396,61 CC(C)C\C=C\ [C@@H](C)[C@H]1CC[@Cﬁzfép[C@H](CCC3CC(O)CCC3C)C(=O)CC[C 5.0000 5.0506
222 CHEMBL2324036 397.43 Cclee(c(OCCO)c(cl)c2cce(cc2)c3nnn[nH]3)cdccc(ccd)CHN 5.1614 3.7113
223 CHEMBL535 398.47 CCN(CC)CCNC(=0)clc(C)[nH]c(\ C=C\ 2/C(=0)Nc3ccc(F)cc23)c1C 4.0000 3.7220
247 | CHEMBL1922224 398.62 CC(C)C\ C=C\ [Ce@H](C)[C@H]1CC[C@H]2[C@H](CCc3cc(O)ccc3C)[C@@H](O) 5.0000 4.8066
CC[C@]12C
2058 CHEMBLA456936 398.62 CC(C)CCC[C@@H](C)[C@H]lCC[C@H%ZC[C@H](CCC3CC(O)CCC3C)C(=O)CC[C@]1 5.0000 5.0692
226* | CHEMBL2407750 398.84 Clclecc2NC(=0)\ C(=C\ c3cccde(\ C=C\ c5cenec5)n[nH]c4c3) \ c2cl 4.0000 4.3401
227 CHEMBL1094816 399.43 Cnlnc(C(=0)N)c2CCc3enc(NcedcececdS(=0)(=O)N)nc3c12 3.5721 2.9977
8 CHEMBL517956 400,64 CC(C)CCC[C@@H](C)[C@H]lCC[C@I(;DI]]ﬂ(é@H](CCc3cc(O)ccc3C)[C@H](O)CC[C 5.0000 48143
229* | CHEMBL2401963 402.49 CC[C@H]IN(C2CCCC2)c3nc(nce3N(C)C1=0)n4cencdcSecece5 0.9031 3.7675
230* | CHEMBL1098057 403.48 CN1CCC(CC1)n2nc(C(=0)N)c3CCc4enc(Nc5eceee5)ncdc23 4.0000 3.0373
231 CHEMBL1272089 404.35 Cnlnc(C(=0)N)c2CCc3cnc(Ncdcccec4OC(F)(F)F)ne3c12 2.0682 1.5210
232 CHEMBL2401971 404.46 CC[C@H]IN([C@H]2CCOC2)c3nc(ncc3N(C)C1=0O)ndcencdebeccecs 2.5798 3.7075
233~ | CHEMBL2401972 404.46 CC[C@H]IN([C@@H]2CCOC2)c3nc(ncc3N(C)C1=0)ndcencdc5eececs 2.6812 3.7075
234~ | CHEMBL2401960 406.46 CC(C)N1c2nc(necc2N(C)C(=0)C13CCC3)n4cencdcSecc(F)ecs 4.4031 47764
235 CHEMBL2407744 407.42 OC(=0)clcce(\ C=C\ c2n[nH]c3cc(\ C=C/4\ C(=0)Nc5cccecd5)cce23)ccl 4.0000 3.9257
236* CHEMBL2402085 407.45 CC[C@H]1N(c2cn[nH]c2)c3nc(ncc3N(C)C1=0)c4cn[nH]c4chnecs5 3.4814 3.6202
237~ | CHEMBL2047943 407.51 Cclee(cccINe2nc(NC3CCCCC3)cdnc[nH]c4n2)NSCCOCCS 3.6990 3.8498
238* CHEMBL490814 407.89 C[C@H](Nclcc2c(noc2enl)c3ce(Cl)ce(CCCO)c3)cdececcd 1.9956 3.2559
239* | CHEMBL2401970 408.43 CC[C@H]IN(C2COC2)c3nc(ncc3N(C)C1=0)ndcencdcSecc(F)ecs 4.6990 3.6801
240~ | CHEMBL1094488 410.47 Cnlnc(C(=0)N)c2CCc3cnc(Ncdceccec4Cebeceec5)ne3cl2 2.9745 3.0407
241* CHEMBL2401974 410.47 CCC1IN(c2ccece2)c3nc(ncc3N(C)C1=0)ndccncdcScecees 3.4518 3.6498
242 CHEMBL562030 410.47 Cnlnc(C(=0)NCc2ccccc2)c3CCc4cenc(Ncebeceec5)nc4cl3 4.0000 3.1913
043 CHEMBL1922225 410.63 CC(C)C(=C)CC[C@@H](C)[C@H]ng[@C]iHCp[C@H](CCC3CC(O)CCC3C)C(=O)CC[ 5.0000 5.0561
244 CHEMBL1094820 411.46 Cnlnc(C(=0)N)c2CCc3cnc(NedceccecdNc5eceec5)ne3cl2 2.9773 3.0326
245 CHEMBL2402084 411.48 CC[C@H]IN([C@H]2CCOC2)c3nc(ncc3N(C)C1=0)c4cn[nH]c4cbnees5 3.1492 3.7138
246* CHEMBL1096095 412.44 Cnlnc(C(=0)N)c2CCc3cnc(Ncdcecece4Oc5cecec5)nc3cl2 2.4440 1.5861
247 CHEMBL2402077 412.45 CC[C@H]1N(c2cnenc?)c3nce(nce3N(C)C1=0)n4ccncdcSeccecs 3.8899 3.5898
248 CHEMBL515982 412,65 CC(O)C(=O)CC[CeeH](C)[CeH]1CC[Ce@H]2[C@H](CCc3cc(O)ccc3C)[C@H](O)C 5.0000 5.4551

C[C@]12C




249 CHEMBL3798011 413.47 C[C@@H](N1c2cc(ccc2C(=0)NC1(C)C)N3C(=0O)Ncdnccec34)c5eccecd 3.0000 3.6268
2500 | CHEMBL3109401 41359 CC(C)CCNC1=CC(=O)C(=C(C[C@]Z)(CCl)[i)@)(@)H](C)CC[C@]3(C)[C@H]ZCCC—C3C 5.0000 45329
251 CHEMBLA456294 41462 CC(C)CCC[Cee@H](C)[CeH]1[CeeH](O)C[C@H]2[C@H](CCc3cc(O)ccc3C)C(=0O 5.0000 49738
)CC[C@]12C
252~ | CHEMBL2401957 415.45 CCC1IN(c2cnn(C)c2)c3nc(nce3N(C)C1=0)c4cen[nH]c4c5cceen5 3.2601 3.6102
253" | CHEMBL1276848 416.47 COclcc(ce(OC)c10C)c2enc(N)c(n2)N3CC[C@H]([Ce@H](C)[C@H]3C)C(=0)O 4.2878 3.4501
2547 CHEMBL464351 416.64 CC(O)CCC[Ca@H](C)[Ca@H]1[Ce@H](O)C[C@H]2[C@H](CCc3cc(O)ccc3C)[C@H 5.0000 47906
](O)CC[C@]12C
255 CHEMBL1098058 417.51 NC(=0)cInn(CCN2CCCCC2)c3c1CCc4cne(Nc5ecece5)nc34 4.0000 3.0144
256* CHEMBL2402079 418.43 CCC1N(c2cc[nHIn2)c3nc(nec3N(C)C1=0)ndcencdcScec(F)ec5 3.5340 3.5734
257" | CHEMBL2402078 418.43 CC[C@H]1N(c2cn[nH]c2)c3nc(ncc3N(C)C1=0)n4ccncdcSccc(F)ec5 3.9380 3.5887
258" CHEMBL445162 418.85 CS(=0)(=O)clccec(Ne2ncec(Ne3ce(Cl)ecc4OCOc34)n2)cl 44771 2.9271
259* | CHEMBL1269042 419.36 Cnlnc(C(=0)N)c2CCc3cnc(Nedee(N)cccdOC(F)(F)F)nc3c12 1.8633 1.5112
260 CHEMBL1290746 420.4 Cclcec(ccINC(=0)c2enn(c2N)c3ccccc3F)C(=0)Ncdccond 4.1761 4.1126
261 CHEMBL2407897 420.51 CN(C)Cclece(\ C=C\ c2n[nH]c3cc(\ C=C/4\ C(=O)Nc5cccccd5)cce23)ecl 4.0000 4.3316
262 CHEMBLA491021 420.89 C[C@H](Nclcc2c(noc2enl)c3cc(Cl)ee(CCC(=0)N)c3)cdcccecd 1.7076 3.1145
263 CHEMBL2402086 421.48 CCC1IN(c2enn(C)c2)c3nc(ncc3N(C)C1=0)c4cn[nH]c4c5necs5 3.2601 3.6235
264 CHEMBL2401973 422 .46 CC[C@H]IN([C@H]2CCOC2)c3nc(ncc3N(C)C1=0)ndccncdc5eec(F)ecs 3.8768 3.6823
265* CHEMBL1094821 42445 Cnlnc(C(=0)N)c2CCc3enc(NcdcececdC(=0)c5cecce5)nc3cl2 3.2942 3.0119
266* CHEMBL1808335 424.5 Cnlnc(C(=0)NCCc2ccccc?)c3CCc4enc(Nc5cecee5)nc4cl3 4.0000 3.2068
267 | CHEMBL2402083 425.51 CC[C@H]JIN(C2CCOCC2)c3nc(ncc3N(C)C1=0)cdcn[nH]c4c5nees5 2.3979 3.7327
268 CHEMBL590109 425.51 NCCnlce(c2ec(c3ccdeccecds3)c5[nH]nec5¢2)cone(N)neclb 4.0000 3.8238
269* CHEMBL493326 427.9 COclcec2nen(c3cc(O[C@H](C)cdeccecdCl)c(s3)C(=O)N)c2cl 0.0000 0.7523
270 CHEMBL598024 428.23 Iclcee(Ne2nee3CC(=0O)Ncdeccecde3n2)ecl 4.1761 4.3446
COC[C@H]10C(=0)c2coc3C(=0)C4=C([C@@H](C[C@@]5(C)[C@eH]4CCC5=0)OC
271 CHEMBL428496 428.43 (=0)O)[Ca1(C)c23 1.3802 3.0378
272 CHEMBL1094822 428.51 Cnlnc(C(=0)N)c2CCc3cnc(NcdceccecdScbeceec5)ne3cl2 3.3081 3.0453
273~ | CHEMBL2380587 428.53 CC(=O)Nclecee(cl)c2n[nH]e3ec(c(NCA4CCCCC4)cc23)c5enn(C)chd 3.6990 3.8722
274* CHEMBL2401966 430.43 CC[C@H]1IN(CCC(F)(F)F)c2nc(ncc2N(C)C1=0)n3ccnc3cdceccecd 2.3979 3.4325
275 CHEMBL1689163 431.43 CC(Oclce(sc1C(=0)N)n2cenc3ccccc23)cdcccccdC(F)(F)F 0.9542 0.5073
276* CHEMBL599428 431.49 Cnlnc(C(=0)N)c2CCc3cnc(NC4CCN(CC4)C(=0)c5cecec5)ne3cl2 4.0000 3.0428
277 CHEMBL3809829 431.53 COclcc(cccINc2nec3cenc(N[C@@H](C)C(C)(C)C)c3n2)c4cnn(C)cd 5.0000 3.3365
278 CHEMBL2402081 432.45 CC[C@H]1N(c2cen(C)n2)c3nc(nce3N(C)C1=0)n4ccncdcSecc(F)ecd 3.1303 3.5767
279* | CHEMBL2402080 432.45 CC[C@H]1N(c2cnn(C)c2)c3nc(nec3N(C)C1=0)n4cencdcSece(F)ecs 3.5172 3.5920
280* CHEMBL2402082 432.45 CC[C@H]1IN(c2nc(ncc2N(C)C1=0)n3cenc3cdccc(F)ced)cSeenn5C 4.4594 3.5860
281" | CHEMBL3353347 434.53 CN(C)Cclcec(\ C=C\ c2n[nH]c3cc(ccc23)[C@@H]4C[C@@]45C(=0)Ncbeecec56)ccl 5.0000 4.7421




282 CHEMBL3310151 435.45 CN1CCN(CC1)c2cc(F)c3c(c2)nc(Ccdccc50COc5c4)n6nc(N)nc36 4.0000 3.8514
283 CHEMBL2407905 439.1 COclce(\ C=C\2/C(=0)Nc3cec(Br)cc23)ce(Br)c10C 4.0000 4.3469
284* CHEMBL1614712 439.55 Nclnenc2cle(en2[C@@H]3C[C@H](CN4CCC4)C3)c5ccec(OCcbeccechd)cs 4.0000 3.8551
285 CHEMBL3651966 440.46 C[Cee@H]1C[C@H](N)C[C@@H](C1)c2ccncc2NC(=0)c3ccc(F)c(n3)cdc(F)ccccdF 4.0000 3.0405
286 CHEMBL489083 4415 NC(=N)SCCCN1C(=0)C2=C(C1=0)n3c(ccdcccce34)c5ecec6een2c56 3.9956 3.6260
287~ | CHEMBL2401969 442.44 CC[C@H]IN(C2CC(F)(F)C2)c3nc(nce3N(C)C1=0)n4cencdce5ecc(F)ecs 3.9727 3.5521
288" CHEMBL514162 443.9 COclec2nen(c3ec(OCc4cccecdCl)e(s3)C(=0)N)c2cc10C 0.3010 1.4208
289 CHEMBL604087 44551 COclcce(cc10C)C(=0)NCc2ccce(c2)C(=0)Nc3ccc4CCNCc4c3 4.0000 2.7152
290 CHEMBL2401975 446.45 CCC1N(c2cce(F)cc2)c3nc(ncc3N(C)C1=0)ndcencdcScec(F)ec5 3.3692 3.5556
291 CHEMBL2401967 448.42 CC[C@H]1IN(CCC(F)(F)F)c2nc(ncc2N(C)C1=0)n3ccnc3cdcce(F)ccd 3.5502 3.4086
292~ | CHEMBL1094408 448.52 COclcce(ccINe2nec3CCele(nn(C)c4c3n2)C(=O)N)N5CCN(C)CC5 0.8451 1.5924
293* | CHEMBL1095717 448.52 COclce(cecINe2nee3CCcce(nn(C)c4c3n2)C(=0)N)N5SCCN(C)CC5 1.6021 1.5931
294 CHEMBL2332840 448.79 FC(F)(F)clcc(NC(=O)Nc2cce(Oc3nenc4[nH]Inec34)cc2)cecl1Cl 4.0000 4.0561
295 CHEMBL2401956 450.44 CC[C@H]1N(c2cnn(C)c2)c3nc(ncc3N(C)C1=0)c4cen[nH]c4c5cce(F)cc5F 3.1004 3.5593
296 CHEMBL2407898 450.53 COclccc2NC(=0)\ C(=C\ c3cccdc(\ C=C\ c5cce(CN(C)C)ech)n[nH]c4c3) \ c2cl 4.0000 4.3110
297 CHEMBL2380586 450.56 Cnlcc(enl)c2ec3[nH]nc(c4ecec(c4)S(=0)(=0)N)c3cc2NC5CCCCC5 3.6990 3.9089
298 CHEMBL1241855 451.49 COclcc(OC)c(\ C=C\ S(=0)(=0)Cc2ccc(OC)c(NCC(=0)0)c2)c(OC)cl 0.9542 2.4431
299 CHEMBL.2443138 452.5 CN(C)cleec(Oc2cc(O)ec(O)c2c3onc(c3)C(=O)NCACCN(C)CC4)ccl 1.0000 2.0277
300 CHEMBL497949 452.55 NC(=0)cleccc2\ C(=C(\Nc3ccc(CN4CCCCC4)cc3)/c5ccece5)\ C(=0)Nc2cl 4.0000 3.7482
301~ | CHEMBL1808334 452.55 CCclceee(CC)cINC(=0)c2nn(C)c3c2CCc4cene(NcSecece5)nc34 4.0000 5.8629
302* CHEMBL2402076 453.47 CCC1N(c2cce(cc2)C#N)e3nc(nec3N(C)C1=0)ndcencdcScec(F)ecs 3.5752 3.5748
303" | CHEMBL2443044 454.43 CN1CCC(CC1)NC(=0)c2cc(on2)c3c(O)cc(O)cc30c4cec(ccd)[N+](=0)[O-] 1.0000 1.9907
304 CHEMBL2333365 455.5 Ccle(F)ce(ccc1C(=0)N2CCOc3ccc(ce3C2)cdecc(N)ncd)S(=0)(=0)C 4.0000 3.5339
305 CHEMBL2401968 456.46 CCCIN(C2CCC(F)(F)C2)c3nc(ncc3N(C)C1=0O)ndcencdcSecc(F)ees 2.5051 3.5542
306 CHEMBL222419 457.93 COclec2nen(c3ec(O[C@H](C)cdececcdCl)c(s3)C(=0)N)c2cc10C -0.0969 0.7374
307 CHEMBL521806 457.93 COclec2nen(c3ec(O[C@@H](C)cdececc4Cl)c(s3)C(=O0)N)c2cc10C 1.4771 0.7374
308 CHEMBL1089082 459.42 FC(F)(F)clecee(cl)C(=O)Nc2ccec(c2)c3cencdec(nn34)c5cencch 4.6990 4.0695
309" | CHEMBL3218002 459.48 ONC(=0)\ C=C\ clcen(c1)S(=0)(=0)c2cce3nenc(Nedecec(c4)CHC)c3c2 5.0000 4.0324
3100 | CHEMBL1095716 460.53 CN1CCN(CC1)c2cce(C(=0)C)c(Ne3necc4CCc5e(nn(C)c5c4n3)C(=0)N)c2 2.0374 3.0182
311 CHEMBL1096028 460.53 CN1CCN(CC1)c2cce(Ne3ncc4CCc5e(nn(C)c5¢4n3)C(=0)N)c(c2)C(=0)C 2.6665 3.0189
312* | CHEMBL1097374 460.53 CN1CCN(CC1)c2ccec(Ne3necdCCe5e(nn(C)c5c4n3)C(=0)N)c2C(=0)C 3.3120 3.0182
313 CHEMBL1933578 461.44 Cnlcc(cclc2cenc(Ne3cec(cec30C(F)(F)F)N4CCNCC4)n2)C(=O)N 1.2553 2.1318
3147 CHEMBL522709 461.46 COclcec2nen(c3cc(O[C@H](C)cdcceccAC(F)(F)F)c(s3)C(=0O)N)c2cl 0.4771 0.4891
315" | CHEMBL2401959 462.44 CCC1(C)N(CCC(F)(F)F)c2nc(ncc2N(C)C1=0)n3cence3cdcecc(F)ccd 3.8549 42792
316 CHEMBL2407899 462.55 CN1CCN(CC1)c2cce(\ C=C\ c3n[nH]c4cc(\ C=C/5\ C(=0)Ncbcccec56)ccc34)cn2 4.0000 3.8629
317 CHEMBL1689159 462.56 CN1CCC(CC1)Oc2ccc3nen(cdec(OCc5ccecec5)c(s4)C(=0)N)c3c2 1.8388 0.8729
318" | CHEMBL1200485 464.82 CNC(=0O)clce(Oc2ccc(NC(=0)Nc3cec(Cl)c(c3)C(F)(F)F)cc2)cenl 4.0000 2.3959
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319* | CHEMBL2443139 466.53 CC(C)Nclcec(Oc2ce(O)ec(O)c2c3onc(c3)C(=O)NCACCN(C)CC4)ccl 1.0000 2.0272
30 CHEMBL388978 466.53 CN[Ce@H]1C[C@H]20[Ce@](C)([C@@H]10C)n3c4cccccdc5c6CNC(=0)c6c7c8cc 2 5441 3.5740
ccc8n2c7c35
321 CHEMBL3745885 467.45 CN1C(=0)C(=Cc2cnc(Nc3ccc4[nH]cccde3)ncl2)S(=0)(=0)c5cec(F)cc5F 4.0000 3.9785
322 CHEMBL1242101 468.46 CC(=0O)Nclccc(Nc2nec(c(Ne3cecec3C(=0)cdccccc4)n2)[N+](=0)[O-])ccl 2.9542 4.2571
323 CHEMBL2178352 468.6 CN1CCN(CC1)c2cce(Ne3necdnc(NcSeecee5)n(C6CCCCH)c4n3)cc2 4.0000 3.8179
324 CHEMBLA475817 469.24 Nclnce(NC(=0)c2cc(NC(=0)c3ccec(c3)C(F)(F)F)ccc2Cl)ec1Cl 4.4771 4.0384
325 CHEMBL1209674 474.96 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3ec(cec23)c4cenced)cbeccec5Cl 0.0000 0.7535
326* CHEMBL1209675 474.96 C[C@@H](Oclcc(sc1C(=O)N)n2cenc3cece(cc23)c4cenced)cbecece5Cl 0.3010 0.7505
327~ | CHEMBL1933576 47547 CN1CCN(CC1)c2ccc(OC(F)(F)F)c(Nc3ncec(n3)cdec(cn4C)C(=O)N)c2 1.1761 2.1322
328* | CHEMBL1689160 476.59 CC(Oclce(sc1C(=0)N)n2cnc3cec(OC4CCN(C)CC4)cec23)c5eececs 1.8195 0.7471
329 CHEMBL259084 476.86 OC(=0)clcec(Ne2ncc3CN=C(c4cc(Cl)cccdc3n2)c5c(F)cccc5F)ccl 4.7243 3.8966
330 CHEMBL514499 477.46 COclec2nen(c3cec(OCcdceccecdC(F)(F)F)c(s3)C(=0O)N)c2cc10C 0.3010 1.3125
331 CHEMBL3330409 477.58 CCcleceeccl C(N(C)C)C(=O)Nc2eee3[nH]ne(cdccec(c4)S(=0)(=O)N)c3c2 4.6990 3.8792
332* CHEMBL1209842 477.97 C[C@@H](Oclcc(sc1C(=0O)N)n2cnc3cc(cec23)cdenn(C)cd)c5cecec5Cl 0.0000 0.7525
333~ | CHEMBL1209843 477.97 C[C@@H](Oclcc(sc1C(=0O)N)n2cnc3ccc(cc23)cdenn(C)cd)c5cecec5Cl 0.0000 0.7493
334~ | CHEMBL1242977 479.45 CNclncec(nl)c2ceenc20c3cec(NC(=0)cdcecec(c4)C(F)(F)F)cc3C 3.9031 4.0622
335" | CHEMBL3330410 481.59 NS(=0)(=O)clccce(cl)c2n[nH]c3ccc(NC(=0)C(N4CCCC4)c5ceesc5)cc23 4.6990 3.9151
336 CHEMBL1808336 482.58 CCclcece(CC)cINC(=0)c2nn(C)c3c2CCcdenc(NcSeccec50C)nc34 4.0000 4.4094
337 CHEMBL525203 484.55 COC(=0)clccc2\ C(=C(\Nc3cce(CN(C)C(=O)N(C)C)cc3)/cdcccecd) \ C(=O)Nc2cl 4.0000 4.1477
338 CHEMBL3218000 485.54 NcleceecINC(=0)c2cce(COc3cccdnenc(Nc5cece(c5)C#C)cde3)cc2 5.0000 4.2591
339" | CHEMBL1794067 487.96 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3ccc(OC[C@@H](O)CO)cc23)cdccccc4Cl 0.0000 0.7211
340 CHEMBL1271644 488.47 Cnlnc(C(=0)N)c2CCc3cnc(Nedec(ccc4OC(F)(F)FYNSCCNCC5)nc3c12 0.3010 1.5155
341 CHEMBL1793891 488.47 CN1CCN(CC1)c2cce(OC(F)(F)F)c(Ne3ncedCCc5c(n[nH]c5c4n3)C(=0)N)c2 0.6021 1.5076
342~ | CHEMBL1271591 488.47 Cnlnc(C(=0)N)c2CCc3cnc(Ncdec(NC5CCNC5)ccc4OC(F)(F)F)nc3c12 1.8865 1.5142
343 CHEMBL1774332 488.47 Cnlnc(C(=0)N)c2CCc3enc(Nedce(NC5CCCN5)ccc4OC(F)(F)F)nc3c12 1.9191 1.5088
344 CHEMBL1243200 488.54 CNclncec(nl)c2ceenc20c3cec(NC(=O)cdceccc4NcSeccec5)cc3 3.0000 4.2639
345~ | CHEMBL2042135 490.54 C[C@@H](Oclcc(cecl C(=0)N)c2cc(ecnc2N)e3cc(CN(C)C)cs3) \ C=C/C(F)(F)F 3.7649 3.2318
346 CHEMBL2042041 490.54 CC(Oclce(cccl C(=0)N)c2cec(enc2N)c3ec(CN(C)C)es3) \ C=C/C(F)(F)F 3.9248 3.2318
347* | CHEMBL2042042 490.54 C[C@H](Oclce(cccl C(=0)N)c2ce(enc2N)c3ce(CN(C)C)cs3) \ C=C/C(F)(F)F 4.6990 3.2318
3480 | CHEMBL2407900 49257 COclcce2NC(=0)\ C(=C\C?>CCC4C(\C=C2 \C§5ccc(nc5)N6CCN(C)CC6)n[nH]c4c3)\C 40000 3.8399
349 CHEMBL1092830 494 .45 Ccloc(c(NC(=0)\N=C/2\ NC=C(CCNc3cc(Nc4nc[nH]n4)ncn3)S2)c1)C(F)(F)F 2.8573 3.3796
350 CHEMBL3109933 494.97 CN(C)C(=O)clcce(Nc2ee3c(cn2)cc(c4cnn(C)cd)n3C(=0)OC(C)(C)C)c(Cl)cl 5.0000 4.5995
351* CHEMBL1209758 496.5 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cc(ccc23)cdecc[nH]4)c5ececc5C(F)(F)F 0.6990 0.4939
352* CHEMBL1209759 497.49 C[C@@H](Oclcc(sc1C(=0)N)n2enc3cc(cec23)cden[nH]c4)c5ccecc5C(F)(F)F 0.0000 0.4886
353 CHEMBL1964261 499.02 C[C@@H](Oclce(sc1C(=0)N)n2cnc3ccc(OCCCN(C)C)ec23)cdececc4Cl 0.6021 0.7511

11



354* | CHEMBL1774327 499.49 CN1CCC(=CC1)c2ccc(OC(F)(F)F)c(Nc3ncc4CCc5c(nn(C)c5c4n3)C(=0)N)c2 0.4771 1.5159
355* | CHEMBL1774328 500.52 CN1CCC(CC1)c2cce(OC(F)(F)F)c(Nc3nccdCCcbe(en(C)c5c4n3)C(=0)N)c2 0.7782 2.1287
356* | CHEMBL1933582 501.5 CN1CCN(CC1)c2cce(OC(F)(F)F)c(Nc3ncec(n3)cdcc5C(=0)NCCc5n4C)c2 0.9542 2.3318
357 CHEMBL2401958 502.39 CN1C(=0)C(CC(F)(F)F)N(CCC(F)(F)F)c2nc(nccl2)n3ccnc3cdcec(F)ccd 3.5416 2.8772
358 CHEMBL1272140 502.49 CN1CCN(CC1)c2cec(OC(F)(F)F)c(Ne3ncc4CCcbSc(nn(C)c5c4n3)C(=0)N)c2 0.4771 1.5159
359* CHEMBL1630117 504.9 ONC(=O)cloc(ccl)c2cce3nenc(Ncdeec(OCc5cecc(F)c5)c(Cl)cd)c3c2 3.3010 4.0279
360 CHEMBL1933579 505.49 CN1CCN(CC1)c2ccc(OC(F)(F)F)c(Nc3ncec(n3)cdec(cndCCO)C(=O)N)c2 2.1790 1.9956
361* CHEMBL1209603 507.53 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cc(ccc23)cdeccccd)c5ececc5C(F)(F)F 0.7782 0.4953
362* CHEMBL1209604 507.53 C[C@@H](Oclcc(sc1C(=0O)N)n2cnc3cce(cc23)cdcccecd)c5eccec5C(F)(F)F 1.2553 0.4931
363* | CHEMBL2392552 507.63 COclec(cecINe2nee3N(C)C(=0)CCN(C4CCCC4)c3n2)C(=0)NC5CCN(C)CC5 1.0792 1.2011
364 CHEMBL2348417 507.99 OCCNC(=0)C1=Cc2¢(Nc3cce(OcdccccSscecd5)c(Cl)e3)nenc2NCC1 4.0000 3.7126
365 CHEMBL1209605 508.51 C[C@@H](Oclce(sc1C(=O)N)n2cnc3ce(cec23)cdcenced)cSeeccce5C(F)(F)F 0.0000 0.4903
366" | CHEMBL1209676 508.51 C[C@@H](Oclce(sc1C(=0O)N)n2cnc3cc(cec23)cdccencd)cSceeccec5C(F)(F)F 0.0000 0.4895
367 CHEMBL1209606 508.51 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cec(cc23)cdecnecd)cSeccec5C(F)(F)F 0.3010 0.4874
368 CHEMBL1209677 508.51 C[C@@H](Oclce(sc1C(=O)N)n2cenc3cec(cc23)cdccencd)c5eecec5C(F)(F)F 0.3010 0.4863
369* CHEMBL1209756 508.51 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cc(cec23)cdcccend)c5cecce5C(F) (F)F 0.7782 0.4885
370 CHEMBL3785951 508.59 CC(=0O)N1CCN(CCl)[Ce@H]2C[C@@H](C2)n3cc(c4cc(OC[C@@H]5CCCO5)cccs 40000 37931
F)c6c(N)nenc36
371 CHEMBL3623375 509.62 CN(C)CCCNC(=0)clesc2nc(cn12)c3cce(NC(=0)Ncdee(ond)C(C)(C)C)cc3 4.0000 4.0254
372 CHEMBL1794070 511.04 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3ccc(OCACCN(C)CC4)cc23)c5eccec5Cl 0.3010 0.7539
373 CHEMBL1209841 511.52 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cc(cec23)cdenn(C)cd)c5ececc5C(F)(F)F 0.0000 0.4893
3747 | CHEMBL3297762 512.09 CNlCCN(C[C@@H](NC(=O)C[C@HgSC)(I;Tgl(=O)C3CC(CH23)C4CCCC(C1)C4)C5CCCC 40000 31847
375 CHEMBL460702 512.89 CCOC1=C(C(=O)Nc2ccc(Oc3cenc(N)e3Cl)c(F)c2)C(=0)N(C=C1)c4ccc(F)ccd 3.3010 3.3760
376 CHEMBL1209757 513.55 C[C@@H](Oclce(sc1C(=0)N)n2cnc3cc(ccc23)cdeccs4)cScccec5C(F)(F)F 0.4771 0.5048
377~ | CHEMBL2392548 513.58 CN1CCC(CC1)NC(=0)c2ccc(Ne3nccaN(C)C(=O)C(F)(F)CN(C5CCCC5)c4n3)cc2 0.0000 2.9471
378* | CHEMBL1793896 514.5 CN1CCN(CC1)c2ccc(OC(F)(F)F)c(Ne3ncc4CCche(nn(C=C)c5c4n3)C(=0)N)c2 0.7782 1.4843
379 CHEMBL1087397 515.53 CN(C)Cclcce(ccl)c2enn3c(cenc23)cdecce(NC(=0)c5ccec(c5)C(F)(F)F)c4 3.3010 4.0717
380" CHEMBL1243326 515.54 CNclncec(nl)c2ceenc20c3cec(Nednne(cSecc(F)ce5)cbeececd6)ccd 4.3979 4.3655
381 CHEMBL1242482 516.34 OC(=0)clcce(ccl)C(=0)\ C(=C/c2ccc(F)c(c2)[N+](=0)[O-])\ SCe3cec(Br)ce3 4.6990 3.8629
389* | CHEMBL1774330 516.48 CnlnC(C(=O)N)CZCCC3CnC(NC4CC(NC(=§))[C@@H]SCCCN5)CCC4OC(F)(F)F)HC3C1 1.6435 1.4364
383 CHEMBL1793893 516.52 CCnlnc(C(=0)N)c2CCc3enc(Ncdee(ccc4OC(F)(F)F)N5SCCN(C)CC5)nc3cl2 0.7782 1.5183
384 CHEMBL1271590 516.52 CCN1CCN(CC1)c2ccc(OC(F)(F)F)c(Nc3ncc4CCcSe(nn(C)c5c4n3)C(=0)N)c2 0.9031 1.5163
385" | CHEMBL1272195 516.52 CN1CCCN(CC1)c2cec(OC(F)(F)F)c(Ne3ncc4CCcbe(nn(C)c5c4n3)C(=0)N)c2 1.3979 1.5163
386 CHEMBL1272300 516.52 CN1CCC(CC1)Nc2cec(OC(F)(F)F)c(Ne3ncc4CCcbe(nn(C)c5c4n3)C(=0)N)c2 2.3010 1.5154
387* | CHEMBL1271645 518.49 Cnlnc(C(=0)N)c2CCc3cnc(Ncdee(ccc4OC(F)(F)F)NSCCIN+](C)([O-])CC5)nc3c12 2.1038 1.5036
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388 CHEMBL72365 520.94 Oclc(Br)cc(\ C=C\ 2/C(=0)Nc3ccc(I)cc23)cclBr 3.6628 4.3567
389" | CHEMBL1630118 520.96 ONC(=O)clcec(s1)c2cec3nenc(Nedcec(OCc5cece(F)c5)c(Cl)cd)c3c2 3.4624 4.1752
390 CHEMBL513909 501,65 CC[C@H]1N(CZCCCC2)c3nc(Nc4ccc(cc=4§C)C(=O)NC5CCN(C)CC5)ncc3N(C)C1 -0.0809 1.1034

391 CHEMBL2048912 522.02 CC(C)(N)C(=O)NCCnlcce2nenc(Ne3cee(Ocdeceebsnecd5)c(Cl)e3)cl12 4.0000 4.5582

392 CHEMBL1209844 522.54 C[C@@H](Oclcc(sc1C(=O)N)n2cnc3ce(ccc23)cdcenc(C)cd)c5ccecc5C(F) (F)F 0.0000 0.4905
393* | CHEMBL1208835 523.53 C[C@@H](Oclce(sc1C(=0)N)n2cnc3cc(cec23)cdcenc(N)c4)c5eccec5C(F)(F)F 0.0000 0.4828
394~ | CHEMBL1208892 524.52 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cc(ccc23)cdeenc(N)nd)cSeccec5C(F)(F)F 0.0000 0.4760
395* CHEMBL1208893 524.52 C[C@@H](Oclcc(sc1C(=0O)N)n2cnc3cc(cec23)cdenc(N)ncd)c5ccecc5C(F) (F)F 0.0000 0.4773

396 CHEMBL1964264 525.06 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3ccc(O[C@H]J4CCCN(C)CC4)cc23)c5ccccc5CL 0.4771 0.7543
397~ | CHEMBL1964265 525.06 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cce(O[C@@H]4CCCN(C)CC4)cc23)c5cccec5Cl 0.6021 0.7543
398* | CHEMBL1794069 525.06 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3eccc(OCCACCN(C)CC4)cc23)c5ecece5Cl 0.7782 0.7545
399" | CHEMBL1808338 525.6 CCclcece(CC)cINC(=0)c2nn(C)c3c2CCc4enc(Nc5eee(cc50C)C(=0)N)nc34 3.4820 3.1176

400 CHEMBL1689168 526.55 CC(Oclce(ccc1C(=0)N)n2enc3cc(OCCCN(C)C)cec23)cdccccc4C(F)(F)F 4.1818 3.1646
401* | CHEMBL2392551 507 61 CNlCCC(CCl)NC(=O)c2ccc(Nc3ncc4NéC)C(=O)C(F)(F)CN(CSCCCCS)C4H3)CC2 5 2788 5 0474
402* CHEMBL103667 527.66 Cclcee(ccl)n2nc(cc2NC(=0)Nc3cec(OCCN4CCOCC4)c5ceccce35)C(C)(C)C 44771 4.4828
403~ | CHEMBL1271535 530.55 CN1CCCC1CCNc2ccc(OC(F)(F)F)c(Ne3nec4CCcehe(nn(C)c5¢4n3)C(=0O)N)c2 2.1335 1.5154
404* | CHEMBL1964263 530.56 C[C@@H](Oclcc(sc1C(=0)N)n2cne3ccc(OC4CCNCC4)cc23)c5ccccc5C(F)(F)F 0.4771 0.4901

405 CHEMBL1614933 530.56 CN1CCC(CC1)Oc2cce3nen(cdcc(OCc5ccccc5C(F)(F)F)e(s4)C(=0O)N)c3c2 0.9542 0.7530

406 CHEMBL597754 530,64 CNC(=O)clnn(C)chlCCc3cnc(NC4CCI;I§CC4)C(=O)C5CCN(CC5)S(=O)(=O)C)nC 40000 31913
407~ | CHEMBL1630107 530.93 ONC(=0)\ C=C\ cloc(ccl)c2cec3nenc(Nedceec(OCc5ccece(F)c5)c(Cl)cd)c3c2 4.0792 4.0647

408 CHEMBL1774337 531.53 CN1CCN(CC1)c2cce(OC(F)(F)F)c(Ne3ncc4CCc5c(nn(CCN)c5c4n3)C(=0)N)c2 1.5185 1.4553
409* | CHEMBL1933584 531.53 CN1CCN(CC1)c2ccc(OC(F)(F)F)c(Nc3ncec(n3)c4ce5C(=0)NCCc5n4CCO)c2 2.0086 2.2006
410~ | CHEMBL1738758 532.52 CN1CCN(CC1)c2cec(OC(F)(F)F)c(Ne3ncc4CCc5c(nn(CCO)c5c4n3)C(=0)N)c2 0.3010 1.3889

411 CHEMBL1774334 530 50 CNlCCN([C@@H](CO)Cl)C2CCC(OC(F§?C)§)C(Nc3ncc4CCc5c(nn(C)c5c4n3)C(=O) 21875 14672
410% CHEMBL1774335 53050 CNlCCN([C@H](CO)Cl)C2CCC(OC(F)(F))CFZ)c(Nc3ncc4CCC5c(nn(C)C5c4n3)C(=O)N 23032 14672
413~ | CHEMBL1774331 532.56 CCN(CC)CCN(C)clece(OC(F)(F)F)e(Nc2nce3CCclc(nn(C)c4c3n2)C(=0O)N)cl 1.7782 1.5143

414 CHEMBL1208963 534.03 C[C@@H](Oclcc(sc1C(=0)N)n2cenc3cc(cec23)cdcenc(NCCO)cd)c5cecee5Cl 0.0000 0.7400

415 CHEMBL1271694 534 49 Cnlnc(C(=0)N)c2CCc3cnc(Ncdee(cccdOC(F)(F)F)[N+]5([O-])CCIN+[(C)([O- 3.4285 1.4402

])CC5)nc3c12
416* | CHEMBL1793892 534.51 CN1CCN(CC1)c2cce(OC(F)(F)F)c(Ne3ncc4CCc5c(nn(CCF)c5¢4n3)C(=0O)N)c2 0.6021 1.3012

417 CHEMBL2042031 534.57 CC(Oclce(cec1C(=0)N)c2ce(enc2N)c3cce(CN(C)C)cc3)cdcccccdC(F)(F)F 3.1931 3.1587

418" | CHEMBL2042032 534.57 CC(Oclce(ccc1C(=0)N)c2ce(cnc2N)c3ccec(CN(C)C)c3)cdceccccdC(F)(F)F 3.5172 3.1583
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419 CHEMBL3218001 534.59 NclcececINC(=0)\ C=C\ c2cen(c2)S(=0)(=0)c3cccdncene(Nc5ecee(c5)C#C)c4e3 4.4314 4.1865
COcleccc2NC(=0)[C@@]3(C[C@H]3c4ccc5c(\ C=C\ c6cecc(CN7C[Ca@@H](C)O[Ca@

. 4. 4.6941

420 CHEMBL3408947 534.65 HJ(C)C7)cct)n[nH]c5ed)e2cl 6990 69
421* | CHEMBL2042029 535.56 CC(Oclec(cec1C(=0)N)c2nc(cnc2N)c3cec(CN(C)C)ec3)cdeccccdC(F)(F)F 3.5911 3.1405
422 CHEMBL2042030 535.56 CC(Oclece(cec1C(=0)N)c2nc(cnc2N)c3ccce(CN(C)C)c3)cdeccecdC(F)(F)F 4.0828 3.1401
423 CHEMBL1808337 536.55 CCclecec(CC)cINC(=0)c2nn(C)c3c2CCc4cenc(Ncbeccec5OC(F)(F)F)ne34 4.0000 4.3329
424 CHEMBL2046883 537.66 Cclecc(NC(=0)Nc2nnc(Sc3nencdcc(OCCCNS5CCOCCS5)cec34)s2)ccl 4.0000 3.6746
425 CHEMBL1689164 538.56 CC(Oclce(ccc1C(=0)N)n2enc3ccc(OCACCN(C)CC4)cc23)c5ccecc5C(F)(F)F 2.2788 3.1640
426 CHEMBL1615277 538.56 C[C@@H](Oclcc(cecl C(=0)N)n2enc3ec(OCACCN(C)CC4)cec23)c5cccec5C(F)(F)F 4.7101 3.1666
427* | CHEMBL1689165 538.56 CC(Oclce(ccc1C(=0)N)n2cnc3ec(OC4CCN(C)CC4)ccc23)c5ecccc5C(F)(F)F 4.9440 3.1666
128 CHEMBL502835 539.62 COC(=O)C1CCC2\C(=C(\Nc3ccc(cc3)(l)\;§3c)gc(1=0)CN4CCN(C)CC4)/c5ccccc5)\C(= 40000 3.6895
4297 CHEMBL3217993 540.41 NclcceccINC(=0)c2ccc(COc3cecdncenc(NcSecee(Br)c5)cdc3)cc2 5.0000 4.2655
430* CHEMBL2042035 540.6 CC(Oclec(cec1C(=0)N)c2cc(cnc2N)c3ccc(CN(C)C)s3)cdcccecdC(F)(F)F 2.6990 3.1705
431 CHEMBL2042136 540.6 C[C@@H](Oclcc(cec1C(=0)N)c2ce(cnc2N)e3cc(CN(C)C)es3)cdcccecdC(F)(F)F 2.9138 3.1705
432* | CHEMBL2042040 540.6 CC(Oclec(cec1C(=0)N)c2cc(cnc2N)c3ec(CN(C)C)es3)cdcececcdC(F)(F)F 3.1206 3.1705
433 CHEMBL1630109 540.97 ONC(=0)\ C=C\ clccce(cl)c2cce3nenc(Nedece(OCc5cecee(F)e5)c(Cl)cd)c3c2 3.8325 4.0894
434* CHEMBL1630110 540.97 ONC(=0)\ C=C\ clccc(ccl)c2ece3nenc(Nedecc(OCc5cecec(F)e5)c(Cl)cd)c3c2 3.9590 4.0934
4351 CHEMBL1964262 541.06 C[C@@H](Oclcc(sc1C(=O)N)n2cnc3ccc((l)C[C@H](O)CN4CCCC4)CC23)c5ccccc5C 04771 0.7358
436* CHEMBL1208833 542.96 C[C@@H](Oclcc(sc1C(=0O)N)n2cnc3ec(cec23)cdcenc(Cl)cd)c5ecccc5C(F)(F)F 0.6021 0.4924
437 CHEMBL1208834 542.96 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cce(cc23)cdcenc(Cl)cd)c5eccec5C(F)(F)F 1.7243 0.4898
438 CHEMBL1933577 543.46 CN1CCN(CC1)c2cce(OC(F)(F)F)c(Nc3ncec(n3)cdec(cndCC(F)(F)F)C(=O)N)c2 1.2553 1.5280
439 CHEMBL2392553 543.61 COC1cc(ccclNc2ncc3N(C)C(=O)C(F)(F)gé\l(C4CCCC4)c3n2)C(=O)NC5CCN(C)C 0.6021 0.3744
440 | CHEMBL2392550 543.61 COclcc(Nc2ncc3N(C)C(=O)C(F)(F)CN(CCS4CCCC4)c3n2)CCC1C(=O)NC5CCN(C)C 11761 29320
4417 | CHEMBL1774336 544 53 CNlCCC(CCl)C(=O)Nc2ccc(OC(F)(F)F)2C(Nc3ncc4CCc5c(nn(C)c5c4n3)C(=O)N)c 23502 1.4943
442 CHEMBL1615278 544.59 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3ccc(OC4CCN(C)CC4)cc23)c5cccec5C(F)(F)F 0.3010 0.4907
443~ | CHEMBL1689158 544.59 CC(Oclce(sc1C(=0)N)n2cne3cec(OCACCN(C)CC4)cec23)c5cccec5C(F)(F)F 0.9542 0.4907
44 CHEMBL1258913 54467 O=C(N[C@H](CNlCCCCl)C2CCCCC2)C3CC4CS43[1’1H]nC(NC(=O)C5CCC(CC5)N6CCOCC6) 40000 36366
445* | CHEMBL1774339 545.56 CN1CCN(CC1)c2ccc(OC(F)(F)F)c(Ne3ncc4dCCche(nn(CCCN)c5¢4n3)C(=O)N)c2 1.7160 1.4828
446* | CHEMBL1793894 546.54 COCCnl1nc(C(=0)N)c2CCc3enc(Nedee(ccc4OC(F)(F)F)N5SCCN(C)CC5)nc3cl12 1.1761 1.4102
447* CHEMBL1630108 547 ONC(=0)\ C=C\ clccc(s1)c2cec3nenc(Nedeec(OCc5ccece(F)c5)e(Cl)c4)c3c2 3.4314 41177
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COclec(cecINe2nee3N(C)C(=0)[C@@H](CC=C)CN(C4CCCC4)c3n2)C(=O)NC5C

N
448 CHEMBL2392556 547.69 CN(Q)CC5 0.0000 1.1616
449 CHEMBL2392557 547 69 COclec(cecINe2nec3N(C)C(=0) [C@;I(] ((ggzg)CN(C4CCCC4)c3n2)C(=O)NC5CC 1.8451 11616
450 CHEMBL1614725 547.96 CC(C)(O)CC(=O)NCCnlcece2nenc(Ne3cec(Ocdecec(c4)C(F)(F)F)c(Cl)c3)c12 4.0000 4.5155
451* CHEMBL1209017 549.09 C[C@@H](Oclec(sc1C(=0O)N)n2cnc3cc(cec23)cdenn(CCCN(C)C)cd)c5ecece5Cl 0.3010 0.7515
452* | CHEMBL1793895 550.96 CN1CCN(CC1)c2ccc(OC(F)(F)F)c(Nc3nec4CCc5c(nn(CCCl)c5¢4n3)C(=0)N)c2 0.8451 1.5302
453 | CHEMBL2392558 551.66 COclec(cecINe2nee3N(C)C(=0)[C@](F)(CN(C4CCCC4)c3n2)C=C)C(=O)NC5CC 0.6990 16288
N(C)CC5
454 | CHEMBI2392543 551,66 COclec(cec1Ne2nee3N(C)C(=0)[C@@](F)(CN(C4CCCC4)c3n2)C=C)C(=O)NC5C 22304 1.6288
CN(C)CC5
455 CHEMBL2392544 550 64 COClcc(ccclNCchc3N(C)C(=O)[C@lll((F():()gl(\:IéCélCCCC4)C3n2)C=C)C(=O)NN5CC 04771 16047
456 CHEMBL2392554 553,67 CC[Ce@] 1(F)CN(CZCCCCZ)c3nc(NcC4)cCc§(=Cé4OC)C(=O)NC5CCN(C)CC5)ncc3N( 0.3010 17207
457 | CHEMBL2392555 553,67 CC[C@]l(F)CN(CZCCCCZ)c3nc(Nc4ccg§c_ccé)10C)C(=O)NC5CCN(C)CCS)ncc3N(C) 20000 17207
458 CHEMBL1929238 554.53 CN(C)CCN1CCN(CCC1=0)C(=0)c2cc(sc2NC(=0)Nc3ceec(Cl)e3C1)C(C)(C)C 4.4771 4.5414
459 CHEMBL1272250 556.58 Cnlnc(C(=0)N)c2CCc3enc(Ncdee(ccc4OC(F)(F)F)NSCCC(CC5)N6CCCCh)nc3cl12 1.5185 1.5186
460* | CHEMBL1794068 558.62 C[C@@H](Oclce(sc1C(=0)N)n2cne3ccc(OCCACCN(C)CC4)cc23)c5ecccc5C(F)(F)F 0.8451 0.4914
461* | CHEMBL1208894 559.08 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3ec(ccc23)cdcenc(c4)NSCCNCC5)cbccccc6Cl 0.9031 0.7500
462* | CHEMBL1774333 559.59 CN1CCN(CCCNc2cec(OC(F)(F)F)c(Nc3nccdCCcSe(nn(C)c5c4n3)C(=0)N)c2)CC1 2.0253 1.5137
463 CHEMBL1834657 560.48 CCN1CCN(CC1)c2cce(Ne3ce(nen3)N(C)C(=0)Ncdc(Cl)c(OC)ce(OC)c4Cl)cc2 4.0000 3.7751
464 CHEMBL1983268 560,64 CNlCCN(CCl)C2CCC(C(=O)NC3n[nH]C;LEEC(CCSCC(F)CC(F)CS)CC34)C(NC6CCOCC6 4.0000 37174
465 CHEMBL1933581 561,56 Cnlcc(cclc2ccnc(Nc3cc(ccc3OC(F)(F)F)E4CCN(CC4)C(=O)OC(C)(C)C)nZ)C(=O) 40000 5 9075
166" | CHEMBIL2392545 5616 COclCC(C(=O)NC2CCN(C)CC2)C(F)cchl;I;;ncc4N(C)C(=O)C(F)(F)CN(C5CCCC5) 03010 0.3388
467 | CHEMBL2392547 5616 COclc(F)c(ccclNcchcBN(C)C(=O)C(F))C(FC);ZN(CALCCCCAL)CSnZ)C(=O)NC5CCN(C 1.4150 0.3388
468* | CHEMBL2392546 5616 COClcc(cc(F)clNcchc?:N(C)C(=O)C(F))((:FC)SCN(C4CCCC4)c3n2)C(=O)NC5CCN(C 1.9085 03310
469 CHEMBL2148053 562.47 CC(C)(C(=O)NCCn2ccc3ncnc(Nedece(Oc5ecee(Cl)c5)e(Cl)cd)c23)S(=0)(=0)C 4.0000 4.4105
470 CHEMBL1933583 569.5 CN1CCN(CC1)c2ccc(OC(F)(F)F)c(Ne3ncee(n3)c4cc5C(=0)NCCchn4CC(F)(F)F)c2 1.4472 1.7330
471N CHEMBL220241 570.6 CCnlc(nc2enc(Oc3ccce(NC(=0)cdccc(OCCN5CCOCC5)ccd)c3)ccl2)cononc6N 4.0000 3.6570
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CN(C)CCCN1CCC(CC1)c2cec(OC(F)(F)F)e(Ne3nccdCCc5e(nn(C)c5c4n3)C(=0)N

472 CHEMBL1774329 572.63 )2 1.6232 1.5205
473 CHEMBL1271482 57963 CNlC(C)(C)CC(CCl(C)C)NCZCCC(OC()I;\)I?ZF)c(Nc3ncc4CCc5c(nn(C)c5c4n3)C(=O » 9841 23922
474 CHEMBL1684800 572.97 COclcce(Cn2ncc(NC(=0)c3cc(NC(=0)Ncdcee(Cl)e(c4)C(F)(F)F)cec3C)c2N)ccl 2.2238 4.0150
475" | CHEMBI.1208958 57311 C[CeeH] (Oclcc(sclC(=O)N)n2cnc3cc(cclc23)c4ccnc(c4)N5CCN(C)CCS)C6CCCCC6C 0.3010 0.7503
476" | CHEMBL1774340 573,61 CN(C)CCCnlnC(C(=O)N)c2CCc3ch(Nc;Lcc(CCCALOC(F)(F)F)N5CCN(C)CC5)nC3c1 9 4456 1.4935
477~ | CHEMBL1209015 577.1 C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cc(ccc23)cdenn(CCNSCCOCCS5)c4)c6cccec6Cl 0.0000 0.7481
478 | CHEMBL2392549 578.05 COC1cc(C(=O)NC2CCN(C)CCZ)C(Cl);)cclii?nccélN(C)C(=O)C(F)(F)CN(CSCCCC 0.0000 03773
479 CHEMBL2443026 578.66 CN(C)clccc(Ochc(O)cc(O)c2c3onc(cg))gzlo)NC4CCN(CC4)C5CCC6(CCS)OCC 1.0000 2 0062
480" | CHEMBL1808339 579.57 CCclcece(CC)cINC(=0)c2nn(C)c3c2CCc4enc(Nc5eec(cc5OC(F)(F)F)C(=0)N)nc34 4.0000 2.9203
481* CHEMBL1630111 580.01 NclcececINC(=0)c20oc(cc2)c3cccdnenc(Ne5cec(OCcbecce(F)chd)e(Cl)c5)cdc3 3.5911 4.1820
482 CHEMBL554 581.06 CS(=0)(=0)CCNCcloc(ccl)c2cec3nenc(Nedcec(OCc5cece(F)c5)c(Cl)cd)c3c2 5.0000 3.8697
483 CHEMBL1208964 58713 C[C@@H](Oclcc(sclC(=O)N)n2cnc3cc(c(cjc123)C4ccnc(NC5CCN(C)CC5)c4)c6ccccc6 0.0000 0.7499
484 CHEMBL1208965 58713 C[CeeH] (OClCC(SClC(=O)N)n2CHC3CC(CéC123)C4CCC(NC5CCN(C)CC5)1’1C4)C6CCCCC6 0.3010 0.7495
485~ | CHEMBL1090360 587.69 O=C(Cclcccecl)Nc2cece(c2)c3ncdscendc3cSeenc(Nebcece(c6)N7CCOCC7)n5 3.0000 3.8000
486+ CHEMBLI1208966 588,12 C[CeeH] (Oclcc(sclC(=O)N)n2cnc3cc(gé(123)c4ccnc(NCSCCN(C)CCS)n4)c6ccccc 0.0000 0.7431
487" | CHEMBL1269487 588 58 CnlnC(C(=O)N)c2CCc3ch(NC4CC(cc;i(c);gl;)(F)F)NSCCN(CC5)C(=O)OC(C)(C)C 29340 9 3458
488" | CHEMBL1933580 589,61 CN1CCN(CC1)c2ccc(OC(F)(F)F)c(Nc31;zzc(n3)c4cc(cn4CCOC5CCCCOS)C(=O)N 2 4346 1.9228
489 CHEMBLI1209016 590 14 C[Ce@H] (Oclcc(sclC(=O)N)n2cnc3cc(2cCCIZ3)c4cnn(CCN5CCN(C)CC5)C4)C6ccccc 0.0000 0.7510
490 CHEMBL1208960 503.62 C[CeeH] (OclCc(sclC(=O)N)n2cnc3cc((ch)cFZS)c4ccnc(c4)N5CCOCC5)C6CCCCC6C(F) 0.6990 0.4835
4917 | CHEMBL1269490 50459 COC1CCC(Cl’lan(C(=O)N)C3CCC4C1’1C(NCC51CC(CCC50C(F)(F)F)N6CCNCC6)1’1C4C23)C 34030 14714
490 CHEMBL1208961 504 65 C[Ce@H] (Oclcc(sclC(=O)N)n2cnc3cc(;c);23)c4ccnc(NCCN(C)C)c4)c5ccccc5C(F)( 04771 0.4845
493 CHEMBL1630112 596.07 NcleccecINC(=0)c2cec(s2)c3ccedncene(Nc5ece(OCcbecec(F)c6)c(Cl)c5)cde3 3.7482 4.3293
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C[C@@H](Oclcc(sc1C(=0)N)n2cnc3cc(cec23)cdcenc(NCCS(=0)(=0)C)c4)c5eceecd

494 CHEMBL1208962 596.12 al 0.0000 0.7301
495¢ CHEMBL1808341 506.72 CCClCCCC(CC)ClNC(=O)C2HH(C)C3C2CCC:C34;CI’1C(NC5CCC(CC50C)C(=O)NCCN(C)C)H 32180 30671
196 CHEMBL1269488 600.6 Cnlnc(C(=O)N)C2CCC3ch(Nc4Cc(ccg;LnOCgC(B(F)F)N5CCN(CC5)C(=O)N6CCNCC 15441 14818
497 CHEMBL1933585 601.62 CNlCCN(CCl)chcc(OC(F)(F)F)C(Ncciréc)c(;:;?;)CALCCSC(:O)N(CCc5n4C)C(=O)OC( 29122 2 8006
498 CHEMBL1630113 606.05 NclcececINC(=0)\ C=C\ c2oc(cc2)c3cccdnenc(Ne5cec(OCcbccece(F)cod)e(Cl)c5)cdc3 3.9294 4.2188
499 CHEMBL1208959 606.66 C[C@@H](Oclcc(sclC(=O)N)n2cnc3ci;c)ilc§§)c4ccnc(c4)N5CCN(C)CCS)C6CCCCC6C 04771 0.4872
500 | CHEMBL1630114 616.08 NclcececINC(=0)\ C=C\ c2cccc(c2)c3ccc;lncnc(Nc5ccc(OCC6CCCC(F)C6)C(Cl)c5)c4c 37404 40435
501 CHEMBL1630115 616.08 NClCCCCClNC(=O)\C=C\C2CCC(CC2)C3CCC:;HICI‘[C(NCSCCC(OCC6CCCC(F)C6)C(C1)C5)C4C 37004 40474
502 CHEMBL1774338 616.63 CNlCCN(CCl)C2CCC(OC(F)(F)F)C(Nc_:?(a;l;\c;)l;CCSC(nn(CCOC6CCOCC6)C5C4n3)C( 1.6335 13941
503 CHEMBL1630116 618.1 NclcececINC(=0)CCc2cce(cc2)c3cccdnenc(Ne5cec(OCcebeece(F)ch)c(Cl)c5)cdc3 44314 3.7572
504* CHEMBL1209018 618.19 CCNlCCN(CCCanc(cn2)c3ccc4c(c3)lirl)cgéécl5cc(0[C@H](C)C6CCCCC6CI)C(55)C(=O) 0.0000 0.7519
CC[C@H]IN(C(C)C)c2nc(Nc3cec(cc30C)C(=0O)N[C@@H]4CC[C@H](CC4)N5CC
HEMBL123352 18.81 -0. 1.1124
505 C 33528 618.8 N(CC6CCH)CC5)ncc2N(C)C1=0 0.0605
506 CHEMBL1808340 622.76 CCclecec(CC)cINC(=0)c2nn(C)c3c2CCc4enc(NcdSeec(cc50C)C(=0)NC6CCN(C) 2 3747 32691
CC6)nc34
5070 | CHEMBL1807305 622.76 CCclecec(CC)cINC(=0)c2nn(C)c3c2CCc4enc(Nc5eec(cc5OC)C(=0)N6CCCN(C) 4.0000 30697
CC6)nc34
508* CHEMBL1807303 636.79 CCclecee(CC)cINC(=0)c2nn(C)c3c2CCc4enc(Ncbece(ce50C)C(=0)N6CCC(CC6) 40000 30698
N(C)C)nc34
500* CHEMBL1808342 650.69 CCclecce(CC)cINC(=0)c2nn(C)c3c2CCcéenc(Ncbeec(cc50C(F)(F)F)C(=O)NCCN 40000 3.0916
(C)C)nc34
CCclecee(CC)cINC(=0)c2nn(C)c3c2CCc4enc(NcSeec(cc50C)C(=0)N6CCC[CeH
VAN
510 CHEMBL1807301 662.82 J6CN7CCCCT)ne34 4.0000 3.2715
CCclecee(CC)cINC(=0)c2nn(C)c3c2CCc4enc(NcSeec(cc50C)C(=0)N6CCC[Cae@
*
511 CHEMBL1808343 662.82 HJ6CN7CCCC7)nc34 4.0000 3.2715
512 CHEMBL2207846 674 64 CC(O)C[C@H](NC(=0)[C@@H]1CCCN1C(=0)C)C(=0O)N[C@@H](Cc2cnc[nH]2)C 42041 29083

(=0)N[Ce@H](CO)C(=O)N[Ce@H]([Ce@H](C)OP(=0)(0)O)C(=O)N
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513

CHEMBL2323729

675.63

CC(C)C[C@H](NC(=0)[C@@H]1CCCN1C(=0)C)C(=0)N[C@@H](Cc2cnc[nH]2)C
(=0)N[C@@H](CO)C(=0)N[Ce@@H]([Ce@H](C)OP(=0)(0)0)C(=0)O

3.7218

2.6336

514

CHEMBL1807306

676.73

CCclccec(CC)cINC(=0)c2nn(C)c3c2CCc4cenc(Ncbeec(cc5OC(F)(F)F)C(=O)N6CC
CN(C)CC6)nc34

4.0000

3.1706

515

CHEMBL1236095

676.73

CCclecee(CC)cINC(=0)c2nn(C)c3c2CCc4enc(Ne5eec(ce5OC(F)(F)F)C(=O)NC6C
CN(C)CC6)nc34

4.0000

3.1188

516*

CHEMBL1807304

690.76

CCclecee(CC)cINC(=0)c2nn(C)c3c2CCc4enc(Ne5eec(ce5OC(F)(F)F)C(=O)N6CC
C(CC6)N(C)C)nc34

4.0000

3.1738

517

CHEMBL1807300

716.8

CCclccec(CC)cINC(=0)c2nn(C)c3c2CCc4cenc(Ne5eec(ce5OC(F)(F)F)C(=O)N6CC
C[C@@H]6CN7CCCC7)nc34

4.0000

3.1927

518~

CHEMBL1807302

716.8

CCclccec(CC)cINC(=0)c2nn(C)c3c2CCc4cenc(Nebeec(ce5OC(F)(F)F)C(=O)N6CC
C[C@H]6CN7CCCC7)nc34

4.0000

3.1927

519

CHEMBL1269489

730.78

CN1CCN(CC1)c2cec(OC(F)(F)F)e(Ne3ncc4CCche(nn(c5c4n3)C(c6eccech)(c7ceccc?
)c8ccccc8)C(=O)N)c2

4.0000

2.2971

520*

CHEMBL2380765

776.75

CC(C)C[C@@H]INC(=0)[Ce@H]2CCCN2C(=0)CSC[C@H](NC(=0)[Ce@H](NC(
-0)[C@H](CO)NC(=0)[C@H](Cc3cnc[nH]3)NC1=0)[Ce@H](C)OP(=0)(0)0)C(=
0)O

3.9912

2.7162

521

CHEMBL2207841

839.91

CC(C)C[C@H](NC(=0)[C@@H]1CCCN1C(=0)C)C(=0)N[C@@H](CCC(=O)NCC
CCCCC2eccec2)C(=0)N[Ce@H](CO)C(=0)N[CeeH]([Ce@H](C)OP(=0)(0)0)C
(=O)N

2.1461

2.9001

522*

CHEMBL2207839

839.91

CC(C)C[C@H](NC(=0)[C@@H]1CCCN1C(=0)C)C(=0)N[Ce@H](CCCCNC(=0)
CCCCC2eccec2)C(=0)N[Ce@H](CO)C(=0)N[CeeH]([Ce@H](C)OP(=0)(0)0)C
(=ON

2.8129

2.9150

523"

CHEMBL2207842

839.91

CC(C)C[C@H](NC(=0)[C@@H]1CCCN1C(=0)C)C(=0)N[C@@H](CC(=0)NCCC
CCCCCe2cecec2)C(=0)N[Ca@@H](CO)C(=0)N[Ca@e@H]([Ce@H](C)OP(=0)(0)0)C
(=O)N

3.0414

2.8873

524

CHEMBL2207840

853.94

CC(C)C[C@H](NC(=0)[C@@H]1ICCCN1C(=0)C)C(=0)N[C@@H](CCCNC(=0)C
CCCCCC2ececc?)C(=0)N[Ca@@H](CO)C(=0)N[Ce@H]([Ce@H](C)OP(=0)(0)O)
C(=O)N

2.2304

29118

525*

CHEMBL2207845

862.95

CC(C)C[C@H](NC(=0)[C@@H]1CCCN1C(=0)C)C(=0)N[Ce@H](Cc2cncn2CCC
CCCCCc3cececd)C(=0)N[Ce@@H](CO)C(=0)N[Cae@H]([Ce@H](C)OP(=0)(0)0)C
(=ON

0.7482

2.9072

526

CHEMBL2207844

862.95

CC(C)C[C@H](NC(=0)[C@@H]1ICCCN1C(=0)C)C(=0)N[C@@H](Cc2ecn(CCCCC
CCCc3cececd)cn2)C(=0)N[C@@H](CO)C(=0)N[Ce@H]([Ce@H](C)OP(=0)(0)0)
C(=O)N

2.5051

2.9058

5277

CHEMBL2380653

878.89

CC(C)C[C@@H]INC(=0)CN(CCc2c[nH]c3cecec23)C(=0)CSC[C@@H](NC(=0)[C
@@H](NC(=0)[C@H](CO)NC(=0)[C@H](Ccdc[nH]cn4)NC1=0)[C@@H](C)OP(=0
)O)O)C(=O)N

3.9294

2.8421
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CC(C)C[C@H](NC(=0)[C@@H]1CCCN1C(=0)C)C(=0)N[C@@H](Cc2cn(CCCCC

1(©OP(EO)(O)O)C(=O)N

528 | CHEMBL2207843 912.02 CCCcBececed)cdeceec24)C(=0)N[Ce@@H](CO)C(=0)N[Ce@H]([Ce@H](C)OP(=0) | 3.9685 2.9063
(O)O)C=ON
O\N=C(\ Cclcc(Br)c(O)c(cl)c2cc(C\C(=N\ 0)\ C(=0)NCCc3ccc(O)c(Br)c3)cc(Br)c
529 CHEMBL505637 942.24 20)/C(=0)NCCeAcec(O)c(Br)cd 3.5911 3.5256
CC(C)C[C@@H]1INC(=O)CN(CCC(=O)NCCc2c[nH]c3ccccc23)C(=0)CSC[C@@H](
530 | CHEMBL2380651 949.97 NC(=0)[Ce@@H](NC(=0)[C@H](CO)NC(=0)[CeH](Cc4c[nH]cn4)NC1=0)[Ce@H | 3.6767 2.8256

2 validation set compound ? test set compound
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Table 2S. List of mathematical equations used in the present study.

N 2
S (o)

— i=1
N-d-1

h= x,(X"X) ' x”

h =3(d+1)/N

train

Nze.vt d
exp __ pre
(P77 pi)
k — i=1
NIP.H d
pre
(pr )
i=1
NIL'SI d
exp __ pre
(P o)
' =l
k - N

' __exp
Py =kp
Nlm‘l 2
exp __ exp
(P = p7")
2 _1_ =l
RO - 1 Nlm‘l 2
exp exp
P = pt)
i=1
N[é’ll d d
pre pre
(Pl = pgi)
'2 i=1
R =1--
0 N[é’ll d d
pre pre
(pi pav )

S: standard deviation; N: number of molecules; p:™” : experimental activity for compound i; p/ red predicted activity

for compound i; d: number of descriptors; hl. : leverage for compound i; xi: descriptor vector for i; X : model matrix for
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*
: number of molecules in train; N, , =number of molecules in test; A : warning leverage;

test

the training set (train); N

train

p&.w and p Opl.”d : calculated activities for i in test set in regressions through the origin of p%p against pp " and
d . . ! . .. . ..
ppm against pmp , respectively; Ro2 and RO2 : squared correlation coefficients for regressions through the origin in

pred

. pred . . exp
. - average value for p in test set; p

. d d . .
test set of pexP against ppre and ppre against pexp,respectlvely; p

2

: average value for pap in test set; R; : modified squared correlation coefficient; Rtm

: squared correlation coefficient

between observed and predicted values for the test set; VIF: variance inflation factor; R? is the squared correlation

coefficient when the j* variable is regressed against all the other variables in the model.

Table 3S. A brief description for molecular descriptors appearing in this QSAR study.

descriptor class symbol description
AP159 presence of C-O at topological distance 3
2D Atom Pairs
AP170 presence of N-O at topological distance 3
Fingerprint
APC510 count of 5-X at topological distance 7
KR3577 presence of SMARTS substructure Cclccee(C)cINC=0
Klekota Roth KRC3897 number of SMARTS substructures CN(C)CCCNC=0
Fingerprint KR4261 presence of SMARTS substructure NC1CCCC1
KR4268 presence of SMARTS substructure NclcceeclO
PC494 presence of O=C-C:N 2
Pubchem
PC534 presence of S-C:C-O
Fingerprint
PC686 presence of O=C-C-C-C-O
Substructure
Sub99 presence of primary amides
Fingerprint
number of H bond acceptors (any O; any N where the formal charge of the N
is non-positive (i.e. formal charge <= 0) except a non-aromatic N that is
Hydrogen Bond
nHBAcc3 adjacent to an O and aromatic ring, or an aromatic N with a H atom in a
Acceptor Count
ring, or an aromatic N with 3 neighboring atoms in a ring, or a N with total
bond order >=4, or a N in an amide bond; any F)
Electrotopological maxHCsats | maximum atom-type H E-State: H bonded to B, Si, P, Ge, As, Se, Sn or Pb
State Atom Type mindssC minimum atom-type E-State: =C<
MACCS Fingerprint Mo6 number of CC(C)(C)A®

2 denotes bond aromaticity ® A: any valid periodic table element symbol
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Table 4S. Squared correlation matrix for Eq. 1 and the variance inflation factor (VIF) for each descriptor.

mindssC | maxHCsats | M66 | PC494 | PC534 | PC686 | KR3577 | KR4268 | VIF
mindssC 1 0.04 0.03 0.01 0.01 0.00 0.00 0.04 1.018
maxHCsats 1 0.02 0.04 0.06 0.00 0.01 0.05 1.040
M66 1 0.00 0.01 0.01 0.00 0.02 1.012
PC494 1 0.03 0.00 0.07 0.14 1.049
PC534 1 0.01 0.00 0.02 1.024
PC686 1 0.06 0.04 1.010
KR3577 1 0.13 1.046
KR4268 1 1.107
Table 5S. Numerical descriptor values involved in Eq. 1.
ID mindssC maxHCsats | M66 | PC494 | PC534 | PC686 | KR3577 | KR4268

1 -0.04324074 | 0.48743056 0 0 0 0 0 0

2 | -0.68435185 | 0.00000000 0 0 0 1 0 0

3 | -0.48654809 | 0.00000000 0 0 0 0 0 0

4 0.00000000 | 0.00000000 0 0 0 1 0 0

5 0.01185752 | 0.55977584 0 0 0 0 0 0

6 | -0.79375000 | 0.00000000 0 0 0 1 0 0

7 -0.04557587 | 0.57615276 0 0 0 0 0 0

8 | -0.09326389 | 0.00000000 0 0 0 0 0 0

9 | -0.11153439 | 0.00000000 0 0 0 0 0 0

10 | -0.13939531 | 0.00000000 0 0 0 0 0 0

11 | 1.00310185 | 0.60027778 0 0 0 0 0 0

12 | -0.02823507 | 0.00000000 0 0 0 0 0 0

13 | -0.06823507 | 0.00000000 0 0 0 0 0 0

14 | -0.08864324 | 0.00000000 0 0 0 0 0 0

15 | 1.01060185 | 0.60027778 0 0 0 0 0 0

16 1.00717593 | 0.60027778 0 0 0 0 0 0

17 | -0.19151408 | 0.00000000 0 0 0 0 0 0

18 | 0.96474206 | 0.61315760 0 0 0 0 0 0

19 | -0.39699074 | 0.00000000 0 0 0 0 0 0

20 | -0.05695318 | 0.00000000 0 0 0 0 0 0

21 | -0.05934477 | 0.00000000 0 0 0 0 0 0

22 | -0.07496977 | 0.00000000 0 0 0 0 0 0

23 | -0.84145571 | 0.00000000 0 1 0 0 0 0

24 | 0.00000000 | 0.00000000 0 0 0 0 0 0

25 | -0.35671937 | 0.00000000 0 0 1 0 0 0

26 1.03677469 | 0.59959191 0 0 0 0 0 0

27 | 1.02535151 | 0.59977387 0 0 0 0 0 0

28 | -0.54949074 | 0.00000000 0 0 0 1 0 0

29 | -0.22193736 | 0.00000000 0 0 0 0 0 0

30 | -0.22193736 | 0.00000000 0 0 0 0 0 0

31 | -0.50149896 | 0.00000000 0 0 0 0 0 0
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32 | 0.01990741 | 0.56704436 0 0 0 0 0 0
33 | -0.07263039 | 0.00000000 0 0 0 0 0 0
34 | -0.09303855 | 0.00000000 0 0 0 0 0 0
35 | -0.93149749 | 0.69421485 0 0 0 0 0 0
36 | 0.98699172 | 0.61277179 0 0 0 0 0 0
37 | 0.99841490 | 0.61265369 0 0 0 0 0 0
38 | -0.94149749 | 0.69421485 0 0 0 0 0 0
39 | -0.10374008 | 0.00000000 0 0 0 0 0 0
40 | -0.61013104 | 0.00000000 0 0 0 0 0 0
41 | -0.63053920 | 0.00000000 0 0 0 0 0 0
42 | -0.62575604 | 0.00000000 0 0 0 0 0 0
43 | -0.03709511 | 0.00000000 0 0 0 0 0 0
44 | -0.03709511 | 0.00000000 0 0 0 0 0 0
45 | 0.00000000 | 0.00000000 0 0 0 0 0 0
46 | 0.00000000 | 0.00000000 0 0 0 0 0 0
47 | 0.00000000 | 0.00000000 0 0 0 0 0 0
48 | -0.94088057 | 0.00000000 0 0 0 1 0 0
49 | -0.88767149 | 0.00000000 0 0 0 0 0 0
50 | -0.05225134 | 0.00000000 0 0 0 0 0 0
51 | -0.83285346 | 0.68161033 0 0 0 0 0 0
52 | -0.93012008 | 0.69421485 0 0 0 0 0 0
53 | -0.84111792 | 0.68161033 0 0 0 0 0 0
54 | 1.16410777 | 0.58263590 0 0 0 0 0 0
55 | -0.52533320 | 0.63512706 0 1 0 0 0 0
56 | -1.04511217 | 0.00000000 0 1 0 0 0 0
57 | -0.61764214 | 0.55247629 0 0 0 0 0 0
58 | 0.00000000 | 0.00000000 0 0 0 0 0 0
59 | 0.00000000 | 0.66577389 0 1 0 0 0 0
60 | 0.00000000 | 0.00000000 0 0 0 0 0 0
61 | -0.05181133 | 0.00000000 0 0 0 0 0 0
62 | -0.83169605 | 0.68161033 0 0 0 0 0 0
63 | -0.78157478 | 0.67303607 0 0 0 0 0 0
64 | 0.00000000 | 0.00000000 0 0 0 0 0 0
65 | 0.00000000 | 0.00000000 0 0 0 0 0 0
66 | -0.93656713 | 0.70810374 0 0 0 0 0 0
67 | -0.15770125 | 0.00000000 0 0 0 0 0 0
68 | -0.15770125 | 0.00000000 0 0 0 0 0 0
69 | -0.09146944 | 0.00000000 0 0 0 0 0 1
70 | -0.08473067 | 0.00000000 0 0 0 0 0 0
71 | -0.18483472 | 0.00000000 0 0 0 0 0 0
72 | -0.07958911 | 0.00000000 0 0 0 0 0 0
73 | -0.84558494 | 0.70938811 0 0 0 0 0 0
74 | -0.11250845 | 0.00000000 0 0 0 0 0 0
75 | -0.10736689 | 0.00000000 0 0 0 0 0 0
76 | -0.11958911 | 0.00000000 0 0 0 0 0 0
77 | -0.12473067 | 0.00000000 0 0 0 0 0 0
78 | -0.50741653 | 0.63512706 0 1 0 0 0 0
79 | -0.53262759 | 0.52579398 0 0 0 0 0 0
80 | -1.00741653 | 0.65512706 0 1 0 0 0 0
81 | -0.40078572 | 0.00000000 0 0 0 0 0 0
82 | 0.00000000 | 0.65705282 0 1 0 0 0 0
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83 | -0.43420512 | 0.00000000 0 0 0 0 0 0
84 | -0.44983012 | 0.00000000 0 0 0 0 0 0
85 | -0.45461328 | 0.00000000 0 0 0 0 0 0
86 | -0.62710397 | 0.00000000 0 0 0 0 0 0
87 | -0.43663465 | 0.72606392 0 0 0 1 0 0
88 | -0.03908429 | 0.00000000 0 0 0 0 0 0
89 | 0.05946145 | 0.00000000 0 0 0 0 0 0
90 | -0.07908429 | 0.00000000 0 0 0 0 0 0
91 | -0.06686207 | 0.00000000 0 0 0 0 0 0
92 | 0.00000000 | 0.65741221 0 0 0 0 0 0
93 | 0.00000000 | 0.66577389 0 1 0 0 0 0
94 | 0.00000000 | 0.66577389 0 1 0 0 0 0
95 | 0.00000000 | 0.66133171 0 1 0 0 0 0
96 | -0.78058858 | 0.67303607 0 0 0 0 0 0
97 | 0.00000000 | 0.00000000 0 0 0 0 0 0
98 | -0.83714066 | 0.69549922 0 0 0 0 0 0
99 | -0.14238856 | 0.00000000 0 0 0 0 0 0
100 | -0.07880721 | 0.00000000 0 0 0 0 0 0
101 | -0.06420038 | 0.00000000 0 0 0 0 0 0
102 | -0.70700927 | 0.62620995 0 0 0 0 0 0
103 | -0.09197816 | 0.00000000 0 0 0 0 0 0
104 | -0.10420038 | 0.00000000 0 0 0 0 0 0
105 | 0.00000000 | 0.00000000 0 0 0 0 0 0
106 | -0.50683802 | 0.63512706 0 1 0 0 0 0
107 | -0.16945357 | 0.63512706 0 1 0 0 0 0
108 | -0.52336694 | 0.64012706 0 1 0 0 0 0
109 | 0.00000000 | 0.65835848 0 1 0 0 0 0
110 | 0.00000000 | 0.64418651 0 1 0 0 0 0
111 | 0.00000000 | 0.00000000 0 0 0 0 0 0
112 | -0.04492623 | 0.00000000 0 0 0 0 0 0
113 | -0.04726743 | 0.00000000 0 0 0 0 0 0
114 | 0.00000000 | 0.00000000 0 0 0 0 0 0
115 | -0.55642479 | 0.65012706 0 1 0 0 0 0
116 | -0.43605614 | 0.72606392 0 0 0 1 0 0
117 | -0.96401197 | 0.00000000 0 1 0 0 0 0
118 | 1.18635743 | 0.58225009 0 0 0 0 0 0
119 | -0.51831635 | 0.73192330 0 0 0 1 0 0
120 | -0.09865764 | 0.68242284 0 0 0 0 0 0
121 | 0.00000000 | 0.66577389 0 1 0 0 0 0
122 | 0.00000000 | 0.59414568 0 0 0 0 0 0
123 | -0.05652618 | 0.69610639 1 1 0 0 0 0
124 | -0.06294248 | 0.59625504 0 0 0 0 0 0
125 | -0.11492770 | 0.00000000 0 0 0 0 0 0
126 | 0.00000000 | 0.00000000 0 0 0 0 0 0
127 | -0.09072026 | 0.59921362 0 0 0 0 0 0
128 | -0.10294248 | 0.59972726 0 0 0 0 0 0
129 | -0.12398442 | 0.00000000 0 0 0 0 0 0
130 | -0.12912599 | 0.00000000 0 0 0 0 0 0
131 | -0.09667972 | 0.00000000 0 0 0 0 0 0
132 | -0.49926838 | 0.63814152 0 1 0 0 0 0
133 | -0.51328506 | 0.64012706 0 1 0 0 0 0
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134 | -0.38473134 | 0.68153342 0 1 0 0 0 0
135 | 0.00000000 | 0.66552697 0 1 0 0 0 0
136 | -0.52154953 | 0.64512706 0 1 0 0 0 1
137 | -0.51936558 | 0.64339153 0 1 0 0 0 0
138 | -0.51765052 | 0.64207151 0 1 0 0 0 0
139 | 0.00000000 | 0.00000000 0 0 0 0 0 0
140 | -0.45117804 | 0.00000000 0 0 0 0 0 0
141 | -0.07360298 | 0.00000000 0 0 0 0 0 0
142 | -0.10138076 | 0.00000000 0 0 0 0 0 0
143 | -0.11360298 | 0.00000000 0 0 0 0 0 0
144 | -0.45952478 | 0.73050837 0 0 0 1 0 0
145 | -0.45211908 | 0.72997017 0 0 0 1 0 0
146 | -0.08347960 | 0.00000000 0 0 0 0 0 0
147 | 0.00000000 | 0.00000000 0 0 0 1 0 0
148 | -0.43064852 | 0.72596747 0 0 0 1 0 0
149 | 0.00000000 | 0.68403835 0 1 0 0 0 0
150 | -0.07454616 | 0.63512706 0 1 0 0 0 0
151 | -0.03499967 | 0.57387633 1 0 0 0 0 0
152 | -0.10859570 | 0.00000000 0 0 0 0 0 0
153 | -0.53819228 | 0.64587374 0 1 0 0 0 0
154 | -0.53401328 | 0.64425963 0 1 0 0 0 0
155 | -0.54343505 | 0.64795764 0 1 0 0 0 0
156 | -0.50595800 | 0.63512706 0 1 0 0 0 0
157 | 0.00000000 | 0.65716530 0 0 0 0 0 0
158 | -0.01555143 | 0.78360189 1 1 0 0 0 0
159 | -0.55732394 | 0.65208987 0 1 0 0 0 0
160 | 0.00000000 | 0.58050822 0 0 0 0 0 0
161 | -0.07186008 | 0.00000000 0 0 0 0 0 0
162 | -0.07777723 | 0.00000000 0 0 0 0 0 0
163 | -0.07880452 | 0.00000000 0 0 0 0 0 0
164 | -0.07696212 | 0.00000000 0 0 0 0 0 0
165 | -0.58091209 | 0.66078822 0 1 0 0 0 0
166 | -0.56149587 | 0.65339219 0 1 0 0 0 0
167 | -0.57009289 | 0.65662041 0 1 0 0 0 0
168 | -0.68773931 | 0.62793717 0 0 0 0 0 0
169 | 0.00000000 | 0.00000000 0 0 0 0 0 0
170 | -0.49798050 | 0.63364558 0 1 0 0 0 0
171 | 0.00000000 | 0.00000000 0 0 0 0 0 0
172 | -0.55625360 | 0.73666757 0 0 0 1 0 0
173 | -0.63977374 | 0.73972605 0 0 0 1 0 0
174 | -0.59037087 | 0.73805177 0 0 0 1 0 0
175 | -0.51394841 | 0.63124665 0 1 0 0 0 0
176 | -0.50492760 | 0.55125000 1 0 0 1 0 0
177 | -0.79695389 | 0.00000000 0 0 0 1 0 0
178 | 0.00000000 | 0.68403835 0 1 0 0 0 0
179 | -0.67953330 | 0.51629411 1 0 0 0 0 0
180 | -0.10733780 | 0.60069948 0 0 0 0 0 0
181 | 0.07653280 | 0.76991873 0 0 0 0 0 0
182 | -0.30753312 | 0.00000000 0 0 0 0 0 0
183 | -0.54450082 | 0.65087374 0 1 0 0 0 0
184 | -0.14107504 | 0.00000000 0 0 0 0 0 0
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185 | -0.55582410 | 0.65622211 0 1 0 0 0 0
186 | 0.00000000 | 0.63545738 0 0 0 0 0 0
187 | -0.07288804 | 0.00000000 0 0 0 0 0 0
188 | 0.11979714 | 0.65664361 1 0 0 0 0 0
189 | -0.33237397 | 0.00000000 0 0 0 0 0 0
190 | -0.18399915 | 0.00000000 0 0 0 0 0 0
191 | -0.08076646 | 0.00000000 0 0 0 0 0 0
192 | -0.04531699 | 0.00000000 0 0 0 0 0 0
193 | -0.04211759 | 0.00000000 0 0 0 0 0 0
194 | -0.53141549 | 0.67312629 0 1 0 0 0 0
195 | -0.11799830 | 0.00000000 0 0 0 0 0 0
196 | 0.08299602 | 0.76607185 0 0 0 0 0 0
197 | 1.53925540 | 0.58125000 1 1 0 1 0 0
198 | 0.00000000 | 0.83509181 0 0 0 0 0 0
199 | 0.00000000 | 0.60779768 0 0 0 0 0 0
200 | -0.36941488 | 0.64134840 0 0 1 0 0 0
201 | -0.01605257 | 0.00000000 0 0 0 0 0 0
202 | -0.86359756 | 1.13814152 0 1 0 0 0 0
203 | -0.61419423 | 0.66637706 0 1 0 0 0 0
204 | -0.63258411 | 0.67231715 0 1 0 0 0 0
205 | -0.59957501 | 0.66175428 0 1 0 0 0 0
206 | -0.75937062 | 0.65666485 0 0 0 0 0 0
207 | -0.46208372 | 0.63814152 0 1 0 0 0 0
208 | -0.06121283 | 0.63512706 0 1 0 0 0 0
209 | 0.17367068 | 0.67464515 0 0 0 0 0 0
210 | -0.06661699 | 0.46892982 0 0 0 0 0 0
211 | 0.00000000 | 0.77912501 0 0 0 0 0 0
212 | -0.25617052 | 0.66245049 0 1 0 0 0 0
213 | 0.00000000 | 0.60480035 0 0 0 0 0 0
214 | -0.12217255 | 0.00000000 0 0 0 0 0 0
215 | -0.12135743 | 0.00000000 0 0 0 0 0 0
216 | -0.00955365 | 0.60901595 1 0 0 0 0 0
217 | 0.00719650 | 0.00000000 0 0 0 0 0 0
218 | -0.81030601 | 0.63759968 0 0 0 0 0 0
219 | -0.51435828 | 0.64671081 0 1 0 0 0 0
220 | -0.21000912 | 0.66317451 0 1 0 0 0 0
221 | 0.48049449 | 0.48845947 1 0 0 0 0 0
222 | 0.00000000 | 0.76723773 0 0 0 0 0 0
223 | -0.28937294 | 0.59688281 0 0 0 0 0 0
224 | 0.00000000 | 0.51263251 1 0 0 0 0 0
225 | 0.49851108 | 0.47641298 1 0 0 0 0 0
226 | -0.05471246 | 0.00000000 0 0 0 0 0 0
227 | -0.58326517 | 0.65621675 0 1 0 0 0 0
228 | 0.00000000 | 0.50362422 1 0 0 0 0 0
229 | 0.12579206 | 0.76991873 0 0 0 0 0 0
230 | -0.47401144 | 0.66939152 0 1 0 0 0 0
231 | -0.62876723 | 0.67637706 0 1 0 0 0 1
232 | 0.07023651 | 0.80991873 0 0 0 0 0 0
233 | 0.07023651 | 0.80991873 0 0 0 0 0 0
234 | 0.11197412 | 0.60901595 1 0 0 0 0 0
235 | -0.94613856 | 0.00000000 0 0 0 0 0 0
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236 | 0.00197750 | 0.87509963 0 0 0 0 0 0
237 | 0.00000000 | 0.60480035 0 0 0 0 0 0
238 | 0.00000000 | 0.67144413 0 1 0 0 0 0
239 | 0.03044635 | 0.82033540 0 0 0 0 0 0
240 | -0.51153340 | 0.64489949 0 1 0 0 0 0
241 | 0.03037823 | 0.85589095 0 0 0 0 0 0
242 | -0.16588592 | 0.65671444 0 1 0 0 0 0
243 | 0.48312013 | 0.48340565 1 0 0 0 0 0
244 | -0.51979786 | 0.64989949 0 1 0 0 0 0
245 | 0.07669972 | 0.80607185 0 0 0 0 0 0
246 | -0.52806233 | 0.65489949 0 1 0 0 0 1
247 | -0.02517733 | 0.89589095 0 0 0 0 0 0
248 | 1.38886710 | 0.50921064 1 0 0 0 0 0
249 | -0.26775091 | 0.72034490 0 0 0 0 0 0
250 | -0.45260026 | 0.58687500 1 0 0 0 0 0
251 | 0.38480737 | 0.52630960 1 0 0 0 0 0
252 | -0.00676967 | 0.88208115 0 0 0 0 0 0
253 | -0.76460210 | 0.65666485 0 0 0 0 0 0
254 | 0.00000000 | 0.53140200 1 0 0 0 0 0
255 | -0.47859939 | 0.69369708 0 1 0 0 0 0
256 | -0.05186847 | 0.90061318 0 0 0 0 0 0
257 | -0.03964625 | 0.88936318 0 0 0 0 0 0
258 | 0.00000000 | 0.00000000 0 0 0 0 0 1
259 | -0.64221611 | 0.68050930 0 1 0 0 0 1
260 | -0.54421417 | 0.00000000 0 0 0 0 0 0
261 | -0.07302754 | 0.00000000 0 0 0 0 0 0
262 | -0.29287939 | 0.67761812 0 1 0 0 0 0
263 | 0.00906367 | 0.87509963 0 0 0 0 0 0
264 | 0.03507597 | 0.82033540 0 0 0 0 0 0
265 | -0.54994785 | 0.65773007 0 1 0 0 0 0
266 | -0.14081364 | 0.65227227 0 1 0 0 0 0
267 | 0.09484031 | 0.79384963 0 0 0 0 0 0
268 | 0.00000000 | 0.63524034 0 0 0 0 0 0
269 | -0.37638989 | 0.79177237 0 0 1 0 0 0
270 | -0.04503972 | 0.00000000 0 0 0 0 0 0
271 | -0.58138591 | 0.96125461 1 0 0 1 0 0
272 | -0.50449330 | 0.64341801 0 1 0 0 0 0
273 | -0.08878108 | 0.53016002 0 0 0 0 0 0
274 | -0.27673156 | 0.94330370 0 0 0 0 0 0
275 | -0.58870406 | 0.96331558 0 0 1 0 0 0
276 | -0.51896826 | 0.63847575 0 1 0 0 0 0
277 | 0.00000000 | 0.54983876 1 0 0 0 0 1
278 | -0.04478230 | 0.90061318 0 0 0 0 0 0
279 | -0.03256008 | 0.88936318 0 0 0 0 0 0
280 | -0.03501662 | 0.89498818 0 0 0 0 0 0
281 | 0.12373172 | 0.65572241 1 0 0 0 0 0
282 | 0.00000000 | 0.60292515 0 0 0 0 0 0
283 | -0.04008726 | 0.00000000 0 0 0 0 0 0
284 | 0.00000000 | 0.59861074 0 0 0 0 0 0
285 | -0.63388535 | 0.57852746 0 1 0 0 0 0
286 | -0.26329654 | 0.72370638 0 0 0 0 0 0

27



287 | -0.16555706 | 0.86366873 0 0 0 0 0 0
288 | -0.39077022 | 0.00000000 0 0 1 0 0 0
289 | -0.24215146 | 0.49472010 0 0 0 1 0 0
290 | -0.09693791 | 0.89691987 0 0 0 0 0 0
291 | -0.31189209 | 0.95217944 0 0 0 0 0 0
292 | -0.52022002 | 0.65181032 0 1 0 0 0 1
293 | -0.52048042 | 0.65082151 0 1 0 0 0 1
294 | -0.66576508 | 0.00000000 0 0 0 0 0 0
295 | -0.08093846 | 0.90132498 0 0 0 0 0 0
296 | -0.11742286 | 0.00000000 0 0 0 0 0 0
297 | 0.00000000 | 0.53550303 0 0 0 0 0 0
298 | -1.04129894 | 0.00000000 0 0 0 0 0 1
299 | -0.33373723 | 0.62117797 0 1 0 1 0 0
300 | -0.52728758 | 0.43653696 0 0 0 0 0 0
301 | -0.17352764 | 0.66317451 0 1 0 0 1 0
302 | -0.06449836 | 0.89213670 0 0 0 0 0 0
303 | -0.39290882 | 0.63228908 0 1 0 1 0 0
304 | -0.37478408 | 0.77090948 0 0 0 0 0 0
305 | -0.16092743 | 0.86366873 0 0 0 0 0 0
306 | -0.39336281 | 0.80003683 0 0 1 0 0 0
307 | -0.39336281 | 0.80003683 0 0 1 0 0 0
308 | -0.63686317 | 0.00000000 0 0 0 0 0 0
309 | -0.71665953 | 0.00000000 0 0 0 0 0 0
310 | -0.54210554 | 0.65464089 0 1 0 0 0 0
311 | -0.54236594 | 0.65365209 0 1 0 0 0 0
312 | -0.54210554 | 0.65464089 0 1 0 0 0 0
313 | -0.58062638 | 0.61617120 0 0 0 0 0 1
314 | -0.60946280 | 0.97331558 0 0 1 0 0 0
315 | -0.32809579 | 0.95217944 1 0 0 0 0 0
316 | -0.07705472 | 0.54744941 0 0 0 0 0 0
317 | -0.37755221 | 0.64970522 0 0 1 0 0 0
318 | -0.68109142 | 0.00000000 0 1 0 1 0 0
319 | -0.33469365 | 0.62117797 0 1 0 1 0 0
320 | 0.00356723 | 0.93010240 0 0 0 0 0 0
321 | -0.83265885 | 0.00000000 0 0 0 0 0 0
322 | -0.23331688 | 0.00000000 0 0 0 0 0 0
323 | 0.00000000 | 0.64217263 0 0 0 0 0 0
324 | -0.70376612 | 0.00000000 0 0 0 0 0 0
325 | -0.36954473 | 0.79409582 0 0 1 0 0 0
326 | -0.37185838 | 0.79631469 0 0 1 0 0 0
327 | -0.57970624 | 0.61617120 0 0 0 0 0 1
328 | -0.38014480 | 0.79586660 0 0 1 0 0 0
329 | -1.00886073 | 0.00000000 0 0 0 0 0 0
330 | -0.62384314 | 0.00000000 0 0 1 0 0 0
331 | -0.14081723 | 0.49355074 0 0 0 0 0 0
332 | -0.37057202 | 0.79470716 0 0 1 0 0 0
333 | -0.37317839 | 0.79708516 0 0 1 0 0 0
334 | -0.65251858 | 0.00000000 0 0 0 0 0 0
335 | -0.01989130 | 0.51741141 0 0 0 0 0 0
336 | -0.18766064 | 0.67317451 0 1 0 0 1 1
337 | -0.46860859 | 0.00000000 0 0 0 0 0 0
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338 | -0.22897435 | 0.00000000 0 0 0 0 0 0
339 | -0.42321128 | 0.80279157 0 0 1 0 0 0
340 | -0.62835786 | 0.68306032 0 1 0 0 0 1
341 | -0.64535439 | 0.68306032 0 1 0 0 0 1
342 | -0.63108934 | 0.68306032 0 1 0 0 0 1
343 | -0.63174694 | 0.68908786 0 1 0 0 0 1
344 | -0.21869347 | 0.00000000 0 0 0 0 0 0
345 | -0.75166135 | 0.91972931 0 0 0 0 0 0
346 | -0.75166135 | 0.91972931 0 0 0 0 0 0
347 | -0.75166135 | 0.91972931 0 0 0 0 0 0
348 | -0.12145003 | 0.55021949 0 0 0 0 0 0
349 | -0.88287788 | 0.67488844 0 0 0 0 0 0
350 | -0.47226051 | 0.49798792 1 0 0 0 0 0
351 | -0.59886033 | 0.97354861 0 0 1 0 0 0
352 | -0.60514477 | 0.97625037 0 0 1 0 0 0
353 | -0.37422882 | 0.79432339 0 0 1 0 0 0
354 | -0.62808149 | 0.68273031 0 1 0 0 0 1
355 | -0.51169698 | 0.65741506 0 0 0 0 0 1
356 | -0.13873402 | 0.62255184 0 0 0 0 0 1
357 | -1.02501709 | 1.18658540 0 0 0 0 0 0
358 | -0.62743772 | 0.68306032 0 1 0 0 0 1
359 | -0.72626096 | 0.00000000 0 0 0 0 0 0
360 | -0.64351198 | 0.74163033 0 0 0 0 0 1
361 | -0.59670049 | 0.97308801 0 0 1 0 0 0
362 | -0.59798685 | 0.97489932 0 0 1 0 0 0
363 | -0.09667263 | 0.66269831 0 0 0 1 0 1
364 | -0.19514177 | 0.65932843 0 0 0 0 0 0
365 | -0.60261765 | 0.97563903 0 0 1 0 0 0
366 | -0.60364493 | 0.97604659 0 0 1 0 0 0
367 | -0.60493129 | 0.97785790 0 0 1 0 0 0
368 | -0.60625131 | 0.97837154 0 0 1 0 0 0
369 | -0.60496495 | 0.97656023 0 0 1 0 0 0
370 | 0.14196326 | 0.74865673 0 0 0 0 0 0
371 | -0.40458297 | 0.57832751 1 1 0 0 0 0
372 | -0.36832665 | 0.79432339 0 0 1 0 0 0
373 | -0.60364493 | 0.97625037 0 0 1 0 0 0
374 | -0.05856340 | 0.72295639 0 1 0 0 0 0
375 | -0.79370513 | 0.72776121 0 0 0 0 0 0
376 | -0.58355577 | 0.96904758 0 0 1 0 0 0
377 | -1.25678832 | 0.97824551 0 0 0 0 0 0
378 | -0.66447476 | 0.70000476 0 1 0 0 0 1
379 | -0.63220893 | 0.00000000 0 0 0 0 0 0
380 | 0.00000000 | 0.00000000 0 0 0 0 0 0
381 | -1.08121726 | 0.00000000 0 0 0 0 0 0
382 | -0.65897053 | 0.75912524 0 1 0 0 0 1
383 | -0.61669698 | 0.68607477 0 1 0 0 0 1
384 | -0.62663800 | 0.68306032 0 1 0 0 0 1
385 | -0.62669698 | 0.68306032 0 1 0 0 0 1
386 | -0.62910038 | 0.68273152 0 1 0 0 0 1
387 | -0.64604883 | 0.68734036 0 1 0 0 0 1
388 | -0.01901949 | 0.00000000 0 0 0 0 0 0
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389 | -0.40938853 | 0.00000000 0 0 0 0 0 0
390 | -0.09726761 | 0.77704952 0 0 0 1 0 1
391 | -0.18779843 | 0.70150945 1 0 0 0 0 0
392 | -0.60227522 | 0.97563903 0 0 1 0 0 0
393 | -0.61410954 | 0.97819005 0 0 1 0 0 0
394 | -0.62237400 | 0.98166227 0 0 1 0 0 0
395 | -0.62052175 | 0.98122739 0 0 1 0 0 0
396 | -0.36734046 | 0.79432339 0 0 1 0 0 0
397 | -0.36734046 | 0.79432339 0 0 1 0 0 0
398 | -0.36753003 | 0.79399459 0 0 1 0 0 0
399 | -0.54392653 | 0.68526565 0 1 0 1 1 1
400 | -0.75518238 | 0.99667263 0 0 0 0 0 0
401 | -1.25620980 | 0.97824551 0 0 0 0 0 0
402 | -0.33809286 | 0.70801137 1 0 0 0 0 0
403 | -0.62913247 | 0.68273152 0 1 0 0 0 1
404 | -0.60265747 | 0.97586660 0 0 1 0 0 0
405 | -0.59880697 | 0.66970522 0 0 1 0 0 0
406 | -0.19728103 | 0.63963427 0 1 0 0 0 0
407 | -0.64715092 | 0.00000000 0 0 0 0 0 0
408 | -0.65042714 | 0.74163033 0 1 0 0 0 1
409 | -0.20253976 | 0.74163033 0 0 0 0 0 1
410 | -0.69124346 | 0.79718588 0 1 0 0 0 1
411 | -0.64486045 | 0.73075453 0 1 0 0 0 1
412 | -0.64486045 | 0.73075453 0 1 0 0 0 1
413 | -0.63094928 | 0.68306032 0 1 0 0 0 1
414 | -0.38749689 | 0.80010705 0 0 1 0 0 0
415 | -0.67413479 | 0.74637953 0 1 0 0 0 1
416 | -0.73205979 | 0.87776828 0 1 0 0 0 1
417 | -0.77266843 | 0.99406712 0 0 0 0 0 0
418 | -0.77276732 | 0.99447468 0 0 0 0 0 0
419 | -0.38527065 | 0.00000000 0 0 0 0 0 0
420 | 0.07792902 | 0.68696039 1 0 0 0 0 0
421 | -0.79307660 | 1.00427120 0 0 0 0 0 0
422 | -0.79317548 | 1.00467876 0 0 0 0 0 0
423 | -0.29487834 | 0.70442451 0 1 0 0 1 1
424 | -0.26660282 | 0.66488717 0 0 0 0 0 0
425 | -0.75263074 | 0.99873697 0 0 0 0 0 0
426 | -0.75088636 | 0.99667263 0 0 0 0 0 0
427 | -0.75088636 | 0.99667263 0 0 0 0 0 0
428 | -0.46948300 | 0.53683350 0 0 0 0 0 0
429 | -0.21529434 | 0.00000000 0 0 0 0 0 0
430 | -0.75693398 | 0.98875708 0 0 0 0 0 0
431 | -0.75693398 | 0.98875708 0 0 0 0 0 0
432 | -0.75693398 | 0.98875708 0 0 0 0 0 0
433 | -0.59395364 | 0.00000000 0 0 0 0 0 0
434 | -0.58553369 | 0.00000000 0 0 0 0 0 0
435 | -0.39636048 | 0.80024055 0 0 1 0 0 0
436 | -0.59840350 | 0.97551305 0 0 1 0 0 0
437 | -0.59994739 | 0.97771180 0 0 1 0 0 0
438 | -0.93588727 | 1.13051922 0 0 0 0 0 1
439 | -1.27376124 | 0.99059119 0 0 0 1 0 1
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440 | -1.27092131 | 0.98824551 0 0 0 0 0 0
441 | -0.65670829 | 0.69242537 0 1 0 0 0 1
442 | -0.60139957 | 0.97586660 0 0 1 0 0 0
443 | -0.60139957 | 0.97586660 0 0 1 0 0 0
444 | -0.19695943 | 0.74737062 0 0 0 0 0 0
445 | -0.63586506 | 0.71732477 0 1 0 0 0 1
446 | -0.64543139 | 0.79718588 0 1 0 0 0 1
447 | -0.53307684 | 0.00000000 0 0 0 0 0 0
448 | -0.10215564 | 0.70610109 0 0 0 1 0 1
449 | -0.10215564 | 0.70610109 0 0 0 1 0 1
450 | -0.23945910 | 0.72347876 1 0 0 0 0 0
451 | -0.36963125 | 0.79643726 0 0 1 0 0 0
452 | -0.59625732 | 0.68333129 0 1 0 0 0 1
453 | -0.69042791 | 0.86732730 1 0 0 1 0 1
454 | -0.69042791 | 0.86732730 1 0 0 1 0 1
455 | -0.69382927 | 0.87028588 1 0 0 1 0 1
456 | -0.57237236 | 0.82392452 1 0 0 1 0 1
457 | -0.57237236 | 0.82392452 1 0 0 1 0 1
458 | -0.26957387 | 0.67662777 1 0 0 0 0 0
459 | -0.62229255 | 0.68273152 0 1 0 0 0 1
460 | -0.60060294 | 0.97553780 0 0 1 0 0 0
461 | -0.36927535 | 0.79837694 0 0 1 0 0 0
462 | -0.63009874 | 0.68427473 0 1 0 0 0 1
463 | -0.29146986 | 0.53344893 0 0 0 0 0 0
464 | -0.26806341 | 0.61397405 0 0 0 0 0 0
465 | -0.60468638 | 0.72318055 1 0 0 0 0 1
466 | -1.32276951 | 1.00559119 0 0 0 1 0 1
467 | -1.32276951 | 1.00559119 0 0 0 1 0 1
468 | -1.33297935 | 1.00910971 0 0 0 1 0 1
469 | -0.46484161 | 0.72367696 1 0 0 0 0 0
470 | -0.49491504 | 1.13051922 0 0 0 0 0 1
471 | -0.24300256 | 0.69846495 0 0 0 0 0 0
472 | -0.62235389 | 0.68047129 0 1 0 0 0 1
473 | -0.63208649 | 0.68273152 1 1 0 0 0 1
474 | -0.75401546 | 0.00000000 0 0 0 0 0 0
475 | -0.36847563 | 0.79837694 0 0 1 0 0 0
476 | -0.61284552 | 0.71732477 0 1 0 0 0 1
477 | -0.37144753 | 0.79943036 0 0 1 0 0 0
478 | -1.26777512 | 0.99034428 0 0 0 1 0 1
479 | -0.33462977 | 0.64586932 0 1 0 1 0 0
480 | -0.91084829 | 0.71651565 0 1 0 1 1 1
481 | -0.39487207 | 0.00000000 0 0 0 0 0 0
482 | 0.00000000 | 0.58149228 0 0 0 0 0 0
483 | -0.36985885 | 0.79819005 0 0 1 0 0 0
484 | -0.37086653 | 0.79811064 0 0 1 0 0 0
485 | -0.05610583 | 0.63255514 0 0 0 0 0 0
486 | -0.37812331 | 0.80166227 0 0 1 0 0 0
487 | -0.65241787 | 0.72613913 1 1 0 0 0 1
488 | -0.60314863 | 0.84897475 0 0 0 0 0 1
489 | -0.36774126 | 0.79804532 0 0 1 0 0 0
490 | -0.60625452 | 0.98165025 0 0 1 0 0 0
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491 | -0.65346812 | 0.72110776 0 1 0 0 0 1
492 | -0.60725161 | 0.97992015 0 0 1 0 0 0
493 | -0.07799964 | 0.00000000 0 0 0 0 0 0
494 | -0.40338759 | 0.80308133 0 0 1 0 0 0
495 | -0.21862764 | 0.68721878 0 1 0 1 1 1
496 | -0.64587465 | 0.71308092 0 1 0 0 0 1
497 | -0.71040799 | 0.79095462 1 0 0 0 0 1
498 | -0.31576203 | 0.00000000 0 0 0 0 0 0
499 | -0.60154855 | 0.97992015 0 0 1 0 0 0
500 | -0.26256475 | 0.00000000 0 0 0 0 0 0
501 | -0.25414480 | 0.00000000 0 0 0 0 0 0
502 | -0.64271768 | 0.81759405 0 1 0 0 0 1
503 | -0.07358924 | 0.67330214 0 0 0 0 0 0
504 | -0.36640478 | 0.79768726 0 0 1 0 0 0
505 | -0.07601108 | 0.77807650 0 0 0 1 0 1
506 | -0.21482361 | 0.68699575 0 1 0 1 1 1
507 | -0.21307933 | 0.68721878 0 1 0 1 1 1
508 | -0.21319595 | 0.68699575 0 1 0 1 1 1
509 | -0.53876496 | 0.71846878 0 1 0 1 1 1
510 | -0.20928327 | 0.68721878 0 1 0 1 1 1
511 | -0.20928327 | 0.68721878 0 1 0 1 1 1
512 | -1.19879316 | 1.05531187 0 0 0 0 0 0
513 | -1.69879316 | 1.10488610 0 0 0 0 0 0
514 | -0.36890385 | 0.71846878 0 1 0 1 1 1
515 | -0.48070657 | 0.71824575 0 1 0 1 1 1
516 | -0.36250929 | 0.71824575 0 1 0 1 1 1
517 | -0.32131409 | 0.71846878 0 1 0 1 1 1
518 | -0.32131409 | 0.71846878 0 1 0 1 1 1
519 | -0.68184973 | 0.76720265 1 1 0 0 0 1
520 | -1.46365249 | 1.13629567 0 0 0 0 0 0
521 | -1.21747277 | 1.05482449 0 0 0 0 0 0
522 | -1.20258508 | 1.04540156 0 0 0 0 0 0
523 | -1.22612214 | 1.06503743 0 0 0 0 0 0
524 | -1.20653584 | 1.04700889 0 0 0 0 0 0
525 | -1.19224167 | 1.06025426 0 0 0 0 0 0
526 | -1.19399953 | 1.06092596 0 0 0 0 0 0
527 | -1.19353093 | 1.13583619 0 0 0 0 0 0
528 | -1.18862570 | 1.06330097 0 0 0 0 0 0
529 | -0.53468988 | 0.69351177 0 0 0 0 0 0
530 | -1.21637666 | 1.14273494 0 0 0 0 0 0
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The Replacement Method (RM) procedure

The procedure of the RM technique is as follows: choose d descriptors, {X1, X>,...,Xa} at random and do a
linear regression. Choose one of the descriptors of this set, called Xi, and replaced it by each of the D
descriptors set (except itself) keeping the best resulting set. Since one can start replacing any of the d
descriptors in the initial model, then a regression equation with d variables has d possible paths to achieve
the final result; one example, the choice above will develop into path i. Next choose the variable with
greatest relative error in it is coefficient (except the one replaced in the previous step) and replace it with all
the D descriptors (except itself) keeping again the best set. Replace the entire remaining variable having
greatest relative error in the coefficient and repeat the whole process. The process will repeat as many times
as needed until the set of descriptors remains unchanged. At the end, we have the best model for the path
i. Proceed in exactly the same way for all possible paths i=1, 2,...,d, compare the resulting models, and keep
the best one. Our numerical experiments show that in this way one obtains a model almost as good as the

best one with much less than D!/(D-d)!d! linear regressions when this combinatorial number is large.

The Balanced Subsets Method (BSM)

The BSM procedure for generating 3 balanced subsets (training, validation and test sets) consists on the next
steps:

1. Prepare the C matrix that includes the experimental property of N compounds and D non-

conformational descriptors. The size of C is N X(D+1).
2. Remove the linearly dependent descriptors from C. The new size of C is N X(D" +1).

3. Standardize C for centering and scaling its matrix elements as the C*™™ matrix. This is done for

discerning better the matrix elements. The size of C**" is N X(D" +1).
4. Use C*™ together with the Euclidean metricsand N, =10,000 runs in the optimization procedure

of k-MCA, in order to achieve the best solution for creating N, ® =N, —N, clusters, where

train train min max

N,

ain 18 the number of compounds in the training set and N,

min max

is the number of compounds that

have minimum or maximum values of the experimental property. This computes N, O cluster centroid

train

locations as the C, matrix of N_. X(D" +1) size.

5. The training set is prepared by selecting one compound per cluster which is nearer to the cluster

compounds. In this way, the NV,

centroid; the training set also includes the N, ain

o max compounds are

identified.
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6. Use C**™ together with the Euclidean metrics and N, =10,000 runs in the optimization procedure

runs

of k-MCA, in order to achieve the best solution for creating N, , clusters with the remaining N —N, ..

compounds. This computes N, , cluster centroid locations as the C, matrix of N, , X(D" +1) size.

7. The validation set is prepared by selecting one compound per cluster which is nearer to the cluster

centroid. In this way, the N, , compounds are identified.

8. Finally, the test set is identified as the remaining N, , =N — N, N,, compounds.

test train va
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