Table S1. Flavonoids docking affinity scores for MEK2 binding pocket.

Compoun | SMILES Docking
d CID affinity
(kcal/mo
D
12970394 |olc(c(c(=0)c2c(ccecl2)C(=0)clec(c(c(c1)0)0)0)0O)clccccecd -11.3
0
13175137 |O1c2c3C=CC(C)(C)Oc3ccc2C(=0)[C@H]([C@@H]1clcee(c(c1)CC=C(C)C)O)O -11.1
2
56649181 cl(c(cc2e(c(=0O)cc(02)c2eccec2)c10)O)OCclecc(F)eel -11.1
15469955 |O([C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)C(=0)O)clccee(cl)clcc(=0)c2eccec2ol -10.9
2
15469959 |O([C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0O)C(=0)0O)clccceclclcc(=0)c2cccec2ol -10.9
8
44559902 |O1c2ce(c(c(c2C(=0)[C@@H]([C@H]1clcece(cel1)O)0)0)Celece(ccl)O)O -10.9
10168522 |O1c2cc(c(c(c2C(=0)[C@H]([C@@H]1clcce(cc1)O)0)O)Celcee(ccl)O)O -10.8
2
11314387 |olc(cc(=0)c2ce(c(c(cc12)O)OCcleccec])O)cleccecd -10.8
10098646 olc(cc(=0O)c2c(ce(ccl2)OC(=0)C/C=C/clcceccl)O)clecccecl -10.6
3
10098646 olc(cc(=0O)c2c(ce(ccl2)OC(=0)C/C=C/clccc(cc1)OC)0O)clccccecl -10.5
4
10257793 |cl(ce(c2e(=0O)cc(oc2el)clece(cec1)O)O)OS(0)(O)clece(C)ecl -10.5
0
12019529 |olc(cc(=0)c2c(ce(ccl12)OC(=0)Ccleccecl)O)cleceecd -10.4
12969679 |olc(c(c(=0)c2c(ccecl2)C(=0)/C=C/clcee(ccl)O)O)cleceecd -10.4
3
14304997 | C(=O)(NCCCCNICCN(CCl)cleccenl)cle(=0)c2e(oclcleccec])ecec2 -10.4




14626316 |O(clcec2e(=0)cc(oc2cl)cleccee])C[C@H](O)CNCCelceee(ccl)O -10.4
44382144 |olc(cc(=0)c2e(cc(cc12)OC(=0)clcec(C)ecl)O)cleccecd -10.4
10575055 |cl(ccc(ccl)OCclecc2eccee2nl)cloc2e(c(=0)c1O)ccec2C(=0)0 -10.3
14016776 | cl(cc(c2e(=0)cc(oc2cl)cleec(cc1)O)0)O0S(=0)(=0)0 -10.3
44382145 |cl(cc(c2e(=0)cc(oc2cl)clccececl)O)OC(=0)clcec(F)ecl -10.3
73265448 |olcc(c(=0)c2c(cc(cc12)OCcleccec])O)clecc(cc1)N(=0)=0 -10.3
10094175 |O1c2cee(c(c(c2C(=0)C[C@H]1clcee(c(c1)O)OC)0O)clece(ccl)OC)O -10.2
1

11395168 | olc(cc(=0O)c2c(ce(ccl2)OCceleccecl)O)cleec(c(c1)O)OC -10.2
14408549 |C(Oclccc2e(=0)cc(oc2el)cleccec]l)[C@H](O)CNCCceleee(c(c1)OC)OC -10.2
25070110 |O1c2ee(ce(c2C(=0)C[C@H]1clcee(ccl)O)O)OCclecceel -10.2
5471244 | cl(cc(c2c(=0)cc(oc2el)cleccec]1)O)OS(=0)(=0)0 -10.2
69567244 | olc(cc(=0)c2c(cc(cc12)OCcleccec])O)clecc(ecl)O -10.2
85823044 olc(cc(=0)c2c(cececl2)OCcleccecl)clecc(ecl)C=0 -10.2
10813589 |O(clcec2e(=0)cc(oc2cl)cleccee])C[C@@]1(OC(=O)C(=C)Cl)cleee(cc1)OC -10.1
12820520 | O1lc2c(cc3e(=0)c(c(0c3c2C=CCI1(C)C)cleec2e(0CO2)c1)OC)0C -10.1
12985363 |olc(c(c(=0)c2c(ccccl2)C(=0)/C=C/clcce(c(c1)0)0)O)clcccecd -10.1
3

14735885 |cl(cc(=0)c2ccccc2ol)clcec(ccl)C(F)(F)F -10.1
180439  |olc(ce(=0)c2ee(c(ccl2)O)CC=C(C)C)clecec2c(0OCO2)cl -10.1
19835337 | O(cleec2e(=0O)cc(oc2cl)cleccec])C[C@H](O)CNCCCCelenececl -10.1
42608050 |O1C(C)(C)C=Cc2c3c(C=CC(C)(C)O3)cc(c12)[C@@H]1CC(=0)c2c(cc(cc201)0)O -10.1
10991656 | Olc2cec3c(=0)cc(0c3c2C=CC1(C)C)clcec2e(0OCO2)cl -10.0
11582389 |cl(ccc2e(=0O)cc(oc2el)clececcl ) O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0C)CO -10.0
11790 olc(cc(=0)c2ccc3cccec3cel2)clecceecd -10.0
14626328 |cl(ccc2e(=0)cc(oc2el)clcccccl ) OC[C@H](O)CCCO[C@H]10CCCC1 -10.0




1522807 |olcc(c(=0)c2cec(ccl12)OCclccc(ccl)N(=0)=0)clcecececl -10.0
563997  olcc(c(=0O)c2cec(ecl12)OCcelcccecl)cleceecl -10.0
56589538 | cl(c(c(c2c(=0O)cc(oc2cl)cleceec])O)O)OCelcee(F)ecl -10.0
67984060 |olc(c(c(=0O)c2c(cc(cc12)OCcleccecl)O)O)clece(c(cl1)O)O -10.0
10094174 |O1c2ce(c(c(c2C(=0)C[C@H]1clcee(cc1)O)O)clcce(cel)OC)O -9.9
8

10094174 |O1c2ce(c(c(c2C(=0)C[C@H]1clecee(c(c1)O)OC)O)cleccecl)O -9.9
9

10338671 |cl(ccc2e(=0O)cc(oc2cl)cleccec])OCIC@]1(OC(=0O)C(=C)C1)C -9.9
10981007 |O1c2c(ccc30C(C)(C)C=Cc23)C(=0)C[C@H]lclccec2c(OCO2)cl -9.9
11247668 ' Olc2cc(c(c(c2C(=0)C[C@H]1clcce(c(c1)0)0)0)C/C=C(\C)/CC[C@@H](C(=C)C)0)O -9.9
11358607 |Olc2ccc3c(=0)cc(oc3c2C=CC1(C)C)cleccecl -9.9
11796528 |cl(ccc(ccl)OCclecc2eccee2nl)cloc2e(c(=0)cl)eccec2C(=0)0 -9.9
12983451 |O1c2ce(ce(c2C(=0)C[C@H]1clcee(ccl)OC(=0)C)O)OCclccececl -9.9
4

15469998 | O(clcec2C(=0)C[C@H](Oc2cl)cleccee])[C@@H]1O[C@@H]([C@H]([C@@H]([C@H]10)0)0)C(=0)O -9.9
5

1760386 | olcc(c(=0O)c2ccc(ecl12)OCcelcccecl])clece(ccl)OC -9.9
3070243 | cl(c(C)c(=0)c2cee(c(c201)CN1CCCCCT)OC)clccc(F)eel -9.9
3085261 |cl(ccc2e(=0O)c(coc2el)clecc2e(0OCO2)cl)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -9.9
52951514 | cl(cce(c(c1)OC)OC[C@H](C(C)(C)O)O)cle(=0)c2c(cc30C(C=Cc3c2)(C)C)ocl -9.9
5469928 | olc(cc(=0)c2c(cc(c(c12)[C@H]1CCCCNI1)O)O)cleccecd -9.9
563887 | cl(cce(c(cl)OC)OCcleccecl)cloc2eceeec2e(=0)c10C -9.9
10144052 |olc2ce(cc(c2e(=0)c(clelece(c(cl)C[C@@H](C(=C)C)0)0)0)0)O -9.8
1

10199990 |cl(coc2ce(c(c(c2c1=0)0)CCC(C)(C)0O)0)clccc20C(C=Cc2c10)(C)C -9.8

2




15108704 |olc(cc(=0)c2e(c(c(cc12)OCcleccec])O)O)clecce(c(cl)O)O -9.8
15342843 olc(c(c(=0)c2c(cc(cc12)OC(=0)clcececec1)O)OC)cleceecl -9.8
15383190 |Olc2cc(c3e(=0)cc(oc3c2C=CCI1(C)C)clcceecl)O -9.8
44257869 |Olc2ce3c(c(=0)cc(03)c3cec(ce3)O)e(c2C[C@H](C1(C)C)O)O -9.8
49736 olc(c(C)e(=0)c2cee(c(c12)CN1CCCCC1)OC)cleccecd -9.8
5315125 |olc2cc(ce(c2e(=0)cclclec(c(c(cl)CC=C(C)C)0)0)0)O -9.8
10094338 |cl(ccee(cl)clee(=0)c2ccccc201)S(=0)(=0O)Nclcee(C)ecl -9.7
0

10232161 olcc(c(=0)c2c(ce(ccl2)[C@@H]1C=C([C@H]2C=CCOC2=C1)0O)O)clccc(c(c10C)OC)O -9.7
1

10291777 |Olc2cecc3C(=0)C[C@H](Oc3c2C[C@H]1C(C)(C)O)clcee(cc10)O -9.7
11597157 |cl(cec2e(=0)cc(oc2cl)clecc(ccl)O)O[Cw@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)O0C)CO -9.7
12019528 |olc(cc(=0)c2c(cc(cc12)OC(=0)cleccecc1OC(=0)C)O)clccccecl -9.7
12979132 |cl(ccc2e(=0)c(c(oc2c1)C(=0)0O)cleccecl)OCelsc2cccec2nl -9.7
8

12982555 |olc2cc(c(c(c2e(=0)c(clclece(c(cl)/C=C/C(=C)C)0O)0C)0O)O0C)0 -9.7
6

15108702 | olc(cc(=0)c2c(c(c(cc12)OCcleccecl)O)O)cleccecl -9.7
24861960 | Olc2cc(c(c(c2C(=0)C[C@H]lclcee(c(c1)OC)0)O)C/C=C(\C)/C/C=C/C(C)(C)O)O -9.7
24866261 |cl(cc(c2c(=0)cc(oc2cl)cleccec])O)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)OC)CO -9.7
3070242 |cl(c(C)e(=0)c2cce(c(c201)CNICCCCT)OC)clecc(F)eel -9.7
440195  |cl(ccc2C(=0)C[C@H](Oc2cl)clcceccl)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -9.7
44259047 |cl(c(cc2e(c(=0)c(c(02)c2cee(cc2)0)0)c10)0)CCC(C)(C)O -9.7
480763 | Olc2cc(c(c(c2C(=O)C[C@@H]lclcceecl)O)CC=C(C)C)O -9.7
49700 cl(c(cee2e(=0)c(C)c(ocl2)clceeecl)OC)CN1CCOCCI -9.7
49788613 |olc(c(c(=0)c2c(cc(c(c12)OC)0OCC=C(C)C)0)O)clcecec2c(0OCO2)cl -9.7




629905 | cl(cce(c(c1)OCcleccec])OC)cloc2ec(cec2e(=0)c10C)0C -9.7
74333987 |O1c2ee(c(c(c2C(=0)[C@H]([C@H]1clce(c(c(c1)OC)0)0)0)0)CC=C(C)C)O -9.7
10094174 |O1c2ce(c(c(c2C(=0)C[C@H]1clcee(cc1)O)O)clcceecl)O -9.6
7

11222065 |olc2cceec2e(=0)c(clcleccecl)[C@@H](cleee(ccl)OC)O -9.6
12983453 |Olc2cc(cc(c2C(=0)C[C@H]1clcee(ccl)O)OC)OCcleccecd -9.6
9

14502737 |Olc2cc(c3e(=0)c(coc3c2C=CC1(C)C)clcec2c(OCO2)cl)O -9.6
15491286 |olc(c(c(=0)c2c(c(c(c(c12)0)OC)CC=C(C)C)0O)0)clcee(c(c1)OC)O -9.6
399491 olc(ce(=0)c2c(c(c(cc12)O)CC=C(C)C)O)cleec(cc10)O -9.6
44342639 |cl(c(ce(c2e(=0)cc(ocl2)cleccecl)O)OC)C(F)(F)F -9.6
69941512 |cl(ccc2e(c(=0)cc(02)c2cccec2)cl ) OCCIC@@H]10C(=0)C(=C10)0O -9.6
90300755 olc(c(c(=0)c2ccee(c12)CC=C(C)C)O)clcccececl -9.6
907980 | 0lc(C)c(c(=0)c2cee(ccl12)OCclecccecl)clceccccl -9.6
9948081 |cl(ccc2e(=0O)cc(oc2cl)clceeecl)OC[C@H]10C1 -9.6
10091405 |cl(cee(ccl)cle(c(=0)c2eeeec201)O)N1CCOCCOCCOCCOCCI -9.5
2

10149923 | cl(ce(c(c(c1)OC)O[C@@H](CO)[C@@H](c1lcece(ee1)O)O)OC)[C@H]10c2cc(cc(c2C(=0)C1)0)0 -9.5
5

10206691 |olc(c(c(=0)c2c(c(c(cc12)OCcleceecl)OC)0)O)clcccccl -9.5
8

10220349 |olc(cc(=0)c2¢(ce(ccl12)OCOC)OCOC)c1cee(ccl)OCelccccecl -9.5
6

10524567 |O1c2cc3c(C(=0)C[C@@H](03)c3cccac(CCC(C)(C)04)c3)cc2CCCI(C)C 9.5
11639597 |cl(ccc2e(=0)cc(oc2cl)clece(c(c1)O)O)OC[C@H](O)CNC(C)C -9.5
11725803 |O1c2cc(cc(c2C(=0)C[C@H]1clcc(c(c(c1)CC=C(C)C)0)0)0)O -9.5
12982116 |cl(c(cc2e(C(=0)C[C@@H](02)c2ccccc2)c10)OC)C[C@H]10C1(C)C -9.5




5

12983451 ' Olc2ce(ce(c2C(=0)C[C@H]1clcee(ccl)OC(=0)C)OC)OCclecccecl -9.5
7

15485967 | Olc2ce(c(c(c2C(=0)C[C@H]1clcee(cc1)O)0)CC=C(C)C)OC -9.5
29920547 |olc(cc(=0)c2c¢(C)ec(cc12)OC(=0)OCC)clccccecl -9.5
42608102 |Olc2c3ccoc3c(c(c2C(=0)C[C@H]1clcec2c(0CO2)c1)0)0C -9.5
467492  |olc(cc(=0)c2c(cc(ccl12)OC(=0)C)OC(=0)C)clccccecl -9.5
46850208 |cl(c(cc2e(c(=0)cc(02)c2cce(c(c2)OC)0)c10)0)C/C=C(\C)/CC[C@@H](C(C)(C)O)O -9.5
5316782 | Olc2cc(c3C(=0)C[C@H](Oc3c2C[C@H]1C(C)(C)O)clcee(ccl)O)O -9.5
56649091 |cl(c(c(c2c(=0)cc(oc2cl)cleccec])O)O)OCCNICCCCCI -9.5
8395 olc(cc(=0)c2cec(ecc12)OCC(=0)OCC)clcccecd -9.5
10193866 |cl(ccc(ecl)cle(c(=0)c2eccec201)O)NTOCCOCCOCCOCCOCI 9.4
9

10449654 |O1c2cc3c(c(=0)cc(03)c3cec(cc3)O)c(c2C=CC1(C)C)O -9.4
10472357 |olc(cc(=0)c2e(c(c(cc12)O)NCCC(C)C)O)cleccecd -9.4
10814209 | cl(c(cc2e(c(=0)c(c(02)c2ecc(cc2)OC)0)c10)0)OS(0)(O)clece(C)ecl -9.4
11552747 |cl(ccc2e(=0O)cc(oc2cl)clec(ec(c1)O)O)OC[C@H](O)CNC(C)C -94
11661570 |cl(ccc2e(=0O)cc(oc2cl)clce(ce(c1)OC)OC)OCIC@H](O)CNC(C)C 94
11954210 |cl(ccc2e(=0)c(c(oc2cl)cleccec]l)O)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -9.4
12918915 |cl(ccc2e(=0)c(coc2cl)clcececec])O[C@@H](clcccecl)CCNC 94
129224 | cl(ccc2e(=0O)cc(oc2cl)cleee(C)ecl)OC[C@@H](O)CNC(C)C -9.4
12982676 |S=Clc2ccecc20[C@@H](Cl)clcee(C)ecl 9.4
9

14445197 |cl(c(cc2e(c(=0)cc(02)c2cee(c(c2)0)0C)c10)0)[C@@H]10[C@H](C)[C@@H]([C@@H](C1)0)O 9.4
14668157 |olc(c(c(=0)c2c(c3c(cc12)OCO3)0O)OC(0)0O)clccccecl -9.4

4




15118758 |cl(ccc2e(=0)cc(oc2el)clccccclO)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -9.4
182342 | Olc2cec3c(=0)c(coc3c2C=CC1(C)C)clcec2e(0OCO2)cl -94
19358579 |olc(cc(=0)c2c(ce(ccl2)OCcleccec])OC)clcee(c(c1)OC)O0C -9.4
20301090 |Ol1c2ceecc2C(=0)C(=C)[C@H]1clcce(ccl)N(=0)=0 94
42607867 | cl(cc(c2C(=0)C[C@H](Oc2cl)cleccecl)O)OC[C@H]10C1(C)C -9.4
42608112 |Olc2c(c(c(c(c2C(=0)C[C@H]1clceeecl)O)Celec(cecc10)OC)OC)0C -9.4
44258305 |cl(cc(c2c(=0O)cc(oc2cl)clecc(cel)O)OC)OC[C@H]1O0C1(C)C -9.4
44258732 |olc(c(c(=0)c2e(c(C)e(c(C)c12)OC)0)0)cleceecd -9.4
44259050 |O1c2ce3c(c(=0)c(c(03)c3cec(cc3)0)0)c(c2C=CC1(C)C)O -9.4
491718 | O1c2¢(C)e(c(c(c2C(=0)C[C@H]1clcce(ccl)O0)0)CC=C(C)C)O -9.4
5317480 |olce(c(=0)c2c(cc(c(c12)CC=C(C)C)0)O)clccc(ccl)O -9.4
5318267 | cl(cce2e(=0)c(coc2cl)cleecc(c(c1)O)OC)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO 9.4
53982668 | Olc2cceccc2C(=0)/C(=C\NCc2ccc(cc2)C(=0)0)/[C@H]1clcccccl 94
54410 cl(ccc2e(=0)cc(oc2cl)cleccecl ) OC[C@H](O)CNCCC -94
56649090 | cl(c(c(c2c(=0O)cc(oc2cl)clececec])O)O)OCCNICCOCCI -9.4
10149923 | cl(ce(c(c(c1)OC)O[C@H](CO)[C@H](clcee(ccl)O)O)OC)[C@H]10c2cc(cc(c2C(=0)C1)0)O -9.3
4

10168070 |cl(ccc2e(=0)cc(oc2cl)clcceecl)C(=0)CBr 9.3
5

10257793 |cl(cc(c2e(=0)cc(oc2cl)clcec(cc1)O)0)OS(C)(0)O -9.3
2

11077963 |olc2cccec2e(=0)c(clcleccecl)[C@@H](clecceel)O -9.3
11132477 (olc2cccec2e(=0O)c(clcleccecl)[C@@H](clece(ccl)N(=0)=0)O -9.3
11611332 |cl(ccc2e(=0)cc(oc2el)cleee(c(c1)OC)OC)OC[C@H](O)CNC(C)C 93
11618226 |cl(ccc2e(=0O)cc(oc2cl)clcee(c(c1)O)O)OC[C@H](O)CNC(C)(C)C 9.3
11718263 |cl(ccc2e(c(=0)cc(02)c2ece(c(c2)0)0)cl)OC[C@H](O)CNC(C)(C)C 93




11912 cl(ccc2e(=0)cc(oc2cl)clccececcl ) OCCCN(C)C 9.3
12973022 olc(cc(=0)c2cc(C)ee(c12)C(=0)CC)clcccecd -9.3
2

12982170 | olc(c(C)c(=0O)c2cc(c(c(c12)N(C)C)O)O)clece(ccl)O -9.3
5

12982447  O1C2=CC=CCC2=C(C=CI1C1=CCC(=CCI1)C=0)NO -9.3
9

12982594 |olc2ce(ce(c2c(=0O)ccleleccecc1 C(=0)CCCCC)0)0C 9.3
3

13432335 |olc(ce(=0)c2c¢(C)ec(C)ecl2)cleccecd 93
14033984 |O1c2c(cc3e(=0)c(c(oc3c2C=CC1(C)C)cleecccl)OC)0C 9.3
15469991 O([C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)C(=0)O)clccc(ccl)clcc(=0)c2cccec2ol -9.3
9

16737249 |O1c2cc(cc(c2C(=0)C[C@H]1clcec2e(C=CC(C)(C)02)c1)0)O 9.3
21325016 |cl(cc(=0O)c2cc(ccc201)C(=0)O)clc(ccecl)OC[C@@H](CC)O 9.3
2361 olc(ce(=0)c2c3ccccc3eccl2)clecceecd -9.3
23991884 |olc(C)c(c(=0)c2c(ce(ccl12)OCclecc(ol)C(=0)0)O)clccccecl 9.3
44258526 |olc(cc(=0)c2c3c(c(cc12)OC)OCO3)clcec2e(0CO2)cl 9.3
44578052 |olc(cc(=0)c2e(c(c(c(c12)CN1CCCCC1)0)0)0)clcccccl -9.3
53904139 cl(ccee(cl)clec(=0)c2eceec201)S(=0)(=0)N -9.3
5393156 |olc(cc(=0)c2c(C)cc(ccl2)O)cleccecd 9.3
66728267 |cl(c(ccc(cl)clcoc2ec(ce(c2c1=0)0)0)0)CCC(C)(C)O 9.3
10149923 |cl(c(cc(cc1OC)clec(=0)c2c(cc(cc201)0)0)OC)O[C@H](CO)[C@@H](clcce(cc1)O)O -9.2
6

10151666 | Olc2ce(ce(c2C(=0)C[C@H]1clcee(ccl)OC(=0)C)O)OCC=C(C)C -9.2
5

10184348 |cl(ccc2e(C(=0)C[C@H](02)c2cccec2)cl)O[Cw@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)OC)CO -9.2

6




10543665 |cl(cc(=0)c2c(ccec201)OC)clecec(cl)C(F)(F)F -9.2
10970624 | O1c2c(c3c(C=CC(C)(C)03)c(c2C(=0)C[C@H]1clcce(ccl1)O)0)CO -9.2
11149874 |O1c2ceccc2C(=0)C[C@H]1clccc(ccl)N(=0)=0 -9.2
11545770 |cl(ccc2e(=0O)cc(oc2cl)clec(ce(c1)O)O)OCIC@H](O)CNC(C)(C)C -9.2
11683340 |cl(ccc2e(=0)cc(oc2el)clec(ce(c1)OC)0OC)OCIC@H](O)CNC(C)(C)C -9.2
11847316 |olc2ccccc2e(=0)c(clcleccec])Cnlenccl -9.2
12984781 |olc(cc(=0)c2c(c(c(cc12)O)CCC(=C)C)O)clcecc(cc10)O -9.2
7

14033976 | Olc2ce(c3c(=0)cc(oc3c2C=CC1(C)C)cleec2e(0OCO2)c1)OC -9.2
15308126 |cl(c(c(cc2oc(c(c(=0)c12)O)clecc(ccl)OC)OC)0)OS(0)(O)cleee(C)ecl -9.2
15389725 | cl(cc(=0)c2cccecc2ol)clecee(cl)S(=0)(=0)CI -9.2
15731439 |olc(cc(=0)c2cce(c(c12)OC(=0)C)OC(=0)C)clccccecl 9.2
24133364 |olc(C)c(c(=0)c2ccc(ccl12)OCclccc(o1)C(=0)O)clccccecl -9.2
3033107 |cl(cee(ccl)cle(C)e(=0)c2eccec201)OCIC@@H](O)CNC(C)(C)C -9.2
41451 cl(cee(ecl)cle(C)e(=0)c2eccec201)OC[C@@H](O)CNC(C)C -9.2
42608049 |O1c2ce(c3C(=0)C[C@H](0Oc3c2CCCI(C)C)clcee(ec10)0)O -9.2
440215  |cl(ccc2e(=0)c(coc2cl)clcceccl)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -9.2
44258693 |O1c2c(cc3c(=0)c(c(oc3c2C=CCI1(C)C)clcee(ccl)0)0C)0C -9.2
44259326 |O1c2cc(c3c(=0)c(c(oc3c2[C@@H](C)CC1(C)C)cleee(c(c1)0)0)0)O -9.2
466268  |olc(cc(=0)c2cec(ccl12)OC)cleccecd -9.2
46881227 |cl(cc(c2C(=0)C[C@H](Oc2cl)clccececl)O)O[C@w@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -9.2
49788612 |olc2cc(cc(c2e(=0)c(clecleec2e(0OCO2)c1)0)0)0C -9.2
5272796 | olc2cceec2e(=0)cclclece(ccl)C(=0)0O -9.2
5317478 |olce(c(=0)c2c(c(c(ccl12)O)CC=C(C)C)O)clecec(ccl)OC 9.2
5317765 | cl(c(c(=0)c2c(cc(cc201)0)0)0O)clcecc2OC([C@@H](Cc2c1)0)(C)C -9.2
5378307 | olc(cc(=0O)c2c3cc(cec3eecl2)O)clecccecd -9.2




564150  |olc(c(c(=0)c2ccc(cc12)OCceleccec])OC)clcec(c(c1)OC)OC -9.2
625630  |olc(cc(=0O)c2c3cecec3ec(c12)O)clecccecd -9.2
625631 olc(ce(=0)c2c3ccc(cc3ceecl2)O)clecccecl -9.2
66561376 |olc(c(c(=0)c2c(c3c(c(c12)OC)OCO03)0)0C)clcec2e(0CO2)cl -9.2
676295  |olc2cccec2e(=0)c(clclecec(c1)O)O -9.2
74819425 |Olc2cc3c(c(c2C(=0)C[C@H]1cleccec10)0)OCO3 9.2
76333661 |O(clcec2e(=0O)cc(oc2el)cleccec])[C@@H]10[C@@H]([C@H]|([C@@H]([C@H]10)0)0)CC(=0)C -9.2
88881 olc(ce(=0)c2c(cc(cc12)OC)O0C)cleccecd -9.2
9883305 |olc(c(c(=0O)c2c(c3c(cc12)OCO3)0)0O)clccc(ecl)O -9.2
100633 olc(c(c(=0)c2ccc3c(ccol)c12)OC)clcccccl 9.1
10102840 |olc(cc(=0)c2c(c(c(cc12)O)NCC(C)C)O)clcceccecl 9.1
2

10123824 |cl(cc2e(c(=0)c(co2)c2ecc(cc2)O)cc1 C(=0)C)O[C@@H]1O[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO 9.1
1

10184348 |cl(cccc2oc(cc(=0)c12)clcec(ccl)O)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)OC)CO 9.1
4

10201716 |olc(ce(=0)c2e(ce(c(c12)CCC(=C)C)O)O)clecccecl 9.1
5

10206428 |olc(cc(=0)c2ccec(c12)/C=C/C)clcccccl 9.1
8

10209126 |Olc2cccec2[C@H](C[C@H]1cleccecl)NOC(=0)C 9.1
7

10236976 |O1c2ccc3CC[C@H](Oc3c2C[C@@H]1C(C)(C)O)cleec(cel)O 9.1
3

10337211 |Olc2cc(c(cc2C(=0)C[C@H]1clcce(ccl)O)CC=C(C)C)OC -9.1
10546844 |c1(coc2ce(ce(c2c1=0)0C)0)clcc(c20C(C=Cc2c1)(C)C)O -9.1
10708855 |cl(cc(=0)c2ceccc2ol)clccec(cl)CN=C=S -9.1




11583077 |cl(ccc2e(=0)cc(oc2cl)clcc(c(c(c1)OC)OC)OC)OCIC@@H](O)CNC(C)C 9.1
11612258 | cl(ccc2e(=0O)cc(oc2cl)clec(c(c(c1)OC)OC)OC)OCIC@@H](O)CNC(C)(C)C 9.1
11834 cl(ccc2e(=0)cc(oc2cl)cleccec] ) OCIC@@H](C)CN(C)C 9.1
12043065 |cl(cc(=0)c2c(cc(c(c20l)[C@@H]1CN(C)CC[C@@H]10)0)O)clc(Cl)ceecl -9.1
12043069 |cl(cc(=0)c2c(cc(c(c2ol)clenencl)O)O)clc(Cl)ceecl 9.1
12146121 |olc(ce(=0)c2c(ce(cc12)OCOC)OCC=C(C)C)clcccecl 9.1
122835  |Olc2cc(c(cc2C(=0)C[C@H]1clcee(ccl)O)CC=C(C)C)OC 9.1
12968466 |olc(c(c(=0)c2c(c(c(c(c12)0)0)/C=C/C(=C)C)O)O)clcceecl -9.1
8
12970411 |olc(cc(=0)c2e(ce(ccl12)OCO)OCO)clcececd 9.1
8
12971614 |cl(c(cc2e(c(=0)c(co2)c2ecc(cc2)0)cl10)0)[C@H]([C@@H]10CT)CC=C(C)C 9.1
9
12982075 |cl(ccc2e(c(=0)c(c(02)c2cccec2)O)el)[C@@H](O)CCCC 9.1
5
12988148 |olc2cec(cc2e(=0)cclcleccec1 C(=0)0)C(=0)0O 9.1
7
13253349 olce(c(=0)c2c(c(c(cc12)O)C[C@@H](C(=C)C)0)0O)clcec2e(0OCO2)cl -9.1
0
13512149 | cl(c(c(=0)c2c(ccec201)0)O)clec(c2e(c1)C2)0C -9.1
8
13602334 | cl(cc(=0)c2c(cc(c(c2ol)clcenecl)O)O)cle(Cl)eccecl 9.1
3
14187087 |O1c2cc3c(C=CC(C)(C)O3)c(c2C(=0)C[C@H]lclcee(ccl1)O)O 9.1
14237660 |cl(coc2ce(ce(c2¢1=0)0)0)clccc20C(C=Cc2c1)(C)C 9.1
14570642 |Ol1c2cceec2C(=0)C[C@H]1clcc(ce(c1)OC)0 9.1
7
15160702 |O1c2c(ccc30C(C)(C)C=Cc23)C(=0)C[C@H]1clcce(c(c1)OC)0C 9.1




1889 Olc2cc(cecc2C(=0)C[C@H]1clcee(ccl)O)O 9.1
1890 Olc2cc(cec2C(=0)C[C@H]1clceeecl)O -9.1
21673114 |olc(cc(=0)c2c(cc(ccl12)OCOC)0)clcececd 9.1
23286063 |olc(c(c(=0)c2cc(cecl2)C(=0)0)0O)clccccecl -9.1
238782 Olc2cc(ce(c2C(=0)C[C@H]1clccececl)O)O 9.1
25030431 |olc(c(c(=0)c2cc(cccl2)NC(=0)CCC(=0)0)O)cleee(c(c1)O)O 9.1
25128870 |olc(cc(=0)c2e(ce(ccl12)OCCI=NNNNI)OC)clcee(c(c1)OC)0OC 9.1
42607869 |Olc2c(c(cc(c2C(=0)C[C@H]lclceeccl)O)0)C/C=C(\C)/CO 9.1
42607870 |O1c2c(c(ce(c2C(=0)C[C@H]1cleceeecl)O)O)C/C=C(\C)/C=0 9.1
42607962 | O1c2c(c(cc30C(C)(C)C=Cc23)0)C(=0)C[C@H]1clcce(ccl)OC 9.1
44481784 |olcc(c(=0)c2c(ce(ccl12)OC)0)clecc(c(c])C[C@@H](C(=C)C)O)O 9.1
5317300 | cl(cce(c(c1O)CC=C(C)C)O)clcoc2e(c1=0)ccc(c2)O 9.1
5494866 | olcc(c(=0)c2c(cc(cc12)O)O)clece(c(cl)CC=C(C)C)O 9.1
58089059 olc(c(c(=0)c2ec(cccl2)NC(=0)CCC(=0)0)O)clcee(ccl)O -9.1
636525 | Olc2c(c(cc30C(C)(C)C=Cc23)0)C(=0)C[C@H]1clcce(c(c1)O)OC -9.1
637111 01c2c(c(c3C=CC(C)(C)0Oc3c2CC=C(C)C)O)C(=0)[C@@H]([C@H]1clcccecclO)O 9.1
6450959 |olce(c(=0)c2c(cc(c(c12)C/C=C(\C)/CO)0)0O)clecec(ccl)O 9.1
676290 |olc2ccccc2e(=0)cclclecc(cc10)O 9.1
688857  |Olc2cee(cec2C(=0)C[C@H]1clcceeel)O -9.1
86083806 ' O1C2=C(CC=CC2)C=C/C/1=C\1/C=CC(=CCI1)NC(=0)C -9.1
10094338 | Clclce(ce(c10C)S(=0)(=O)NC(C)C)clee(=0)c2eccccol -9.0
2

10102840 |olc(cc(=0)c2c(ce(c(c12)NC(C)C)0)0O)clcccccl -9.0
4

10121493 |cl(ccc(ecl)cle(c(=0)c2eccec201)O)NICCN(CCI)[C@@H]1C(=CNC=C1)S(0)(0)O -9.0

9




10335613 |olc(cc(=0)c2e(c(c(cc12)O)NC(C)C)O)cleccecl -9.0
10357090 |cl(cccc2e(=0)c(cocl2)clcccec])OC[C@H]10CI -9.0
10450773 |olc(cc(=0)c2c(c(c(cc12)0)/C=C/C(C)C)O)clecec(cc10)O -9.0
10659060 | olc2cccec2e(=0O)cclclecee(cl)CCHN -9.0
10736576 |O1c2cc3c(c(=0)c(co3)c3cec(cc3)O)c(c2C=CC1(C)C)0C -9.0
10761522 |[C@H]1(CC(=0)c2c(cc(cc201)0)0)clec(c20C(C=Cc2c1)(C)C)OC -9.0
11142360 |olcc(c(=0)c2CC3=C(Cc12)OCO3)clcc(c2c(0CO2)c1)0C -9.0
11177340 |olc(cc(=0)c2c(ce(ccl12)OCOCCOC)OCC=C(C)C)clcccececl -9.0
11186717 | Olc2c(cc(cc2C=CCI1(C)C)clcoc2ec(cec2e1=0)0)0 -9.0
11742974 |c1(c2c(C=CC(C)(C)02)c(c2C(=0)C[C@H](Oc12)clecec(cc1)O)O)C[C@H]10C1(C)C -9.0
11810763 |olcc(c(=0)c2c(c3c(cc12)OCO3)0C)clec(c2c(0OCO2)c1)OC -9.0
118907 olc(cc(=0)c2c(cc(cc12)OCC(=0)0CC)OCC(=0O)OCC)clecccecl -9.0
12988126 |olc2cec(cc2e(=0)c(clcleec2c(OCO2)cl)O)C(=0)0 -9.0
9

13393782 |[C@H]1(CC(=0)c2ccecc201)clecce(F)cl -9.0
13908069 olc(c(c(=0)c2c(cec(cc12)OCC=C(C)C)0)O)clcec(c(c1)O)O0C -9.0
7

15160703 |O1c2c(cc(c30C(C)(C)C=Cc23)OC)C(=0)C[C@H]1clcce(e(c1)OC)0C -9.0
242065 [C@H]1(CC(=0)c2cccec201)clece(Cl)ecl -9.0
24960482 |cl(ccc2e(=0)cc(oc2cl)clee(ce(c1)O)O)OCIC@@H](O)CNC(C)C -9.0
3070240 |cl(c(C)e(=0)c2cee(c(c201)CN(C)C)OC)clece(F)ecel -9.0
44380969 |olc(cc(=0)c2e(ce(c(c12)NCCC(C)C)0)0O)clecccecl -9.0
44584124 |O1c2cc3c(C=CC(C)(C)03)c(c2C(=0)C[C@H]1clccecec10)O -9.0
462691 Olc2c(ccec2C(=0)C[C@H]1clcceec)CC(=0)O -9.0
466277  |Brclcec2e(=0)cc(oc2cl)clecccecd -9.0
5270553 | Olc2cec(cc2C(=0)C[C@H]lclceeeel)C(=0)0O -9.0




5271991 |olc(ce(=0)c2c(cc(c(c12)OC)0)0)clc(cec(c10C)0)O -9.0
5281611 | olc2ce(cec2e(=0)c(clelece(ccl)0)0)O -9.0
5281617 |olc(ce(=0)c2c(cc(cc12)OC)0)clcee(ccl)O -9.0
5281894 | olc(cc(=0O)c2cec(ccl2)O)clecccecd -9.0
5282073 |olc(cc(=0)c2cce(ccl2)O)clecc(ecl)O -9.0
5320053 |olce(c(=0)c2ccc(ccl2)O)clecce(c(cl)CC=C(C)C)O -9.0
53747690 | cl(cc(c2e(=0)cc(oc2el)clcecececl)O)C(=0)CBr -9.0
57340186 olc2cc(ccc2e(=0)cclclecc(ccl)/C=C/C(=0)0OCC)O -9.0
624794  |olc2cccec2e(=0)c(clcleec2e(0OCO2)c1)O -9.0
637879  |olcc(c(=0)c2c(c3c(cc12)OCO3)OC)clcec2e(0OCO2)cl -9.0
85751070 | N(C1=C[C@H](Oc2cccccl2)cleccec] )NC(=S)N -9.0
90753092 |olc(c(c(=0)c2c(C)e(C)e(C)ecl2)O)clcccececl -9.0
91557562 |Ol1c2cc(cec2C(=0)C[C@H]1clccec(cc10)O0)O -9.0
95400994 |O1c2cec3cccec3c2C(=0)C[C@H]1clccececel -9.0
9973510 |olc2cee(cc2e(=0O)cclcleccec1OC(C)C)C(=0)O -9.0
10184348 |cl(ccc2e(C(=0)C[C@@H](02)c2cceec2)c])O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0C)CO -8.9
5

10197413 |Olc2c(c(cc(c2Cc2c¢(=0)oc(c(C)c20)CC)O)O)C(=0)C[C@H]1clcccecl -8.9
5

10230725 |c1(c(=0)c2ccccc2oclcleccec])C(F)(F)F -8.9
5

10244935 |olc(cc(=0)c2e(c(c(cc12)O)NCCC)O)clccccecl -8.9
102674 Olc2cceccc2[C@H](C[C@H]1clcceccl)NN -8.9
10543327 |cl(cc(=0)c2ccccc2ol)clccee(cl)CBr -8.9
10680 olc2cceec2e(=0)cclcleccecd -8.9
10889522 |O=Clc2cccce2N[C@@H](C1)clecccecl -8.9




11247278 |O1c2c(c(cc(c2C(=0)C[C@H]1clcee(cc1)OC(=0)C)0)OC(=0)C)CC=C(C)C -8.9
11289628 | Olc2cc(cc(c2C(=0)C[C@H]1clee(ce(c1)0)0)0)0C -8.9
11382659 |cl(ce(c(c(c1)CC=C(C)C)OC)O)[C@H]10c2cc(cec2C(=0)C1)0 -8.9
11772232 olc(cc(=0)c2c(cc(ccl12)OCOCCOC)0)clecccecl -8.9
12136839 |O1c2cccec2C(=0)C[C@@H]1clecccccl -8.9
12148792 |O1c2cceec2C(=0)C[C@@H]1clceeeel -8.9
9

12985834 |O1c2c(c(ccc2C(=0)C([C@@]1(clceeecl)O)(0)0O)OC)OC -8.9
1

13227966 |olcc(c(=0)c2e(c(c(cc12)O)OC)0C)clcccc20COc12 -8.9
3

14791391 |olc2cc(ccc2e(=0O)cclclecc(ccl)N(=0)=0)0 -8.9
14791392 olc2cc(ccc2e(=O)cclclecc(ccl)N)O -8.9
15342845 |olc(c(c(=0)c2c(cc(cc12)O)OC(=0)cleccecl)OC)clceceed -8.9
15389441 |Olc2cc3c(c(=0)c(co3)c3ce(c(cc30C)0C)0C)cc2C=CC1(C)C -8.9
15817847 |olc2ce(c(cc2e(=0)c(clclece(c(c1)OC)0)0)0)0 -8.9
176925 | Olc2ceccc2C(=0)C[C@H]lclccececlO -8.9
188308 | Olc2ce(c(c(c2C(=0)C[C@H]1clcec(cc1)0)0)0)O -8.9
188424 | Olc2cc(ce(c2C(=0)C[C@@H]1clcee(cc1)O)OC)O -8.9
19835350 |cl(ccec2e(=0)cc(ocl2)clceceecl)OC[C@@H]10C1 -8.9
20399 Olc2ce(cec2C(=0)[C@H]([C@@H]1clce(c(c(c1)0)0)0)0)O -8.9
21315742 |cl(cc(=0)c2cc(cec201)C(=0)0O)clc(cec(C)c1)OC(O)C -8.9
23644933 |olc2cc(cec2e(=0O)c(clnlenccl)elcececee]1)OCceleccecl -8.9
23644934 |olc2cc(cecc2e(=0)c(cInlcenecl)clcec(cc1)OC)OCelccccecl -8.9
23644952 |cl(c(c(=0)c2ccc(cc201)OCclcccenl)clceccecl)SCelceeneel -8.9
250312 | O1C(=CC(=C2CC=CC=C12)NO)clcccccl -8.9




25073757 |Ol1c2ce(ce(c2C(=0)C[C@H]1clcc(cec10)0)0)O -8.9
3078 olc(c(C)e(=0)c2cee(c(c12)CN(C)C)OC)clecccecl -8.9
343080 |olcc(c(=0)c2cec(ccl12)OCC=C(C)C)clec2e(cc1OC)0CO2 -8.9
3534982 |Olc2ceeec2C(=0)C[C@H]1clcece(cl1)O -8.9
369599  olc(ce(=0)c2e(c(C)e(ccl2)OC)0O)cleceecd -8.9
42607959 |cl(ce(c(c(c1)CC=C(C)C)OC)/C=C/C(C)(C)O)[C@H]10c2cc(cc(c2C(=0)C1)0)0O -8.9
439246 | Olc2cc(cc(c2C(=0)C[C@H]1clccc(ecl)O0)0)O -8.9
44380895 |olc(cc(=0)c2c(ce(c(c12)NCC(C)C)O)O)clccccecl -8.9
45933941 |olc2cccec2e(=0)cclelec(ec(c1)O)O -8.9
511789 Olc2ce(c(cec2C(=0)C[C@H]1clcee(cel1)O)OC)CC=C(C)C -8.9
5270543 | Fclcee2e(O[C@@H](CC2=0)c2cceec2)cl -8.9
5280863 | olc(c(c(=0)c2c(cc(cc12)0)0)O)clcec(ecl)O -8.9
5281616 |olc(c(c(=0)c2c(cc(ccl12)O)O)O)clccceccl -8.9
5281954 | olc(ce(=0O)c2c(ce(cc12)OC)0)clccececl -8.9
5317287 | ole(c(c(=0)c2c(c(c(ccl12)OC)O0C)0)0)clcec(c(c1)O0)O0C -8.9
53247947 cl(cce(cc])[C@H]1CC(=0)c2ccecc201)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -8.9
5391140 |olc(ce(=0)c2cce(ccl2)O)clecee(cl)O -8.9
5393152 |olc(c(c(=0)c2ccc(cc12)O)O)cleccecd -8.9
5465885 | Olc2ccecec2[C@H](C[C@H]1cleccecl)NN -8.9
54721824 | Olc2c(c(cc(c2Cc2c¢(=0)oc(c(C)c20)CC)O)0)C(=0)C[C@H]1clcccccl -8.9
5491798 | olc(c(c(=0)c2e(cc(c(c12)OC)0C)0)0)clccccecl -8.9
6077518 |Olc2ccecec2[C@H](C[C@H]1clcceecl )NOCCN(CC)CC -8.9
676310 | olc(cc(=0)c2cee(c(c12)0)O)clecec(cl)O -8.9
688659  olc(c(c(=0)c2cc(cecl2)O)0O)cleccecd -8.9
688861 Olc2ccecec2C(=0)C[C@H]lclccee(el)O -8.9




689010 | Olc2cceec2C(=0)C[C@@H]1clcececl -8.9
70696494 | O1c2cc(ce(c2C(=0)C[C@H]1clee(cec(c1)0)0)0)0C -8.9
71777365 |O1c2ccccc2C(=0)C[C@@H]1clecccccl -8.9
932 Olc2cc(ce(c2C(=0)C[C@H]1clcee(cc1)0)0)O -8.9
10102840 |olc(cc(=0)c2e(c(c(ccl12)O)NCC=C)O)clcceecl -8.8
3

10162437 |O1c2cc(cec2[C@H](C[C@@H]1clcceec1)O)OC -8.8
3

10164301 |Olc2c(c(ce(c2C(=0)[C@@H]([C@H]1clcee(cel1)O)0)0)O)CC=C(C)C -8.8
0

10193212 | cl(cc2e(c(=0)cc(02)c2ccc(cc2)O)c(c10C)0)O[C@@H]10[C@H|([C@@H]|([C@H]([C@H]10)0)0)C -8.8
1

10201716 | olc(c(c(=0)c2c(ce(c(c12)CCC(=C)C)0O)0)0O)cleccccl -8.8
3

10215422 | Olc2cc3c(c(=0)cc(03)c3ccc(ce3)O)c(c2[C@@H](CC1(C)C)O)O -8.8
0

10491973 |olc(ce(=0)c2c(ceecl12)OCC)clcccccl -8.8
10612616 |olc(cc(=0)c2c(ccecl12)OCC=C)clceeecl -8.8
10848398 |olc2cc(cecc2e(=0)cclclecc(C)ecl)O -8.8
12071400 |cl(cc(cc2oc(c(c(=0)c12)O)clcec(c(c1)OC)0OC)OC)OS(0)(O)clcce(C)ecl -8.8
12109666 |O1c2c(ccc30C(C)(C)C=Cc23)C(=0)C[C@H]Ilclcce(ccl)OC -8.8
12236641 |cl(ccc(ccl)clec(=0)c2cccecc201)OS(O)(O)C(F)(F)F -8.8
1

12238334 |O1c2cc(c(cc2C(=0)C[C@H]1clcee(ccl)O)C[C@@H](C(=C)C)O)O -8.8
4

12261178 |olc2ccccc2e(=0)cclclecc(ccl)C=0 -8.8
12813780 | Olc2ceecc2C(=0)C[C@H]1clccee(C)el -8.8
12813783 |olc2ccccc2e(=0)cclclecec(C)cl -8.8




12963357 |olc(c(c(=0)c2cee(c(c12)OC)0C)0)clccc(c(c1)OC)0C -8.8
8

12981335 |Olc2cc(ccc2C(=0)C[C@H]1clee(c(c(c1)0)0)0)0C -8.8
4

12982449 |O1C2=CC=CCC2=C(C=Clclccc(ccl)C=0)NOCC -8.8
0

12983454 |cl(c(cc2e(c(=0)cc(02)c2ccc(C)ec2)c10)0)S(0)(0)O -8.8
0

13254029 |olc2ce(cc(c2e(=0)c(clelcee(c(c1)OC(=0)C)OC(=0)C)0)0)0O -8.8
7

13361176 |cl(ccc2e(=0)c(coc2el)clec(ce(c1)OC)0)O[C@H]10[C@H]([C@@H]([C@H]([C@H]10)0)0)CO -8.8
9

137327  |olc(ce(=0)c2cec(C)ec(c12)CC(=0)O)cleccecd -8.8
13908971 |O1c2ce(c3e(=0)c(coc3c2C[C@H]1C(=C)C)cleec(cc10)0)O -8.8
13942547 olc(c(c(=0)c2c(ce(c(c12)OC)0OCC=C(C)C)OC)OC)cleecc2c(0OCO2)cl -8.8
15939984 |olc2cec(C)ec2e(=0)c(clcleecc2e(0CO2)c])O -8.8
161860  |olc2ccccc2e(=0O)cclclccceclO -8.8
165506  |Olc2cceec2C(=0)C[C@H]1clcce(ccl)O -8.8
19972541 |olc(c(C)c(=0)c2ccec(c12)C(=0)OCC)clccccecl -8.8
20522556 |cl(c(c(=0)c2c(cc(cc201)OC)0)OC)clece(c(c1)OC)OC(=0)C(C)(C)C -8.8
229016  |olc2ccccc2e(=0)cclelcec(ccl)O -8.8
3070241 |c1(c(C)c(=0)c2ccc(c(c201)CN(CC)CC)OC)cleec(F)eel -8.8
343079 olcc(c(=0)c2cec3c(0CO3)c12)cleecc2c(0OCO2)cl -8.8
41449 cl(cec(ecl)clec(=0)c2eccec201)OCIC@@H](O)CNC(C)C -8.8
41450 cl(cee(ccl)clec(=0)c2eccec201)OCIC@@H](O)CNC(C)(C)C -8.8
42607995 | O1c2c(c(c(c(c2C[C@@H](C(=C)C)0O)0)CC=C(C)C)O)C(=0)C[C@H]lclcce(c(c1)O)O -8.8
44257318 |olce(c(=0)c2c(cc(c(c12)C/C=C(\C)/CO)0)0O)clecec(cc10)O -8.8




44380894 |olc(cc(=0)c2c(ce(c(c12)NCCC)O)O)cleccecl -8.8
44380950 |olc(cc(=0)c2e(cc(c(c12)NCC=C)0)O)clccececl -8.8
462697 | Olc2cce(cc(c2C(=0)[C@H]([C@H]1clcce(e(c1)OCcleccecl)OC)0C)0)0 -8.8
5280362 | cl(c(=0)c2c(cc(cc2oclclece(c(c1)0)0)0)0)OS(=0)(=0)0 -8.8
5280443 | olc(cc(=0)c2c(cc(cc12)O)O)clecc(ccl)O -8.8
5281607 |olc(cc(=0)c2c(cc(cc12)O)O)cleccecd -8.8
5281691 | olc(c(c(=0)c2c(cec(cc12)OC)0)0)clece(c(c1)O)O -8.8
5281692 | olc2cc(cec2e(=0O)c(clelec(c(c(c1)0)0)0)0)O -8.8
5281814 | olce(c(=0)c2c(c(c(cc12)O)CC=C(C)C)O)clcee(ccl)O -8.8
5282154 olc2ce(ce(c2e(=0)c(clclec(c(c(c1)OC)0)0)0)0)O -8.8
5315202 |olce(ce(=0)c2c(cc(cc12)O)OC)elcee(ccl)O -8.8
5320287 olc(c(c(=0)c2c(cc(cc12)OC)0)0)clccc(c(c1)O)0C -8.8
5321435 olce(c(c(=0)c2c(c(c(ccl12)O)0C)0)0)clcee(c(c1)OC)O -8.8
5326329 | olcc(c(=0O)c2cee(c(c12)CC=C(C)C)0O)cleec(c(c1)O)0C -8.8
5353357 |olc(ce(=0)c2cc(c(cc12)O)O)cleccecd -8.8
5356690 | Olc2cceec2[C@H](C[C@H]1cleccecl)NO -8.8
5362017 | olc(c(c(=0)c2e(cc(c(c12)0)0)0)0)clecccecl -8.8
5378945 | olce(c(=0)c2c(c(c(ccl12)O)C/C=C(\C)/CO)O)clcee(ccl)O -8.8
5490139 | Olc2cc3e(c(=0)c(co3)c3cee(cc3)O)c(c2C=CC1(C)C)O -8.8
56649088 olc(cc(=0)c2c(c(c(cc12)OCC=C)0O)O)clcccececl -8.8
57340184 | cl(cc(=0)c2ccc(cc201)O)clccc(F)ecl -8.8
57368437 olc(c(c(=0)c2cc(cc(c12)0)O0)O)cleee(ccl)O -8.8
602425  |Olc2c(c(ccc2C(=0)[C@H]([C@@H]1clcee(c(c1)OC)OC)0)0OC)0C -8.8
6453535 |olc(c(c(=0)c2c(c(c(cc12)OC)0C)0)0)clece(c(c1)OC)O -8.8
676309 | olc(ce(=0)c2cee(c(c12)0O)O)cleccec1O -8.8




688859 | Olc2cceec2C(=0)C[C@H]1clccc(ccl)O -8.8
71588424 |O1C2=CC(=0)[C@H]3C(=0)C=C(O[C@H]3C2=C([C@H](C1(C)C)O)O)clccec(ccl)O -8.8
71621984 |cl(cc(c2c(=0)c(coc2cl)cleecc(ccl)0)0)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0C)CO -8.8
71621987 |cl(ccc2e(=0)c(coc2cl)clcec(ccl)O)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)OC)CO -8.8
86236608 |cl(ccc2e(=0)cc(oc2cl)clec(cc(c1)OC)OC)OC[C@@H]10C1 -8.8
9950264 |cl(c(cc2e(c(=0)cc(02)c2cccec2)c10)0)O0S(=0)(=0)0 -8.8
10094338 |Clclee(ce(c10C)S(=0)(=0)Cl)clee(=0)c2eccec2ol -8.7
5

10159128 |cl(ccc2e(c(=0)cc(02)c2ecc(c(c2)OC)0)c10C)OCCCCC -8.7
0

10168070 |cl(c(ccc2e(=0)cc(ocl2)cleccecl)C(=0)CBr)C(=0)CBr -8.7
6

10189069 | O1c2¢(C)c(c(C)e(c2C(=0)C[C@H]1clceeecl)OC)O -8.7
3

10193061 |Olc2ccecec2C=C/C/1=C\1/CC=C(C=C1)NC(C)(C)C -8.7
3

10251 Olc2ccecc2C(=0)C[C@H]l1clcccececl -8.7
10498462 | Olc2ce(c(c(c2C(=0)C[C@H]1clcee(c(c1)0)0)0)C(C)(C)C=C)O -8.7
10761665 |O1c2cc(c(c(c2C(=0)C[C@H]lclcee(c(c1)OC)0)0)C(C)(C)C=C)O -8.7
11032058 [C@@H]1(CC(=0)c2cceccc201)clece(F)ecl -8.7
11095 Olc2ce(ce(c2C(=0)C[C@H]1clcee(c(c1)0)0)0)O -8.7
12049385 |O1/C(=C\2/C=CC(=CC2)N(C)C)/C=Cc2ccc(ccl12)N(CC)CC -8.7
12114693 |O1[C@@H](CC(=0)c2c(cec(c(c12)C(C)(C)C=C)0)O)clcee(ccl)O -8.7
12132943 | O1c2c(c(c(C)e(c2C(=0)C[C@H]1clcceeel1)0)OC)C=0 -8.7
12310641 Olc2ce(cec2C(=0)[C@H]([C@@H]1clcee(c(c1)0)0)0)O -8.7
1232440 |Olc2cccecc2CC[C@@H]1clcccecl -8.7
12753173 |[C@H]1(CC(=0)c2ccecc201)cle(Cl)cc(ecl)Cl -8.7




12968987 |olc(cc(=0)c2c(ccecl12)OC(0)(0)O)clccccecl -8.7
5
12976274 |O1c2cc(cc(c2C(=0)C([C@@H]1clcee(ccl)OC)(0)0)0)0C -8.7
2
12978776 |O1C(=CC(=C2CC=CC=C12)NN)clcccccl -8.7
5
12982445 | O1[C@H](C=C(c2cc(cccl12)C=0)NO)clcceecl -8.7
6
12983023 |cl(ce(c(cclele(e(=0)c2e(cc(cc201)0)0)0)0)0)S(=0)(=0)clcee(C)ccl -8.7
9
12984791 |Ol1c2cce(ce(c2[C@H](C(=0)[C@H]1clccee(c1)OC)0)0)O -8.7
0
12986426 |O1c2c(ccec2C(=0)C[C@@]1(clcceecl)O)OC -8.7
5
13291608 olc(c(c(=0)c2c(c(c(cc12)OC)OC)0)0)clecccecl -8.7
13306495 |olc(c(c(=0)c2c(ccecl2)CCHC)N)clcecececl -8.7
3
13735036 |cl(ccec2e(=0O)c(cocl2)clcccec])[C@H]1O[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -8.7
9
13958412 |olce(c(=0)c2c(ce(ccl12)OC)0)clcee(ccl)OCC=C(C)C -8.7
4
14034288 |O1c2c(c(ce(c2C(=0)C[C@H]1clcccecc10)O)OC)O -8.7
14057034 |O1c2cc(c3e(=0)c(coc3c2C=CC1(C)C)clce(c(cc10C)0)O0C)0 -8.7
14704648 olc(c(c(=0)c2c(c3c(ccl12)OCO3)OC)0C)clec(c2¢(0CO2)c1)O0C -8.7
14730798 |O1c2cce(ccc2C(=0)[C@H]([C@@H]1clcccecl)O)O -8.7
1686 cl(cc(=0)c2ceccc2ol)clcec(Br)ccl -8.7
177731 olce(c(=0)c2cce(cc12)OCC=C(C)C)cleee(ccl)OC -8.7
21325023 |olc2cc(ccc2e(=0)cclcleccec1OC(C)C)C(=0)0 -8.7




21576252 |olcc(c(=0)c2c(ce(ccl12)OCC=C(C)C)O)clecee(cc1O0)O -8.7
21636237 |O1c2ce(c(ce(c2C(=0)C[C@H]1cleccec10C)0)OC)OC -8.7
2734580 |Olc2cee(cc2C(=0)C[C@H]Iclcccecl)O -8.7
3070247 |cl(c(C)e(=0)c2cec(c(c201)CNICCCCT)OC)cleee(Cl)ecel -8.7
378567 Olc2cc(cc(c2C(=0)C[C@H]1clcceecl)OC)0C -8.7
3870517 |Olc2cc(cc(c2C(=0)C[C@H]1clcee(ccl)OC(=0)C)0)OC(=0)C -8.7
42607996 | Olc2c(c(ce(c2C(=0)C[C@H]lclcee(c(c1)0)0)0)0)C/C=C(\C)/COC(=0)C -8.7
439652 Olc2ccecec2C(=0)C[C@H]lclcceeel -8.7
441251 olcc(c(=0)c2c(c(c(cc12)OC)CC=C(C)C)0O)cleec(cc10)O -8.7
44258533 |olc(cc(=0)c2c(c(c(cc12)OC)OC)OC)clee(c(c(c1)OC)OCC=C(C)C)OC -8.7
44259869 |olc(c(c(=0)c2c(c(c(cc12)O)O0C)0)0)clccc(c(c1)OC)OC -8.7
50909808 olcc(c(=0O)c2c(ce(ccl2)O)O)cleec2c(0OCO2)cl -8.7
5281606 | cl(c(c(=0)c2c(cc(c(c201)OC)OC)0)OC)clecee(Cl)c10O -8.7
5281654 | olc2cc(ce(c2e(=0)c(clclece(c(c1)OC)0)0)0)0 -8.7
5281697 | olc(ce(=0)c2c(c(c(ccl12)0)O)O)clcee(ccl)O -8.7
5281703 | olc(cc(=0)c2c(ce(c(c12)OC)0)0)clecccecl -8.7
5281789 | olcc(c(=0O)c2c(cc(cc12)O)O)clece(c(c10)CC=C(C)C)O -8.7
5317481 |olce(c(=0)c2c(cc(c(c12)C/C=C(\C)/CO)O)O)clcece(c(c1)O)0C -8.7
5317756 | olc(=0)c(cc2e(c(c(cc12)O)CC=C(C)C)OC)clcec(cc10)O -8.7
5320945 | olc(c(c(=0)c2c(cc(cc12)OC)0)0O)clecc(c(c1)OC)O -8.7
53247945 | cl(cce(cc])[C@H]1CC(=0)c2ccccc201)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)O0C)CO -8.7
53249095 Olc2ce3c(C=CC(C)(C)03)c(c2C(=0)C[C@H]1clcce(ecc10)0)O -8.7
5360930 | olc(c(c(=0)c2c(cc(c(c12)0)0)0)OC)cleccecd -8.7
5377945 | olc(c(c(=0)c2c(c(c(cc12)0)O0C)0)0)clcec(ecl)O -8.7
54073202 |cl(cc(c2e(O[C@@H](CC2=0)c2ccc(c(c2)0)0C)c1)O)OCCBr -8.7




5466136 | olc2ce(c(c(c2c(=0)c(clcleec2ec(0CO2)c1)O0C)0)0C)0C -8.7
5466137 | olc2ce(ce(c2e(=0)c(clcleecc2c(OCO2)c1)OC)0)0C -8.7
5468257 | Olc2cccec2[C@H](C[C@H]1cleccecl)NN -8.7
5481228 | olcc(c(=0)c2c(cc(cc12)O)O)cle(ce(c(cl)CC=C(C)C)0)O -8.7
5487855 | olc2cc(ce(c2e(=0)c(clclece(c(c1)OC)0C)0)0)0 -8.7
555407  olc(nc(=0O)c2cccccl2)cleccecd -8.7
56658060 Olc2ce(ce(c2C(=O)[C@H]([C@@H]1clcee(c(c1)OC)0)0)0)O -8.7
57340187 olc2ce(cec2e(=0)cclelcec(ecl)/C=C/C(=0)0)O -8.7
636496 | Olc2cc3c(c(=0)c(co3)c3cec(cc30)0C)c(c2C=CC1(C)C)OC -8.7
66783912 |cl(cc(=0)c2c(c3c(cc201)OCO3)0)clecc(cc1)OCCN(CC)CC -8.7
66783913 |olc(ce(=0)c2c(c3c(cc12)OCO3)0)C1=CCC(=CC1)0C -8.7
676034 | olc2cee(cc2e(=0O)cclcleccec1OC)O -8.7
676289  olc2ccecc2e(=0O)cclclecec(c10)O -8.7
688835  |olc2cec(ec2e(=0O)c(clclccec(c1)OC)0)0C -8.7
688836  olc(c(c(=0)c2cce(ccl2)OC)0)clccee(cl)OC -8.7
69030367 |olc2cc(cec2e(=0O)cclclec(ce(cl)OC)0OC)0 -8.7
69234627 | O([C@@]1(CCc2ccccc201)cleccec])[C@@H]10[C@@H]([C@H]|([C@@H]([C@H]10)0)0)CO -8.7
72279 olc(cc(=0)c2cc(cecl2)O)cleccecd -8.7
73202 Olc2cc(ce(c2C(=0)[C@@H]([C@H]1clcceeecl1)O)O)O -8.7
73829901 |Olc2cc3c(c(c2C(=0)[C@@H]([C@H]1clcceeel)O)OC)OCO3 -8.7
76573 olc(ce(=0)c2c(c(C)e(c(C)c12)OC)0O)clece(ccl)OC -8.7
94156 Olc2ccccc2CC[C@@H]1clcccccl -8.7
10110115 |cl(cc2e(c(=0)cc(02)c2cccec2)c(c10C)0)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -8.6
3

10121493 |cl(cce(ccl)NICCN(CCl)cleenccl)cloc2eccec2e(=0)c10 -8.6

8




10142913 |cl(ce(c(c(c1)CC=C(C)C)OC)/C=C/C(C)(C)O)[C@H]10c2cc(ccc2C(=0)C1)O -8.6
2

10234148 |cl(cc(c2c(=0)cc(oc2cl)clece(c(c1)OC)0C)0)O[C@@H]10[C@@H]([C@H]([C@@H]([C@@H]10)0)0)C -8.6
7

10901472 |olc2ccccc2e(=0)c(clclecc(ccl)C=C)O -8.6
11995581 | cl(ce(c(c(c1)CC=C(C)C)OC)/C=C/C(C)(C)O)[C@H]10c2cc(ccc2C(=0)C1)0O -8.6
1232441 |Olc2ccccc2CC[C@H]1clecccecl -8.6
12753176 |[C@H]1(C(=C)C(=0)c2ccccc201)clc(Cl)ee(ccl)Cl -8.6
12971127 |cl(ccec2oc(cc(=0)cl12)clceecec])C(O)(O)[C@@H](C(C)C)O -8.6
8

13247200 olc2cc(C)ee(c2e(=0)c(C)clelece(C)ecl)O -8.6
6

13959387 olc(cc(=0)c2cc(cc(c12)OC)CC(=0)C)clcec(ecl)OC -8.6
7

14134114 olc(c(c(=0)c2c(ce(c(c12)C(=0)C[C@@H](C)C(=0)0)0)0)O)clcec(ccl)O -8.6
14254494 |olcc(c(=0)c2c¢(C)ec(ccl2)O)clccccecl -8.6
145726  |olc2ccccc2e(=0)cclclcecc(c(c1)O)O -8.6
160237 | olc(cc(=0)c2c(c(c(cc12)OC)0OC)0)clcee(c(c1)O)O -8.6
20489 olc(cc(=0)c2c(cc(c(c12)O)OC)0)cleccecd -8.6
21325037 |cl(cec2e(c(=0O)cc(02)c2ecccc20OC(C)C)cl)C(=0)Cl -8.6
21604819 |Olc2c(c(ccc2CC[C@H]1clcee(ccl)O)O0)CC=C(C)C -8.6
246330 | Olc2ce(cec2C(=0)[C@@H]([C@@H]1clcce(c(c1)0)0)0)O -8.6
25022738 |O1c2cee(c(cc2C(=0)C[C@H]1clcceecl)OC)O -8.6
25058575 |cl(cc(c(cc10C)OCC=C(C)C)OC)clcoc2e(c1=0)c(cc(c2)OC)0C -8.6
25201487 |O1[C@@H](C(=0)C(=0)c2cccecl2)clcccecd -8.6
368925  |Olc2c(c(ce(c2C(=0)[C@@H]([C@@H]1clcec(ce1)0)0O)0)O)CC=C(C)C -8.6
373261 Olc2cc(cc(c2C(=0)C[C@@H]1clcee(c(c1)O)O)0)O -8.6




4169706 |Fclcec2e(C(=0)C[C@@H](02)c2ccccc2)cl -8.6
42608069 |O1c2c¢(c(cc30C(C)(C)C=Cc23)0C)C(=0)C[C@H]1clcee(c(c1)OC)0C -8.6
42608071 |O1c2c(c(ce(c2C(=0)C[C@H]lclcee(cc1)O)0)OC)CC=C(C)C -8.6
44257359 |olce(c(=0)c2c(c3ce(cc12)OCO3)O0C)clcec(c(c1)O)0C -8.6
44258651 |olc(cc(=0)c2e(c(c(c(c12)OC)0)0C)0)clcec2e(OCO2)cl -8.6
44259965 |olc(c(c(=0)c2c(ce(c(c12)0)O0C)0)0)clccc(ccl)O -8.6
44260022 |olc(c(c(=0)c2c(cc(c(c12)OC)0CC=C(C)C)O)OC)clcece(c(c1)OC)O -8.6
44260056 |olc(cc(=0)c2c(c(c(c(c12)OC)0C)OC(=0)C(C)C)O)clcee(ccl)O -8.6
455313 olc2cccec2e(=0O)c(clcleccec10)O -8.6
462699  |Olc2cee(cc2C(=0)C[C@H]lclcce(ecl)O)O -8.6
468911 Olc2c(c(ce(c2C(=0)[C@@H]([C@H]1clcee(cc1)O)0)0)0)O -8.6
49676 olc(c(C)e(=0)c2cee(c(c12)CN(CC)CC)OC)clecccecl -8.6
509245 | Olc2c(c(ce(c2C(=0)C[C@H]1clcce(cc1)0)0)0)CC=C(C)C -8.6
5272801 | olc2cccec2e(=0O)cclclece(ccl)C1=NCCOl -8.6
5280681 |olc2ce(ce(c2e(=0)c(clclcec(c(c1)0)0)0C)0)0 -8.6
5280699 | olc(c(c(=0)c2c(c(c(ccl12)OC)0C)0)0C)clcce(c(c1)0)O -8.6
5281603 | olc(c(c(=0)c2c(c(c(ccl12)O)0C)0)OC)clccc(c(c1)O0)O -8.6
5281614 |olc2ce(cec2e(=0O)c(clclcec(c(c1)0)0)0)O -8.6
5281670 | olc2ce(ce(c2e(=0)c(clclece(cc10)0)0)0)0 -8.6
5281674 |olc(cc(=0)c2c(cc(c(c12)0)0)O)clcccccl -8.6
5316653 | olcc(c(=0O)c2c(c3c(cc12)OCO3)0)clce(c(c(c1)OC)0C)0 -8.6
5316900 | olc2ce(ce(c2e(=0)c(clclece(c(c1)OC)0)0C)0)0 -8.6
5322065 | olc2ce(cec2e(=0O)ccleleee(c(c1)O)0)O -8.6
5378171 |olc(ce(=0)c2c(cc(C)ecl2)O)clecc(ccl)OC -8.6
5378210 |olc(cec(=0)c2c(cc(cc12)O)O)cleccec10C -8.6




54553686 | Olc2ccecc2C(=0)C[C@H]1clccec(cl)CH#N -8.6
5487268 | cl(cc(c(cclC(C)(C)C=C)clcoc2cec(cc(c2c1=0)0)0)0)0 -8.6
55748 olc(cec(=0)c2ccee(c12)CC(=0)0O)clcccccl -8.6
57340185 |cl(cc(=0)c2ccc(cc201)O)clecc(l)cecl -8.6
578729 olc2cceec2e(=0)c(cleleccecc10C)O -8.6
6028923 |cl(cc(=0)c2ccc(cc201)O)clcce(Br)ccl -8.6
66650373 |cl(ccec2oc(cc(=0)cl2)clccececcl)CBr -8.6
676033 olc2cceec2e(=0)cclclecee(c10C)OC -8.6
676299  |olc(cc(=0)c2cce(c(c12)O0)OC)cleccececl -8.6
68112 olc(cc(=0)c2c(cececl2)O)clecceecd -8.6
688672  |olc(cc(=0)c2cee(ccl12)OC)clecec(c1)OC -8.6
69029207 |cl(ccc2e(=0O)cc(oc2cl)cleee(c(c1)OC)OC)OCCCBr -8.6
69279473 |Olc2cce(cc2C(=0)[C@H]([C@H]1clcceeel)O)CCCC -8.6
70350763 |Olc2ceecc2C(=0)/C(=C\O)/[C@H]1clceccecl -8.6
71588336 |Olc2cc(c3c(=0)cc(oc3c2[C@H]([C@@H](C1(C)C)O)O)cleee(ccl)O)O -8.6
71621986 |cl(cc2e(c(=0)c(co2)c2cce(cc2)O)ec1 OC)O[C@@H]1O[C@@H]([C@H]([C@@H]([C@H]10)0)0C)CO -8.6
73829902 |O1c2c(c(ccc2C(=0)[C@H]([C@@H]1clcce(c(c1)0)0)0)0)0 -8.6
86236611 |cl(ccc2e(=0)cc(oc2cl)clecc(c(c1)OC)OC)OC[C@@H]10C1 -8.6
89858365 olc(c(c(=0)c2c(ccecl2)C(=0)C)0)clcecccecl -8.6
9972910 olc(c(c(=0)c2c(cc(c(c12)OC)0)0)OC)clccccecl -8.6
10022760 |cl(cc(c2e(=0)c(c(oc2cl)clcec(c(c1)0)0)0)0)0S(=0)(=0)0 -8.5
10124538 |cl(c(ce(c2e(=0)c(c(ocl2)clcec(cc1)OC)0)0)0)OCIC@H]10[C@@H]1clcee(c(c1)O)O -8.5
7

10168525 |cl(cce(ccl)C(=O)NCCO)cloc2cccec2e(=0)cl -8.5
1

10174053 |cl(cc2e(c(=0)cc(02)c2cceec2)c(c10C)0)0S(=0)(=0)0 -8.5




8

10214569 Olc2ce(c(cc2C(=0)C[C@@H]1clcee(c(c1)0)0)0)0C -8.5
8

102928 Olc2ceeec2C(=0)C[C@H]lclcec(ecl)OC -8.5
10598514 |O1[C@@H](CC(=0)c2c(ce(c(c12)C[C@H](C(=C)C)CCC(C)(C)0)O)O)clceceeclO -8.5
10685123 |cl(ccc2e(c(=0)cc(02)c2eccec2)cl)CN=C=S -8.5
10902653 |cl(cc(=0)c2ccccc2ol)cleee(ccl)S(=0)(=0)C -8.5
11382711 |cl(c(cc2e(c(=0)c(co2)c2cec(cc2)O)c10)0)CCC(C)(C)O -8.5
12088189 |olc2cccec2e(=0)c(clcleec(ccl)N(CC)CC)O -8.5
12098358 |O1c2c(c(cc(c2C(=0)C[C@H]lclceecc10)0)OC)0C -8.5
126392 | olc(cc(=0)c2ccec(c12)CC(=0)OCCN(C)C)cleceeel -8.5
12674946 |olc2ccccc2e(=0)c(clcleccec])C(=0)0O -8.5
12735893 |olc(c(c(=0O)c2cec3c(cco3)c12)OC)clcee(ccl)OC -8.5
12753167 |[C@H]1(C(=C)C(=0)c2ccccc201)clcec(Cl)ecl -8.5
129394  |O1c2c(c(c(C)e(c2[Ca@@H](C[C@H]1clceccc1)O)OC)0)C=0 -8.5
12967047 | O1c2¢(C)cee(c2C(=0)C[C@H]1clceeecl)CO -8.5
6

12982236 |olc(cc(=0)c2ec(c(c(c12)N)OC(=0)C)OC(=0)C)clcccececl -8.5
1

12982241 |olc(ce(=0)c2ec(ce(c12)N)OC(=0)C)clccc(cc1)OC(=0)C -8.5
3

12986463 |olc(cc(=0)c2c(ccecl12)OCO)clccccecl -8.5
5

12988090 |cl(ccc2e(=0)cc(oc2cl)clceceecl)OP(=0)(OCC)OCC -8.5
13889022 olc(cc(=0O)c2c(ce(c(c12)OC)OC)0)clc(ccec1OC)O -8.5
13959387 |olc(ce(=0)c2ee(ce(c12)OC)CCCO)clcec(eccl)OC -8.5

8




14885875 |Olc2cc(cc(c2CC[C@H]1cleccec]1)OC)O -8.5
16681753 | olc(cc(=0)c2c(c(c(cc12)OC)0C)0)clce(c(c(c1)OC)0)0C -8.5
177032 |O1c2ce(c(c(c2C(=0)C[C@H]1clcccecl)O)OC)O -8.5
182026 Olc2ce(c(C)e(c2C(=0)[C@@H]([C@H]1clcee(e(c1)0)0)0)0)O -8.5
195603  |Olc2cc(cc(c2C(=0)C[C@H]1clc(cccc10)0)0)OC -8.5
21325058 |Ol1c2cec(cc2C(=0)C[C@@H]1clcccccIN(=0)=0)C(=0)0C -8.5
227445  |olc(c(c(=0)c2cc(C)eccl2)O)cleccecd -8.5
265699  |olc(c(c(=0)c2cee(ccl12)OC)0)clece(ccl)OC -8.5
342294  |Olc2cc(cc(c2CC[C@H]1clcccec])OC)O -8.5
344546  olc(c(c(=0)c2ccc(cc12)OC)0)clccccecl -8.5
348130 | Olc2cc(cc(c2C(=0)C[C@H]1clcee(ccl)O)O)0C -8.5
369608  |Olc2c(cc(cc2[C@H](C[C@@H]1clecceel)O)CC=C)OC -8.5
4231835 |olc2ceccc2e(=0)cclclec(cec10C)OC -8.5
42608063 |O1c2c¢(c(cc30C(C)(C)C=Cc23)0C)C(=0)C[C@H]1clcce(ccl)OC -8.5
4303567 |olc(cc(=0)c2c(ce(ccl12)OC(=0)C)OC(=0)C)clcee(ccl)OC -8.5
439712  |Olc2cccec2[C@H](C[C@H]1clcceecl)O -8.5
44258621 |O1c2c3c(=0)cc(oc3c(c(c2C=CC1(C)C)OC)OC)clec(c(c(c1)OC)OC)0C -8.5
462700  |Olc2cceec2C(=0)C[C@H]1clcee(c(c1)O)O -8.5
4872981 |Olc2ce(ce(c2C(=0)C[C@H]1clcee(c(c1)0)0)0)0C -8.5
491719 1 O1c2c(c(c(C)e(c2C(=0)C[C@H]1clccc(cc1)0)0)0)CC=C(C)C -8.5
49788611 |olc(c(c(=0)c2c(ce(c(c12)OC)0C)0)0)clcec2e(0OCO2)cl -8.5
51459 olc2ccccc2c(=0)c(C)clcleccececl -8.5
5271551 | Olc2cc(ce(c2C(=0)C[C@H]1clcee(ccl)O)OC)0C -8.5
5281666 | olc(c(c(=0)c2c(cc(cc12)0)0)O)clcec(ecl)OC -8.5
5281797 |olce(c(=0)c2c(c(c(ccl12)O)CC=C(C)C)O)clecec(cc10)O -8.5




5317284 olc(ce(=0)c2c(c(c(cc12)O)OC)0)clccc(c(c1)0)O -8.5
5317747 | Olc2cc(ce(c2C(=0)[C@H]([C@@H]1clcceeec1)O)O)O0C -8.5
5321861 |olc(c(c(=0)c2c(cc(c(c12)0)0)0)OC)clece(c(c1)O)OC -8.5
5378202 | cl(c(cc(c2e(=0O)c(cocl2)clcec(ccl)O)0)0)CCC(C)(C)O -8.5
53947837 Olc2cec(C)ec2CC[C@H]Icleec(ccl)OC -8.5
5469524 | olc(cc(=0)c2c(c(c(cc12)O)OC)0)clccc(c(c1)O)0C -8.5
57363368 olc(c(c(=0)c2ce(cec(c12)0)0)O)clcec(ecl)OC -8.5
619834  olc2ccecc2e(=0O)cclclecee(cl1)OC -8.5
6253276 |cl(c(c(ce(c1C(=0)/C=C/clcee(ccl)OC)0)0C)0C)0C -8.5
66916672 |olc2cccec2e(=0)c(c1C(=0)C)cleccecl -8.5
67424417 |cl(cce(ecl)[C@@H]1CC(=0)c2cccec201)S(=0)(=0)C(F)(F)F -8.5
688671 olc(ce(=0)c2cee(ccl12)OC)cleccec1OC -8.5
688715  olc2cecec2e(=0)c(clcleee(ccl)O)O -8.5
688853 olc(cc(=0O)c2cee(c(c12)O)O)cleee(ccl)O -8.5
689014  |olc(cc(=0)c2cee(c(c12)OC)OC)clcccccl -8.5
69030155 |cl(ccc2e(=0O)cc(oc2cl)clec(ce(c1)OC)OC)OCCCBr -8.5
71588337 |Olc2cc(c3c(=0)cc(oc3c2[C@@H]([C@H](C1(C)C)O)OCC)clcec(ccl)O)O -8.5
72304 olce(c(=0)c2cceecl2)clccccecl -8.5
7330537 |Olc2cee3c(=0)c(coc3c2C=CC1(C)C)clce(c2c(0CO2)c1)OC -8.5
73571 Olc2cc(ce(c2C(=0)C[C@H]1clcce(cc1)0)O)0C -8.5
76852307 |olc(cc(=0)c2ccc(c(c12)C=0)0)clcececl -8.5
97214 olc(ce(=0)c2c(c(c(cc12)OC)OC)0)clcec(c(c1)O)O0C -8.5
10018499 |O1c2c(c(c(C)e(c2C(=0)C[C@]1(clccecec])O)0)0)C=0 -8.4
10106405 |cl(coc2cccec2el=0)clcec(ccl)C(F)(F)F -8.4
5

10113705 | cl(c(ce(c2c(=0)c(cocl2)clcec(cc10)0)0)0)CC(C)C)O -8.4




4

10136776 | Olc2c(c(ce(c2C(=0)C[C@H]1clcee(cc1)0)0)0)C/C=C(\C)/C=0 -8.4
7

10185 Olc2cc(ce(c2C(=0)[C@H]([C@H]1clcee(c(c1)0)0)0)0)O -8.4
10832934 |Olc2ccc(cc2[C@H]([C@@H](C1(C)C)O)0)clcoc2ec(ce(c2c1=0)0)O -8.4
11033582 |Olc2c(c(cec2C[C@@H]([C@H]1cleee(c(c1)0)0)0)0)O -8.4
11055 olc(cc(=0)c2c(cec(c12)0)O)cleccecd -8.4
11810419 |O1c2c(c(ce(c2C(=O)C[C@@H]1clcee(cc10)0)0)0)CC=C(C)C -8.4
12052874 | Olc2cc(cec2CC[C@H]1clcec2e(0CO2)c1)O -8.4
12318031 |Olc2ccccc2C[C@H]([C@H]1clcceeel)O -8.4
12360936 | Olc2cc(cec2[C@@H](C[C@H]1clcceecl)O)OC -8.4
125526 | Olc2cc(ec(c2C(=0)[C@@H](C)[C@H]1clcce(cc1)0)0)O -8.4
12968443 |Olc2ccecc2C[C@H]([C@H]1clcccecl)O -8.4
5

12981955 |Olc2cceec2C(=0)[C@H]([C@H]1clcceecl)O -8.4
7

12984795 |O1c2c(c(cec2[C@H]([C@@H]([C@H]1clcce(ec1)0)0)0)0)O -8.4
9

12985837 |olc2cc(cec2e(=0)cclclec(c(c(c1)OC)OC)OC)OCC(=0)0 -8.4
0

12988102 |olcc(c(=0)c2cee(c(c12)CO)O)clce(c(c(c1)CO)O)CO -8.4
7

14034216 |olc(c(c(=0)c2c(ce(c(c12)OC)0C)0)0)clece(c(c1)OC)OC -8.4
15301053 |olcc(c(=0)c2e(ce(cc12)O)0O)clcec2e(0OCO2)cl -8.4
153441 olc(ce(=0)c2c(c(c(c(c12)0)O0C)OC)0)clccccecl -8.4
15389726 |cl(cc(=0)c2ccccc2ol)clcec(ccl)S(=0)(=0)CI -8.4
15389730 |cl(ccee(cl)clec(=0)c2eccec201)S(=0)(=0O)N(CC)CC -8.4




15458309 |Olc2c(c(cec2C(=0)C[C@H]Iclcee(ccl)OC)OC)OC -8.4
158311 olc(cc(=0)c2c(c(c(cc12)OC)OC)0)clce(c(cc10)0)0C -8.4
161271 olc(ce(=0)c2c(c(c(cc12)OC)0C)0)clcee(ccl)OC -8.4
162464  olc(cc(=0O)c2c(c(c(cc12)OC)OC)0)clcee(c(c1)OC)0 -8.4
1666397 |olc2ccccc2e(=0)c(clcleccecl)OC(=0)C -8.4
1880 olc(ce(=0)c2cce(c(c12)0)O)cleccecd -8.4
194690  |olc(cc(=0)c2cc(cc(c12)OC)O0C)clcccecd -8.4
20301086 |Olc2cceec2C(=0)C(=C)[C@@H]1clceec(c1)N(=0)=0 -8.4
20394006 |olc(C)e(c(=0)c2c(cc(ccl12)OC(=0)C)OC(=0)C)clcceecd -8.4
21270134 |cl(coc2ce(c(cc2¢c1=0)0)O)clccec(Cl)cl -8.4
21270152 |olcc(c(=0)c2cec(c(C)ecl12)O)clcee(ccl)N(=0)=0 -8.4
213728 olc(ce(=0)c2ccee(c12)OC)clcccecd -8.4
226342 |Olc2cceec2C(=0)C[C@H]1clcce(c(c1)OC)0 -8.4
227443 olc(c(c(=0)c2cc(C)eccl2)O)clcec(ecl)OC -8.4
24205532 | cl(cc(c2¢(=0)c(c(oc2cl)clcec(ccl)O)CC=C(C)C)OC)O[C@H]10[C@H]([C@@H]([C@H]([C@H]10)0)0)C -8.4
26034 olc(c(e(=0)c2c(cc(cc12)OC)0C)0)clcec(c(c1)O)O -8.4
3082330 |Olc2cc(ce(c2C(=0)[C@@H]([C@H]1clcceec10)0)0O)O -8.4
31161 olc(ce(=0)c2c(c(c(cc12)OC)0)0)clccc(c(c1)O)O -8.4
321347  |Olc2ce(ce(c2C(=0)C[C@H]1clecee(c(c1)OC)0)0)0C -8.4
3707243 |Ol1c2ccecc2C[C@H]([C@H]1clccceel)O -8.4
373260  |olc(cc(=0)c2c(c(c(cc12)OC)0)0)cleee(c(c1)O)OC -8.4
3826106 | Olc2cceec2[C@H](CCl)cleccececl -8.4
42607939 | O1C(C)(C)C=Cc2c(c3C(=0)C[C@H](Oc3c(c12)C[C@@H](C(=C)C)O)clcce(cc1)O)O -8.4
439533 | Olc2cc(ec(c2C(=0)[C@@H]([C@H]1clcce(c(c1)0)0)0)0)O -8.4
44258614 | O1c2c3c(=0)cc(oc3c(c(c2C=CC1(C)C)OC)OC)cleee(c(c1)OC)OC -8.4




442621 olc(c(c(=0)c2c(c(c(cc12)OC)0)0)OC)clcec(c(c1)O)O0C -8.4
443638  |Olc2cce(ce(c2[C@H](C[C@H]1cleee(cc1)0)0)0)O -8.4
466078  |Olc2ce(ccc2CC[C@H]1clecc2c(OCO2)cl)O -8.4
466293 Clelcee2e(c(=0)c(c(02)c2eee(cc2)OC)0)cl -8.4
5106787 | Olc2cec(cc2C(=0)C[C@H]lclceceec10)O -8.4
513103 Olc2cccec2C(=0)[C@H](CT1)Cclcccccl -8.4
5272799 | Olc2cceec2C(=0)C[C@H]lclcec(ecl)C1=NCCO1 -8.4
5273755 olce(ce(=0)c2c(c(c(cc12)O)0C)0)clcec(c(c1)OC)OC -8.4
5280417 olc(c(c(=0)c2c(cc(cc12)OC)0)0C)elcec(c(c1)O)O -8.4
5280445 | olc(ce(=0)c2c(cc(cc12)O)O)clecce(c(cl)O)O -8.4
5281612 | olc2ce(ce(c2e(=0)cclelcee(c(c1)O)0C)0)0 -8.4
52951513 | Olc2ce3c(c(=0)c(co3)c3cec(c(c3)OC)OCIC@H](C(C)(C)O)0)c(c2C=CC1(C)C)OC -8.4
5317435 | Olc2cec(cec2C(=0)[C@@H]([C@H]1clcce(c(c1)0)0)0)O -8.4
5318869 | olc(c(c(=0)c2c(cec(cc12)OC)0)O0C)clcec(ecl)O -8.4
5320181 |olc(ce(=0)c2c(c(c(ccl12)O)O)O)clcee(c(c1)OC)0 -8.4
5320693 | olc2ce(cec2e(=0)cclelcec(ecl)OC)O -8.4
53247999 cl(cce(cc])[C@H]1CC(=0)c2ccecec201)O[C@H]10[C@@H]([C@H]([C@H]([C@H]10)0)0)C -8.4
53398699 | cl(ccc2e(=0)c(coc2cl)clecc(cel)O)O[C@@H]1O0[C@H]([C@@H]([C@H]([C@H]10)0)0)COC(=0)C -8.4
53645 olc(cc(=0)c2ccec(c12)O)clecccecl -8.4
5377381 |olce(c(=0)c2c(cc(cc12)O)O)cleccecd -8.4
5378518 | olc2cc(cec2e(=0)cclelcec(c(c1)OC)0C)0 -8.4
5383438 | olc2ce(ce(c2e(=0)c(clclece(c(c1)OC)OC)0C)0)0 -8.4
5407860 |olcc(c(=0)c2cce(c(c12)0)O)cleccecd -8.4
54512651 | Olc2ccecec2C(=0)/C(=C\N)/[C@H]1clccccecl -8.4
55750 cl(ccec2e(=0)cc(ocl2)cleccec]l)CC(=0)OCCN(CC)CC -8.4




5748553 | olc(c(c(=0)c2c(cc(c(c12)OC)0)0)OC)clcec(c(c1)O0)O -8.4
57679080 Olc2cceec2CC[C@H]1cleee(c(c1)O)O -8.4
586090  Olc2ccec(c2C(=0)C[C@H]1clcceecl)O -8.4
59059924 olcc(c(=0O)c2cec(ccl12)OC(=0)C(=C)C)clccccecl -8.4
631171 olc2ce(cec2e(=0)c(clelcce(c(c1)OC)0C)0C)0C -8.4
66968868 |cl(ccc2e(c(=0)c(c(02)c2ccc(cc2)N(CC)CC)O)cl)CBr -8.4
67425485 |cl(cc(c2c(=0)cc(oc2cl)clece(c(c1)OC)OC)OC)OCP(=0)(C(C)C)C(C)C -8.4
69030799 |cl(ccc2e(=0)cc(oc2cel)clec(c(c(c1)OC)0C)OC)OCCCBr -8.4
70018578 |O1c2cc(cec2C(=0)C[C@@H]1clcee(ecl1)OC)O -8.4
70253991 olc(c(c(=0)c2c(c(c(c(c12)O)OC)OC)0)0O)clccccecl -8.4
73265447 |cl(coc2c(C)e(cec2c1=0)0O)clcec(ccl)C(F)(F)F -8.4
10108482 |cl(ccc2e(=0O)c(coc2cl)cleccec])OC[C@H]10CI -8.3
10136776 |O1c2c(c(cc(c2C(=0O)C[C@H]lclcee(cc1)0)0)0)C/C=C(\C)/CO -8.3
6

10159199 |cl(cc(c2c(=0)cc(oc2c10C)cleccec])OC)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -8.3
8

10168524 |cl(ccc(ccl)C(=0O)NCCO)[C@H]10c2cccec2C(=0)C1 -8.3
9

10422310 |olc(cc(=0)c2c(ccec12)N)clece(ccl)N -8.3
10904774 |cl(c(cc(c2c(=0)c(cocl2)clecc(cc10)0)0)O)CCC(C)(C)O -8.3
11111496 |O1c2c(c(ce(c2C(=0)C[C@H]l1clcee(c(c1)0)0)0)O)C/C=C(\C)/CO -8.3
11244593 |Ol1c2cc(c(cc2C=CCI1(C)C)clcoc2ec(cecc2c1=0)0)0 -8.3
11349 olc2ccccc2e(=0O)c(clelcceecl)O -8.3
11507421 |olc2cecec2e(=0)cclclecc(cc1)OC(=0)C -8.3
11723752 |olce(c(=0)c2¢(C)ec(cc12)OC(=0)OCC)clccccecl -8.3
11739635 |cl(cc(c(c(c1)CC=C(C)C)OC)O)clcoc2c(c1=0)cce(c2)O -8.3




117900  |olc(c(c(=0)c2c(cc(cc12)OC)OC)0C)elcccececl -8.3
12444947 | cl(cc2e(c(=0)c(co2)c2cec(cc2)OC)cc100)O[C@@H]10[C@H]([C@@H]([C@H]([C@H]10)0)0)CO -8.3
12578908 |O1c2cc(cc(c2C(=0)[C@H](Cl)cleccecl)O)O -8.3
12971122  O1C2=C(CC(=0)C=C2)CC[C@@H]1clcccccl -8.3
2

12984790 |olc(c(c(=0)c2cee(ccl2)OC(0)0)OCO)clceccecl -8.3
9

12986429 |Olc2c(ccec2C(=0)C[C@H]1clcce(cc1)O)OC -8.3
4

12988240 |olcc(c(=0O)c2cccccl2)cleee(ccl)CN -8.3
4

13250353 |Ol1c2ceec(c2CC[C@H]1cleccecl)O -8.3
13253615 olc(cc(=0)c2c(ce(ccl2)OC(=0)C=C)OC(=0)C=C)clccc(cc1)OC(=0)C=C -8.3
8

13482227 ' olcc(c(=0)c2c(c3c(cc12)OCO3)0)C1=CCC(=CC1)0C -8.3
8

13942548 |olc(c(c(=0)c2c(c3c(c(c12)OC)0CO3)0C)0OC)clcec2e(0OCO2)cl -8.3
13964544 |olc(cc(=0)c2c(cc(cc12)O)OC)clcee(c(c1)OC)0C -8.3
147157  |olc(ce(=0)c2ec(cecl12)OC)cleccecd -8.3
15385487 ' Olc2cc(cec2C(=0)C[C@H]1clcee(c(c1)OC)0)O -8.3
154227  |olc2cce(cec2e(=0)cclclece(c(c1)OC)OC)OC -8.3
1546800 |Olc2ccecc2C(=0)[C@@H]([C@@H]1clccececl)O -8.3
15896301 |olc(cc(=0)c2c(c(c(c(c12)OC)0OC)OC)0)clcecec(c10)0OC -8.3
177000  |olc2cce(cec2e(=0)c(C)eclclec(c(c(c1)OC)OC)0C)0C -8.3
18702583 olc(cc(=0)c2c(c(ccc12)OC)0O)clcee(c(c1)O)O -8.3
188323 olc(ce(=0)c2c(c(c(cc12)OC)OC)0O)clcee(ccl)O -8.3
21315732 |olc2ccc(cc2e(=0)cclclec(C)ecc1OC(C)C)C(=0)0CC -8.3




21576250 |olcc(c(=0)c2c(ce(c(c12)C(C)(C)C=C)0)O)clcec(cc10)O -8.3
23644935 |olc2cc(cec2e(=0O)c(clnlenenl)cleccecl)OC -8.3
242486 | Olc2ce(c(c(c2C(=0)C[C@H]lclcee(cc1)OC)0OC)0OC)0C -8.3
24866262 |cl(ccc(cclOC)clec(=0)c2e(ce(cc201)0)0)O[C@H]10[C@@H]([C@H]([C@H]([C@H]10)0)0)C -8.3
24866263 |cl(ccc(ccl)clee(=0)c2c(cc(cc201)0)0)O[C@H]10[C@@H]([C@H]([C@H]([C@H]10)0)0)C -8.3
253959  |Olc2cccec2[C@H](C[C@@H]1cleccecl)O -8.3
2734290 |olce(c(=0)c2ce(C)cc(ccl12)OC)clccececd -8.3
27443 olc(c(C)e(=0)c2ce(cecl12)CN(CC)CC)elccccecl -8.3
3062797 |olce(c(=0)c2ccc(ccl12)O[C@@H](C)C(=0)O)clccceel -8.3
3593 Olc2ce(ce(c2C(=0)C[C@H]lclcee(c(c1)O)OC)0)O -8.3
3890073 |IN([C@@H]1c2ccecc20[C@@H](Cl)cleccecl)NC(=S)N -8.3
462695 | Olc2cc(cc(c2C(=0)[C@H]([C@@H]1clcce(c(c1)OC)OC)0)OC)0C -8.3
471 Olc2cec(cc(c2C(=0)[C@@H]([C@@H]1clcce(c(c1)0)0)0)0)O -8.3
5049148 | Olc2c(c(c3c(=0)c(coc3c2C=CC1(C)C)clcec2e(0C02)c1)OC)0C -8.3
5280343 | olc(c(c(=0)c2c(cc(ccl12)0)0)O)clcee(c(c1)O0)O -8.3
5280666 | olc2ce(ce(c2e(=0)cclelece(c(c1)OC)0)0)0 -8.3
5281628 | olc(cc(=0)c2c(c(c(cc12)0)0C)0)clece(ccl)O -8.3
5281702 |olc2cc(ce(c2e(=0O)cclclec(c(c(c1)OC)0)0C)0)0 -8.3
5281805 | cl(coc2cc(cec2¢1=0)0)clcec20COc2cl -8.3
5316733 | Olc2ce(c(c(c2C(=0)C[C@H]1clccecec]1)O)0C)0 -8.3
5320351 | olc(c(e(=0)c2e(c(c(ccl12)OC)0C)0)OC)cleee(c(c1)OC)OC -8.3
5320438 | olc(cc(=0)c2c(c(c(cc12)O)OC)0)clece(ccl)OC -8.3
5321538 | Olc2cec(c(cc2C(=0)C[C@@H]Iclcee(c(c1)O)O)0OC)O -8.3
5321987 | [C@@H]1(c2cc(ccc20C[C@@H]1clce(cc(c10)OC)/C=C/C(=0)0)OC)OS(=0)(=0)O -8.3
53247946 cl(ccc2e(C(=0)C[C@H](02)c2cce(cc2)O)cl)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0C)CO -8.3




5352005 |olc2ce(ce(c2e(=0)c(clclcec(c(c1)OC)0C)0C)0)0C -8.3
5352032 | olc(c(e(=0)c2c(c(c(cc12)0)O0C)0)OC)clece(ccl)O -8.3
5380976 | olc2ce(cec2e(=0)c(c1C)cleccec])O -8.3
5381919 | olc(ce(=0O)c2c(cc(C)eccl2)O)elcec(c(c(c1)OC)0C)0C -8.3
5384810 | olc(c(c(=0)c2ce(ce(c(c12)OC(=0)CCC)OC)0)0)clecc(ccl)OC -8.3
5395695 |0lc(C)e(c(=0)c2c(cc(cc12)O)O)clecceecd -8.3
5459184 | olc(c(c(=0)c2ce(cc(c(c12)OC)0C)0)OC)cleee(c(c1)OC)O -8.3
54799 olc(c(c(=0)c2c(c(c(c(c12)0OC)0C)OC)0)OC)clccc(c(c1)0)O -8.3
56648913 | cl(cc2e(c(=0)cc(02)c2eccec?)c(c10C(=0)C)OC(=0)C)OCclecc(F)ccl -8.3
57253387 | Olc2ccecec2[C@H](C[C@H]1clececcc )NNC(=O)N -8.3
624831 olc(c(c(=0)c2c(cc(cc12)OC)0C)0)clcee(ccl)OC -8.3
636642 | Clclc(cc2e(C[C@@H]([C@H](02)c2cee(c(c2)0)0)0)c10)0 -8.3
6399103 |Olc2cceec2C(=0)[C@@H](NO)[C@H]Iclcceeel -8.3
67114276 |olc(c(c(=0)c2c(ccecl2)C(=0)C)C(=0)C)clcccecd -8.3
71762131 olc(ce(=0)c2cee(c(c12)OC)0O)clccccecl -8.3
72281 Olc2cc(ce(c2C(=0)C[C@H]1cleee(c(c1)O)0OC)0)O -8.3
77793 olc2cceec2e(=0)cclclecc(ccl)OC -8.3
86606987 |cl(ccc2e(=0)cc(oc2el)clec(c(c(c1)OC)OC)OC)OCIC@@H]10C1 -8.3
86641845 olc(cc(=0)c2c(cc(cc12)OCCHC)O)cleee(c(c1)OC)OC -8.3
91724402 |Olc2cc(cc(c2C(=0)C[C@H]1clcee(ccl)OC(=0)C)0)OC -8.3
97142 olc(c(c(=0)c2c(cc(cc12)OC)0C)0)clcec(e(c1)OC)0C -8.3
9798295 | Olc2ce(c(c(c2C(=0)C[C@H]1clece(c(c1)0)0)0C)0C)0C -8.3
10193217 |cl(c(c(c2C(=O)C[C@H](Oc2c1)clceceecl)O)OC)O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -8.2
3

10257792 |olc(ce(=0)c2c(ce(cc12)O)O)clccc(cc1)OCOC -8.2

6




10613051 |cl(cc(=0)c2ccccc2ol)clece(cc])[S@](=0)C -8.2
11316719 olc(cc(=0)c2c(c(c(cc12)OCcleccecl)OC(=0)C)OC(=0)C)cleccccl -8.2
11609345 |olc(cc(=0)c2e(c(c(c(c12)OC)0)0C)0)cleccecd -8.2
12000157 | O1c2ce(ce(c2C(=0)C[C@@H]1clcee(cc10)0)0)O0C -8.2
12043066 |cl(cc(=0)c2c(ce(c(c20])[C@@H]1CCCC[C@@H]10)0)O)clc(Cl)ccecl -8.2
12241083 |olcc(c(=0)c2c(ce(ccl2)O)O)clccc(cc1)N(=0)=0 -8.2
12407866 |olc(cc(=0)c2cc(cecl12)C(=0)O0C)clecceclO -8.2
1241435 |olc2ceccc2e(=0)cclclecc(ccl)N(C)C -8.2
12971430 ' Olc2cceec2C(=0)[C@H]([C@@]1(clcccecl)Celeccecl)O -8.2
2

12973227 (olc2ccccc2e(=0O)c(clcleccecl)O0 -8.2
0

12981827 |Olc2cc(cec2[C@H](C(=0)[C@@H]1clcceecl)OC)O -8.2
7

12984453 |O1c2cc(cc(c2C(=0)[C@@](C)([C@H]1cleee(c(C)c1)0)0)0)O -8.2
1

12985870 |O1c2cc(cc(c2C(=0)[C@@]([C@@H]1clcee(c(c1)O)0)(0C)0)0)O -8.2
7

12988780 |olc2cee(c(c2c(=0)c(clelcee(c(c1)OC)0C)0C)0)0 -8.2
1

13482072 |olc(cc(=0)c2ec(ce(c12)OC)OC)clcec(ccl)OC -8.2
6

13482126 |O1[C@@H]2Cc3cccec30[C@]12clcececd -8.2
8

13568446 |olc2ccccc2e(=0)c(clcleccec])C(=0)C -8.2
14130926 |olc(c(c(=0)c2c(cc(cc12)OC(=0)C)OC(=0)C)OC(=0)C)clcee(ccl)OC(=0)C -8.2
14606539 olc(c(c(=0)c2c(c(c(cc12)OC)OC)0C)0O)clcccecl -8.2
18324985 |Iclc(=0)c2ccccc2oclclecce(cc])S(=0)(=0)C -8.2




187093 Olc2cc(cec2C(=0)C[C@H]Iclcee(c(c1)O)OC)O -8.2
19358638 | olc(cc(=0)c2c(cc(ccl12)OCCO)O0C)clcee(c(c1)OC)0C -8.2
2017481 |cl(ccc2e(=0O)c(coc2cl)clceeecl)OS(C)(O)O -8.2
20394007 |cl(ccc2c(=0)c(coc2cl)clcceec])O[C@H](C)CC -8.2
2064449 | Olc2cc(cc(c2C(=0)[C@@H]([C@H]1clcce(c(c1)OC)OC)0)OC)0C -8.2
3070245 |c1(c(C)c(=0)c2ccc(c(c201)CN(C)C)OC)cleee(Cl)cecl -8.2
315709  |olc(ce(=0)c2cc(c(ccl2)OC)OC)cleee(c(c1)OC)OC -8.2
321346 | Olc2cc(cc(c2C(=0)C[C@H]1clcee(cc1)OC)0)0C -8.2
343081 olcc(c(=0)c2ccc3c(0OCO3)c12)clece(c(c1)OC)OC -8.2
369609  |Olc2c(cc(cc2[C@H](C[C@H]1clece(e(c1)OC)OC)0)CC=C)OC -8.2
3825918 |olc2ceccc2e(=0)c(clcleccec])nlennnl -8.2
42608036 |O1[C@@H](CC(=0)c2c(ce(c(c12)C[C@H]([C@H](C)CO)CC=C(C)C)O)O)clcee(cc10C)O -8.2
44382543 |cl(c(ce(c2e(=0)cc(ocl2)clcceccl)OC)OC)C(F)(F)F -8.2
471706  |olce(c(=0)c2cc(c(ccl12)OC(=0)C)OC(=0)C)clcec(ecl)OC(=0)C -8.2
5272653 |olc(cc(=0)c2c(cc(cc12)OC)0)clcec(c(c1)OC)0OC -8.2
5280442 | olc(cc(=0)c2c(ce(cc12)O)O)clece(ccl)OC -8.2
5281601 | olc(cc(=0O)c2c(cc(cc12)OC)0)clccc(ecl)OC -8.2
5281779 |olce(c(=0)c2c(c3c(ccl12)OCO3)0)clcee(ccl)O -8.2
5351234 | olc2cce(ce(c2e(=0)ccleleee(c(c1)OC)0C)0)0 -8.2
5379262 | olc(c(c(=0)c2c(c(c(c(c12)OC)0C)0C)0)0)cleccecd -8.2
5386961 | olc(c(c(=0)c2c(ce(c(c12)0OC)0)0)OC)cleee(c(c1)OC)O -8.2
5492944  olcc(c(=0O)c2c(ce(c(c12)0)0)O)clcec(ecl)O -8.2
624789  |olcc(c(=0)c2ee(c(cc12)OC)OC)clcccccl -8.2
632255  |olc(ce(=0)c2c(c(c(c(c12)OC)OC)0)0)clece(c(c1)OC)OC -8.2
69033169 |cl(ccc2e(=0)cc(oc2cl)clce(c(c(c1)OC)OC)OC)OCCBr -8.2




725376  |olc(ce(=0)c2cc(cecl12)OC(=0)C)cleee(ccl)OC -8.2
746742 |cl(coc2ee(cec2e1=0)OC(C)C)clccc(F)ecl -8.2
9562299 |IN([C@@H]1c2ccccc20[C@@H](Cl)cleeccecl )NC(=S)N -8.2
96118 olc(ce(=0)c2c(c(c(cc12)OC)OC)OC)clece(ccl)OC -8.2
97332 olc(c(c(=0)c2c(cc(cc12)OC)0C)0C)clcce(c(c1)OC)OC -8.2
10162120 |O1c2cec(C)ec2C(=0)C[C@H]1clccc(ccl)N(C)C -8.1
6

10176363 |cl(c(cc2e(c(=0)c(co2)c2cec(cc2)O)c10)0)CC(C)(C)O -8.1
2

10200304 |O1c2cc(ccc2C=C(Cl)clec2e(cc10C)OCO2)0 -8.1
5

10232003 |olcc(c(=0)c2e(c(c(c(c12)0)0)OC)0)clccc(c(c1)OC)O -8.1
9

10475482 |olc(c(c(=0)c2c(c(c(c(c12)OC)OC)0C)0)0)clece(c(c1)OC)O -8.1
10542374 |olcc(c(=0)c2c(cc(c(c12)0)0)O)cleee(c(c1)0)O -8.1
10643413 |Brclc(=0)c2cccec2oclclecc(ccl)S(=0)(=0)C -8.1
10665235 |olc(c(c(=0)c2c(cc(c(c12)OC)0C)0)0)clcee(c(c1)O)O -8.1
10708856 |cl(cc(=0)c2ceccc2ol)clcec(ccl)CN=C=S -8.1
10741771 |O1c2c(c(c(cc2C[C@@H](C1(C)C)O)[C@@H]1CC(=0)c2c(cc(cc201)0)0)CC=C(C)C)O -8.1
10777811 |olc2cccec2e(=0)cclclecc(ccl)CCHN -8.1
10937632 |Olc2cc(c(c(c2C(=0)C[C@H]lclcee(c(c1)OC)0C)OC)OC)0C -8.1
11494111 |cl(coc2ce(ce(c2¢1=0)0)O)clcec(c20C(CCc12)(C)C)O -8.1
11499970 | Olc2ccecc2C(=0)C[C@H]1clcec(eccl)N(C)C -8.1
11709692 |olc(c(c(=0)c2c(cc(cc12)O)OC)0)clcec(cc10C)O -8.1
11726019 olc(cc(=0)c2c(c(c(c(c12)O)OC)0C)0)cleee(c(c1)OC)O -8.1
11777425 |olc(ce(=0)c2cc(cecl12)CCHN)cleccecl -8.1




12318033 |Olc2cceec2CC(=0)[C@H]1clccccecl -8.1
124211 olc(ce(=0)c2c(c(c(c(c12)OC)0C)0C)0)clc(ccecc1OC)O -8.1
125540 | Clclc(ee(c2C(=0)[C@@H](C)[C@H](Oc12)clcee(ccl1)0)O)O -8.1
12973586 | Olc2c(ccec2C(=0)C[C@H]1clcceeel)/C=C/C(=C)C -8.1
9

12978128 |O1CC(=C(c2cccec12)NO)cleccecl -8.1
8

12982959 |olc(c(c(=0)c2c(c(c(c(c12)0)0)0)OC)0O)clcccecd -8.1
8

12988748 |olc(c(c(=0)c2c(c(ccc12)O)OC)clccececl)OC -8.1
1

12988767 |Olc2cc(c(cc2C(=0)[C@@H]([C@@H]1clcceecl1)O)OC)O -8.1
6

13840297 |olcc(c(=0)c2ee(c(ccl12)CCCO)O)clece(ccl)O -8.1
3

13886894 |Olc2cc(ccc2[C@H]([C@H]([C@H]lclcee(ccl1)O)0)0)O -8.1
14055876 |olc(cc(=0)c2e(c(cccl2)OC)OC)clcec(c(c1)OC)OC -8.1
14440496 |olc2cc(ccc2e(=0)c(clcleccec10C)O)OC -8.1
14504257 |cl(c(c(ce(clclcoc2ec(cec2¢1=0)0)0)0)0OC)CCC(C)(C)O -8.1
145659  olc(cc(=0)c2c(c(c(cc12)OC)OC)OC)cleee(c(c1)OC)OC -8.1
14756305 |O1c2cc(cc(c2C(=0)[C@H](C)[C@@H]1clcce(cc1)0)0)O -8.1
1560918 |cl(ccc2e(=0)c(coc2cl)clcecececcOC)OS(C)(0)O -8.1
15761521 |olc2cceec2e(=0)c(clcleccee]l)[C@@H](C)CH#N -8.1
160921 olc(cc(=0)c2c(c(c(c(c12)OC)0)OC)0)clccc(ccl)OC -8.1
185670 | olc(cc(=0)c2c(c(c(cc12)OC)OC)OC)clce(c(c(c1)OC)0OC)OC -8.1
18721 olc(ce(=0)c2c(cc(cc12)OC(=0)C)OC(=0)C)clcec(ccl)OC(=0)C -8.1
20452436 |Olc2ccccc2CC[C@H]1clcee(ccl)O -8.1




21270160 |olcc(c(=0)c2cec(c(C)ecl12)O)cleee(C)ecl -8.1
21291576 |olce(c(=0)c2c(cc(C)ecl2)O)clece(ccl)O -8.1
23644623 |olc2cc(cec2e(=0)c(cInlenccl)clceeecl)OC -8.1
23786424 |O1c2c(c(ce(c2C(=0)C[C@@H]1clcceec1)OC)0)OC -8.1
245874 | Olc2ce(e(c(c2C(=0)C[C@H]lclcee(cc1)OC)OC)0)O0C -8.1
25058047 |olc(c(c(=0)c2c(ce(c(c12)CC=C(C)C)OCCO)O)OCCO)clecec(ccl)OC -8.1
25201019 |Olc2cc(ec(0)c2C(=0)C[C@H]lcleec(cel)OC)O -8.1
3083783 |olc(ce(=0)c2e(c(c(c(c12)O)OC)OC)0O)clcee(ccl)OC -8.1
4183640 |cl(ccc2e(=0)c(coc2cel)clcec(ccl)O)O[C@H]10[C@@H]([C@H]([C@H]([C@@H]10)0)0)CO -8.1
44260080 |olc(c(c(=0)c2c(c3c(c(c12)0OC)OCO3)OC)OC)clce(c2¢(0CO2)c]1)OC -8.1
44566483 | Olc2cc(c(c(c2C(=0)C[C@H]lclcee(cc1)OC)OC)0)OC -8.1
5281949 olc(c(c(=0)c2c(ce(c(c12)C(C)(C)C=C)0)O)O)clcee(ccl)OC -8.1
5310669 | cl(coc2cc(cec2e1=0)0)clcec(F)ccl -8.1
5317652 | Olc2cee(c(c2C=CCI1(C)C)O)clcoc2cc(cec2c1=0)0 -8.1
5321859 | olc(ce(=0)c2c(c(c(c(c12)OC)0)OC)0O)clccc(c(c1)O0)O -8.1
5379265 olc2cce(ce(c2e(=0)cclelec(c(c(c1)OC)0C)0C)0)0 -8.1
5386963 | olc(c(c(=0)c2e(c(c(c(c12)OC)0)OC)0)O0C)clcc(c(c(c1)OC)0C)0C -8.1
54140747 | cl(c(=0O)c2ccecc2oclcleccecl)OS(=0)(=0)0 -8.1
54450648 Olc2cceec2C(=0)/C(=C\Nc2cceec20)/[C@H]1clccccecel -8.1
5488781 olce(c(=0)c2c(c(c(cc12)O)OC)0)clecc(c(c1)O)O0C -8.1
5490001 | olc2ce(cec2e(=0)c(clelec(c(c(c1)OC)OC)0C)0C)0 -8.1
5491643 | olc(cc(=0)c2c(c(c(cc12)O)OC)0C)clcce(c(c1)OC)0C -8.1
59331779 |olc(cc(=0)c2c(cc(cc12)OCCH#N)OC)clcec(c(c1)OC)0OC -8.1
631170  |olc(cc(=0)c2c(cc(ccl2)OC)OC)cleee(c(c1)OC)OC -8.1
688827  |olc2cecec2e(=0)c(clclec(c(c(c1)OC)OC)0C)0 -8.1




736738 | Olc2cceec2C(=0)[C@@H]([C@H]1clceeeel)O -8.1
79730 olc(cc(=0)c2c(ce(cc12)OC)OC)clece(ccl)OC -8.1
847733 Olc2ccecec2C[C@@H]([C@H]1clcceecl)O -8.1
9064 Olc2cc(ce(c2C[C@@H]([C@H]1clcee(c(c1)0)0)0)0)0 -8.1
97860 Olc2cec(cc2C(=0)C[C@H]Icleccecl)OC -8.1
10050660 |O1c2c(c(cc(c2[C@@H]2C(=0)c3cce(cc302)0OC)0C)0C)C(=0)C[C@H]1clcce(ccl)OC -8.0
10094337 |cl(cce(ccl)clec(=0O)c2ccccc201)S(=0)(=O)N(CC)CC -8.0
9

10102840 olc(cc(=0)c2c(ce(c(c12)NC(C)C)OC)OC)clecccecl -8.0
5

10159128 | cl(ce(c2e(=0)c(c(oc2c10C)clece(c(c1)OC)0)OC)OC)OCCCCC -8.0
1

10232004 olcc(c(=0)c2c(c(c(c(c12)0)O)OC)0O)clccec(ecl)O -8.0
0

10233021 |Olc2cc(ccc2C(=0)[C@@H]([C@@H]1clccc(cc1)OC)0)OC -8.0
7

10742453 |O1[C@@H](CC(=0)c2c(ce(c(c12)C[C@@H](C(=C)C)CCC(C)(C)O)0)O)clcec(cc10C)O -8.0
10755200 olc2ccec(cc2e(=0O)cclcleec(ccl)N(C)C)N -8.0
12093281 |O1c2ceccc2C(=0)/C(=C\c2ccc(cc2)N(=0)=0)/[C@H]1clcccecl -8.0
12132870 | olcc(c(=0)c2cc(c(cc12)OC)0)clcce(cel)OC -8.0
12405140 |O1c2cc(e(c(c2C(=0)C[C@@H]1clcee(c(c1)OC)0C)OC)OC)0C -8.0
12966151 |Olc2cc(ce(c2[C@H](C(=0)[C@@H]1clcceec1)O)0)O -8.0
7

12966152 |Ol1c2cc(ce(c2[C@H](C(=0)[C@@]1(clccecec1)0)0)0)O -8.0
7

12968025 |O1c2ccccc2CC([C@H]1cleccecl)(0)O -8.0
6

12971122 |O1C2=C(C=CCC2=0)CC[C@@H]lclcccccl -8.0




0

12973362 | Olc2cee(c(c2C(=0)C([C@@]1(clcceecl)0)(0)0)0)0C -8.0
2

12985216 |cl(ccec2oc(c(c(=0)c12)O)clcccec])[C@@H]10[C@@H]([C@@H]([C@@H]([C@H]10)0)0)CO -8.0
0

12985615 | O(cle(=0)c2ccccc2oclcleccecl)C(=0)[C@H]1O0[C@@H]|([C@@H]([C@@H]([C@@H]10)0)0)0 -8.0
1

14057036 |O1c2cc(c3¢(=0)c(coc3c2C=CCI1(C)C)clce(c(cc10C)OC)0C)0 -8.0
147806 | Olc2ceccc2C(=0)[C@H]([C@@H]1clccceel)O -8.0
167616  |Olc2cc(cc(c2C(=0)C[C@H]Iclcee(c(c1)OC)OC)OC)0C -8.0
21270125 |cl(coc2ee(c(cc2ec1=0)0)0)clcec(Cl)ecl -8.0
21626042 |olcc(c(=0)c2ce(c3c(cc12)OCO3)0C)clec2e(cc1OC)0CO2 -8.0
23724666 |cl(coc2cc(cec2c1=0)0)clc(cc20COc2c1)O -8.0
25068463 | Olc2cc(cc(c2CC(=0)[C@H]1clcee(c(c1)OC)0OC)0C)0C -8.0
261859  |olc(cc(=0)c2e(c(c(c(c12)OC)OC)OC)0)clcc(c(c(c1)OC)0OC)O0C -8.0
3070246 |cl(c(C)e(=0)c2cee(c(c201)CN(CC)CC)OC)clece(Cl)ecl -8.0
3245800 |cl(cc(=0O)c2ccccc2ol)cleee(ccl)SC -8.0
35028119 |olc(cc(=0)c2e(c(c(c(c12)OC)OC)OC)OC)clecce(c1)OC -8.0
3747 cl(ccc2e(=0)c(coc2el)cleccecl)OC(C)C -8.0
44257042 | O1[C@H](C=C[C@H]2C(=C([C@H](C=C12)0O)0)OC)clccec(c(c1)O)O -8.0
44258304 |olc(cc(=0)c2c(cc(ccl12)OC)0C)clcec(c(cc10)0)O -8.0
442583 olc(cc(=0)c2c(c(c(cc12)OC)OC)OC)cleccecd -8.0
44259864 |olc(c(c(=0O)c2c(c(c3c(cco3)c12)OC)0C)0C)clcec2e(0OCO2)cl -8.0
5003667 | Olc2ce(ce(c2C(=0)C[C@H]lclcee(ccl)OC)OC)0C -8.0
5353911 |olce(e(=0)c2c(cc(c(c12)OC)0)0)clccc(ecl)O -8.0
5372237 olc2ccee(c2¢(=0)c(clclcec(ccl)OC)C(=0)clcee(ccl)OC)O -8.0




5380905 |olc2cc(cc(c2e(=0O)c(clcleec(c(c1)O)OC)0C)0)0 -8.0
5381920 | olc2cc(cec2e(=0O)cclclec(c(c(c1)OC)0C)0C)0 -8.0
54490901 Olc2cceec2C(=0)/C(=C\c2ccec(c2)NC(=0)C)/[C@H]1clccceel -8.0
5491929 | olcc(c(=0)c2c(c3c(cc12)OCO3)0)clccecec1OC -8.0
586387  Olc2ee(ce(c2C(=0)[C@@H]([C@@H]1clcce(ce1)OC)0)O)O -8.0
629965  olc(ce(=0)c2c(c(cccl2)OC)0C)clc(ceec10C)OC -8.0
631095  |ole(c(c(=0)c2c(ce(cc12)OC)OC)OC)clece(ccl)OC -8.0
633124  |olc(ce(=0)c2c(c(c(c(c12)0OC)0)0C)0)clce(c(c(c1)OC)0C)0 -8.0
6710704 |olce(c(=0)c2c(cc(ccl12)OC)OC)clcccecd -8.0
67743168 |Olc2cc(ce(c2[C@H]([C@@H]([C@@H]1clccee(c1)0)0)0)0)O -8.0
740761 cl(coc2cc(cec2¢1=0)OC(C)C)cle(F)eceel -8.0
86641846 olc(cc(=0)c2c(cc(cc12)OCCHC)OC)clcee(c(c1)OC)0C -8.0
9813808 | Olc2cceec2C[C@H]([C@H]1clcee(c(c1)0)0)O -8.0
10121375 (olce(c(=0)c2c(ce(cc12)O)O)clc(cc(c(c]1)CC=C(C)C)OC)O -7.9
9

10121493 olc(c(c(=0)c2ce(cccl2)CN(CC)CC)0)clccc(ccl)N(CO)CC -7.9
7

10139688 |O1c2c3c(=0)c(coc3c(c(c2C[C@@H]1C(C)(C)O)0O)CC=C(C)C)clcce(ccl)O -7.9
7

10159128 |cl(cc(c2e(=0)c(c(oc2¢10C)clcee(c(c1)OC)OC)OC)OC)OCCCCC -7.9
2

10188771 |cl(c(ce(c2e(=0)cc(ocl2)clcec(ccl)0)0)0)[C@@H]10[C@@H](C)[C@@H]([C@@H](C1)0)O -7.9
8

10386481 |olc(ce(=0)c2c(c(c(c(c12)OC)OC)OC)0)clec(c(c(c1)OC)0)OC -7.9
10468234 | Olc2ccecc2C(=0)[C@@](C)([C@H]1clece(C)ccl)O -7.9
10594862 |Brclc(=0)c2cccec2oclclecc(ccl)[S@@](=0)C -7.9
10759582 |O1c2cc(c(c(c2C(=0)C[C@H]l1clcee(cc1)O)0)C(C)(C)C=C)O -7.9




12043067

cl(cc(=0)c2c(ce(c(c20])[C@@H]1C(=0O)CN(C)CC1)0)O)clc(Cl)ccecl

-7.9

12403736 Olc2ccecc2[C@@H]([C@@H]([C@H]1cleccecl)O)O -7.9
3

12967509 olc2ccccc2e(=0O)c(clcleccecl)OC(=0)clec(c(c(c1)0)0)O -7.9
9

13916267 | olc(c(c(=0)c2c(ce(c(c12)OC)0)OC)OC)clcec(c(c1)OC)0C -7.9
14372618 |olc(cc(=0)c2e(c(c(cc12)OC)0)O0C)clcccecd -7.9
14630497 |olc(c(c(=0)c2c(cc3c(C=CC(C)(C)03)c12)O)CCC(C)(C)O)clce(c(cc10)O0)O -7.9
15126657 |olcc(c(=0)c2ccc(c(C)el12)O)clcec(cel)O -7.9
15625549 |O1c2c(c(c(c(c2C(=0)C[C@H]1clcce(c(c1)OC)OC)0)O0C)OC)0C -7.9
181092  olc(cc(=0)c2c(c(c(c(c12)OC)OC)OC)0)clcec(c(c1)OC)O -7.9
18324915 |cl(c(c(=0O)c2ccccc2ol)clceec(F)cl)elcee(ccl)S(=0)(=0)C -7.9
25022469 |olc(cc(=0)c2c(c(ce(c12)OC)0C)0C)clcc(cecc1OC)OC -7.9
25585 01¢(C)c(c(=0)c2ccec(c12)OCCN(C)C)elceec(ecl)OC -7.9
282014  |Olc2cc(ce(c2C[C@H]([C@H]1clcee(cc1)0)0)0)O -7.9
3080750 |olc(ce(=0)c2c(c(c(c(c12)OC)OC)OC)0)clcec(c(c1)O)O0C -7.9
3083840 |olcc(c(=0)c2ee(c(ccl2)OC(=0)C)OC)cleec(ccl)OC -7.9
3084507 |olc(ce(=0)c2e(c(c(c(c12)OC)OC)OC)0)clcc(c(c(c1)OC)OC)0 -7.9
3084508 |olc(cc(=0)c2c(c(c(c(c12)OC)0OC)OC)0)clcc(c(c(c1)O0)0C)O -7.9
331149 olc(ce(=0)c2c(c(c(c(c12)OC)OC)OC)O0C)clce(c2¢(0CO2)c1)OC -7.9
369612 |Olc2ce(cc(cc2[C@H](C[C@H]1clcee(c(c1)OC)OC)0C)CC=C)OC -7.9
462696 | Olc2cc(cc(c2C(=0)C[C@H]1clce(e(c(c1)OC)OC)O0C)0)O -7.9
493376  |olc2cc(ce(c2e(=0O)cclclee(c(c(c1)OC)0C)0C)0C)0C -7.9
49788614 |olc2cc(ce(c2c(=0)c(clecleec2c(OCO2)c1)OCC=C(C)C)0)0C -7.9
5280373 |olce(c(=0)c2c(cc(cc12)O)O)clece(ccl)OC -7.9
5281695 olc(c(c(=0)c2c(c(c(cc12)0)O0C)0)OC)clece(ccl)OC -7.9




5281804 | olce(c(=0)c2c(cc(cc12)OC)0O)clcee(ccl)O -7.9
5281811 | olce(c(=0)c2c(c(c(cc12)O)OC)0)clece(ccl)O -7.9
5284649 | olcc(c(=0)c2cc(c(cc12)O)O)clece(ccl)O -7.9
53233892 | cl(ccc2e(c(=0)cc(02)c2eccec2)c]1)OP(=0)(0OCC)OCC -7.9
5385091 | cl(coc2cc(cec2e1=0)0)clc(cc20COc2c1)OC -7.9
54070148 |cl(ccc(cc1)OCCO)[C@H]10c2ccccc2CCl -7.9
5481647 | olc(cc(=0)c2c(c(c(cc12)0O)OC)O0C)clccccecd -7.9
57409964 cl(cc(c(c(cl)C[C@@H](C(=C)C)O)O)C/C=C(/C)\CO)cloc2cc(c(c(c2e(=0)c10C)0)0C)0 -7.9
5748605 | olcc(c(=0O)c2cec(ecl2)O)cleec(c(cl)OC)0C -7.9
614295 [C@H]1(C(=0)c2ccccc20[C@@H]1clccecec1)SCCC -7.9
68077 olc(ce(=0)c2c(c(c(c(c12)OC)0C)OC)OC)clcee(ccl)OC -7.9
69047096 |cl(ccc(cclOCOC)OCOC)[C@@H]10c2ccccc2C(=0)C1 -7.9
72344 olc(ce(=0)c2c(c(c(c(c12)OC)O0C)0C)OC)cIcee(c(c1)OC)OC -7.9
7309334 | Olc2ceecc2C[C@H]([C@@H]1clcceeel)O -7.9
7454026 |olcc(c(=0)c2cec(ccl2)O)clccc(ccl)N(=0)=0 -7.9
91584129 |olc2cc(e(c(c2¢(=0)cclclece(c(c10C)0C)0)0)0C)0 -7.9
10102840 |olc(cc(=0)c2ce(ce(c(c12)NCC=C)OC)OC)clcccecl -7.8
9

10156189 |olc2ccccc2e(=0)c(clcleccecl)OCCHC -7.8
8

10814211 olc(c(c(=0)c2c(c(c(c(c12)OC)OCC=C(C)C)OC)OC)OC)cleecc2c(OCO2)cl -7.8
11048450 |O1C(C)(C)C=Cc2c(c3C(=0)C[C@H](Oc3c(c12)C[C@@H](C(C)(C)O)O)clcee(ccl1)O)O -7.8
12407921 olc2ccc(cc2e(=0O)cclcleec(ccl)OCCO)C(=0)0O -7.8
12967478 |O1c2ccccc2C[C@@H]([C@@H]1cleccecl)OC -7.8
1

12983450 |Olc2cc(cc(c2C(=0)C[C@H]1clcce(ccl)OC(=0)C)OC)OC(=0)C -7.8




7

12984454 | olce(c(=0)c2c(c(c(c(c12)0)0)0OC)0)clce(c(c(c1)OC)0C)0 -7.8
3

13873818 | olc(cc(=0)c2c(c(c(cc12)OCcleccecl)OC)OC)clcee(c(c1)OC)OC -7.8
14304977 |olc2ccccc2e(=0)c(clclec(c(c(c1)OC)OC)OC)C(=0)0 -7.8
182659  |Olc2cc(cc(c2C[C@@H]([C@H]1clece(c(c1)OC)OC)0)0C)OC -7.8
18324902 |cl(c(c(=0)c2ccccc2ol)clecc(ccl)F)cleee(ccl)S(=0)(=0)C -7.8
358832  olc(ce(=0)c2e(c(c(c(c12)OC)OC)OC)0)clcec(c(c1)OC)OC -7.8
369615  |Olc2ce(ceec2C(=C)C[C@@H]1clece(c(c1)OC)0)OC -7.8
42607933 | O1c2c(c(ce(c2C[C@@H](C(=C)C)0)0)0)C(=0)C[C@H]lclcee(ccl)O -7.8
42607957 |O1c2c(c(ce(c2C(=0)C[C@H]1cleee(cc1)OC)0)O)CC(=C(C)C)O -7.8
42608126 | Olc2c(c(c(c(c2C(=0)C[C@H]1clee(c2¢(0CO2)c1)OC)0OC)0C)0C)0C -7.8
44257043 | O1[C@H](C=C[C@H]2C(=C([C@H](C=C12)0)O)OC)clccc(c(c1)O)0C -7.8
44260053 |olc(c(c(=0)c2c(c(c(c(c12)OC(=0)CC(C)C)O)OC)O)OC)clecc(ecl)OC -7.8
5280961 | olcc(c(=0)c2c(cc(cc12)O)O)clece(ccl)O -7.8
5281676 | olc2cc(ce(c2e(=0)c(clclee(c(cc10)OC)0)0C)0)0C -7.8
5281781 |olce(c(=0)c2c(c(c(cc12)O)OC)0)clccc(ccl)OC -7.8
5281801 |olce(c(=0)c2c(cc(cc12)O)O)clecc(c(cl)O)O -7.8
5284648 | olcc(c(=0O)c2cec(ccl2)O)clcec(c(cl)O)O -7.8
5376891 | olce(c(=0)c2cce(ccl2)O)clecccecd -7.8
5378391 | 0lc(C)c(c(=0)c2cee(c(c12)CC=C)O)clccececl -7.8
5385026 | olc(c(c(=0)c2c(c(c(ccl12)O)OC)OC)0O)clccccecl -7.8
5417907 | olc2ce(cec2e(=0)c(c1C)clecc(ccl)N(=0)=0)0O -7.8
5487785 | olcc(c(=0)c2c(c(c(cc12)OC)OC)0)clcec(ecl)O -7.8
5491412 | olc2ce(ce(c2e(=0)c(clclec(c(c(c1)O)O0C)0)0C)0)0C -7.8
628412  |olce(c(c(=0)c2c(ce(cc12)OC)0C)0OC)cleccec1OC -7.8




628555  |olc2ce(cec2e(=0)c(clelcee(ccl)OC)OC)0C -7.8
638006  |olce(c(=0O)c2ccc(eccl12)OC)clceccecd -7.8
96539 olc(ce(=0)c2c(c(c(c(c12)OC)0C)0C)0)clecc(ccl)OC -7.8
10102840 olc(cc(=0)c2c(ce(c(c12)NCCC)OC)OC)clccccecl -7.7
6

10102840 |olc(cc(=0)c2c(ce(c(c12)NCC(C)C)OC)OC)clcccececl -7.7
7

10117916 |olc(c(c(=0)c2c(cc(cc12)OC)OCCCO)OC)clece(c(c1)OC)OC -7.7
5

10165084 |Ol1c2cceec2C(=0)/C(=C\c2ccec(c2)N(=0)=0)/[C@H]l1clcceecl -7.7
3

10315196 |O1c2cc(c(c(c2C(=0)C[C@@H]1clcee(ccl)O)0)C(C)(C)C=C)O -1.7
10665307 | Brclc(=O)c2cccec2oclclece(ccl)SC -7.7
12973375 |Cl[C@H]1c2cceec20[C@@H]([C@@H]10)cleccccl -7.7
0

12988275 |olce(c(=0)c2c(cc(c(c12)OC)OC)0C)clece(ccl)O -7.7
2

13045742 |Ol1c2cc(cc(c2CC[C@H]1clcee(c(c1)OC)OC)OC)0C -1.7
13045744 |Olc2cc(cc(c2CC[C@H]1clcee(c(c1)OC)OC)O0C)0C -1.7
13250796 | olcc(c(=0)c2cc(c(ccl2)CO)OC)clece(ccl)O -1.7
0

14732294 | Olc2cc(ce(c2C[C@@H]([C@@H]1clcee(c(c1)O0)0)0O)OC)O0C -7.7
17585058 |cl(ccc2e(=0)c(coc2cl)clcececl)OCCBr -7.7
18324974 |c1(c(=0O)c2ccccc2oclclecc(cc])S(=0)(=0)C)clece(Cl)ccl -7.7
185027 | Olc2e(c(cec2C(=0)C[C@@H]1clcceecl)OC)/C=C/C(=C)C -7.7
189551  |O1C(=C(C(=O)[C@]2(CC=CC(=C12)OC)0)OC)clcccecel -1.7
20452422 |O1c2ccccc2CC[C@H]1clcce(ccl)N(C)C -7.7




21573556 | O1c2cc(cc(c2C(=0)C[C@H]1clcee(c(c10C)0C)0C)0C)0C -1.7
25232840 |O1c2ce(ce(c2CC[C@H]1clcce(cc1)OC)0)0 -1.7
343083 cl(coc2cc(cec2¢1=0)0OC)clc(cc20COc2c1)OC -7.7
44133602 |olce(c(=0)c2e(c(c(cc12)O)OC)0)clcc(c(c(c1)OC)0)0C -7.7
462698 | Olc2c(c(c(c(c2C(=0)C[C@@H]1clcec(cc1)OC)OC)OC)OC)0C -7.7
5280448 | olcc(c(=0)c2cce(ccl2)O)clecc(c(cl)O)0C -7.7
5318041 olc(ce(=0)c2c(c(c(c(c12)OC)0OC)0C)O0C)clcee(e(cl1)O)O -7.7
5318979 | Olc2ccecec2[C@@H]([C@@H]([C@@H]1cleceecl)O)O -7.7
5319422  olce(c(=0O)c2cec(ccl2)O)clece(c(c1)OC)0 -1.7
5481229 [ O1c2c(c(ce(c2C=CC1(C)C)clcoc2cec(cc(c2c1=0)0)0)0C)0 -7.7
56648912 olc(cc(=0)c2c(c(c(cc12)OCC=C)OC(=0)C)OC(=0)C)clccececl -7.7
71346541 |olc2cccec2e(=0)c(clclece(ccl)N(C)C)OC -7.7
71428798 olcc(c(=0)c2cee(c(c12)OC)0)clcee(ccl)O -7.7
74977227 |O1c2ec(ce(c2CC[C@H]1clcee(e(c1)OC)OC)0)O -7.7
911486  |olc2ce(cec2e(=0)c(c1C)clecc(ccl)N(=0)=0)0C -7.7
10069029 | cl(c(c(=0)c2ccc(cc201)O)clcec(ecl)OC)SCeleenccel -7.6
10317448 |cl(c(c(=0)c2cec(cc201)O)clece(cc1)O)SCeleencel -7.6
10526049 |olc(c(c(=0)c2c(c(c(c(c12)OC)OC)OCOC)OC)0)clccc(ccl)OC -7.6
11417114 | cl(c(c(=0)c2ccc(cc201)O)cleccecl)SCelenceed -7.6
11704980 |olc2ccccc2e(=0)c(clclec(c(c(c1)OC)OC)OC)C(=0)clcee(ccl)OC -7.6
12903597 ' Olc2ccecc2C[C@@H]([C@@H]1clcceecl)O -7.6
6

12966237 |olc2ccccc2e(=0)c(cl1C)clccc(ccl)N(=0)=0 -7.6
4

12967461 |[C@H]1(c2cccec2O[C@H](Cl)cleceecl)S -7.6

9




12973416 |olc(c(c(=0)c2c(c(c(c(c12)O)OC)OC)OC)0)clccceclO -7.6
4

12986412 |olc2ce(cc(c2e(=0)c(clelcce(cc]l)O[C@H](C(=C)C)CO)OC)0)0C -7.6
1

13251736 |olc(cc(=0)c2e(c(C)e(c(c12)C(C)(C)O)OC)0)clccc(ccl)OC -7.6
8

136418  |olc(ce(=0)c2c(c(c(cc12)OC(=0)C)OC(=0)C)OC(=0)C)clcec(ccl)OC(=0)C -7.6
13903075 |olcc(c(=0)c2cee(c(c12)OC)CCCO)clcec(ccl)OC -7.6
7

14304994 |c1(c(=0O)c2ccccc2oclcleccec])C(=O)N1CCN(CC1)Ccleceecl -7.6
14630603 |olcc(c(=0)c2c(c3c(cc12)OCO3)0C)clecee(c10C)OC -7.6
14804713 |olc(c(c(=0)c2c(C)ec(ccl12)OC)OC)clcce(ccl)O -7.6
14886014 olc2c(c(cec(c2c(=0)c(clclecc2e(0OCO2)c1)OC)0C)0)0C -7.6
18325002 |cl(c(c(=0O)c2ccccc2ol)clcecececlF)clece(ccl)S(=0)(=0)C -7.6
22134047 |olc(c(c(=0)c2c(c(ccc12)OC)OC)0)clccccecd -7.6
44257187 |Olc2c(c(ce(c2CC[C@H]1cleceec1)OC)OC)CCC(C)(C)O -7.6
44412009 |O1c2c(C)e(ce(c2C(=0)C[C@H]1clcccecl)OC)OC -7.6
5281704 | olcc(c(=0O)c2ce(c(cc12)O)OC)clcec(cel)OC -7.6
631791 olc(c(c(=0)c2c(c(c3c(cco3)c12)OC)OC)O0C)cleccecd -7.6
632135  |olc(ce(=0)c2c(ce(c(c12)OC)0OC)OC)clcee(c(c1)OC)OC -7.6
66692593 | Olc2cceccc2C[C@@H]([C@@H]1cleccecl)O -7.6
9821032 |cl(c(c(=0O)c2ceccc2ol)clcccecl)clece(ccl)S(=0)(=0)C -7.6
9928523 | O1c2ce(c(ce(c2C(=0)C[C@H]1clcec(cec1)O)0C)0)CC=C(C)C -7.6
10102840 |olc(cc(=0)c2ce(ce(c(c12)NCCC(C)C)OC)OC)clccccecl -7.5
8

11244229 |cl(c(c(=0)c2ccc(cc201)OC)cleccec])SCC=C -7.5
11795367 |olc(c(c(=0)c2c(c(c(c(c12)OC)0)O0C)OC)OC)clcec2e(OCO2)cl -7.5




12428921 |Olc2cceec2C(=0)/C(=C\c2ccec(c2)O)/[C@H]1clccccecl -7.5
13916278 | olc(c(c(=0)c2c(ce(c(c12)0OC)0)0)OC)cleec(ccl)OC -7.5
15761525 |O1c2ccccc2C(=0)C([C@H]1clcccecl)(CO)CO -7.5
16215025 | cl(ce(c(c20[C@H](CC(=0)c12)clcecccl)OC)OC)O[C@@H]10[C@@H]([C@H]l([C@@H]([C@H]10)0)0)CO |-7.5
18324995 |cl(c(c(=0)c2ccccc2ol)clccecclF)clece(ecl)S(=0)(=0O)N -7.5
369616 | Olc2c(cc(cc2[C@H](C[C@H]1clece(c(c1)OC)OC)OC(=0)C)CC=C)OC -7.5
386331 olc(c(c(=0)c2e(c(c(ccl12)OC)0C)0C)O0C)clcee(e(c1)OC)0C -7.5
44257206 |olc(C)c(c(=0)c2cec(c(c12)C(=0)C)O)clccceccl -7.5
5282074 | olcc(c(=0O)c2c(ce(cc12)O)O)cleece(cclO)O -7.5
5322009 olc(cc(=0)c2c(c(c(cc12)OC(=0)C)OC)OC(=0)C)clcec(ccl)OC(=0)C -7.5
54423602 | cl(c(c(=0O)c2ccecc2ol)clccececl)OC(C)C -7.5
626146 | 0lc(C)c(c(=0O)c2ccec(ccl12)OCC=C)clcececl -7.5
631176  |olcc(c(=0)c2ce(c(cc12)OC)OC)clccc(c(c1)OC)OC -7.5
634440  |olc(c(c(=0)c2c(c(c(cc12)OC)OCC)OCC)OC)clcee(c(c1)OCC)OC -7.5
71586772 |olc(ce(=0)c2e(c(c(cc12)OC(=0)C)OC)OC(=0)C)cleccecl -7.5
97151 olc(ce(=0)c2c(c(c(c(c12)OC)0C)0C)OC)clcec2e(0OCO2)cl -7.5
10166596 |olc2cc(cec2e(=0)c(clcleee(c(c1)OCCO)OCCO)OCCO)OCCO -7.4
2

10219490 |olc(c(c(=0)c2c(c(c(c(c12)OC)OCC=C(C)C)OC)OC)OC)clcee(c(c1)OC)OC -7.4
9

11610052 olce(c(=0O)c2c(cc(cc12)O)O)clece(c(c1CC=C(C)C)O)O -7.4
12043064 |cl(cc(=0O)c2c(cc(c(c20])[C@@H]1ICN(C)CC[C@H]10)0)O)clc(Cl)ccecl -7.4
12982055 | olc(c(c(=0)c2c(ce(c(c12)OC)OC)OC)0)clcec(c(c1)OC)0C -7.4
4

12983719 |olc(c(c(=0)c2c(c(c(c(c12)0)0)0)OC)OC)clccececlO -7.4

5




12988194 |c1(c(=0O)c2ccccc2oclcleccec])[C@@H]10[C@H](O)[C@@H]([C@H](C1)0)O -7.4
0

13045799 |Ol1c2ccccc2C[C@@H]([C@@H]1clecceccl)OC(=0)C -7.4
13251736 | olc(cc(=0)c2cc(c(c(c12)/C=C(\C)/CO)OC)0O)clccc(eccl)OC -7.4
6

136420  olcc(c(=0)c2c(ce(cc12)OC)OC)clece(ccl)OC -7.4
13903076 |olcc(c(=0)c2cee(c(c12)OC)C(=0)CCO)clcce(ccl)OC -7.4
7

18324937 |cl(c(c(=0)c2ccccc2ol)clecc(ecl)F)eleec(ecl)S(=0)(=0O)N -7.4
44257040 | O1[C@H](C=C[C@H]2C(=C([C@H](C=C12)0)0)OC)clccc(ccl)OC -7.4
5281706 | olcc(c(=0O)c2c(ce(cc12)OC)0)clcec(cc10)O -7.4
53796934 olcc(c(=0)c2c(cc(cc12)OC)0)clcec(cc10)OC -7.4
5466794 | cl(cc(=0)c2c(cc(c(c20])[C@@H]1CCN(C)C[C@H]10)0)0O)clc(Cl)ececl -7.4
6116651 |Olc2cceec2C(=0)/C(=C\c2cenec)/[C@H]1clcccccl -7.4
633456  |olc2cc(cec2e(=0)c(c1C)clec(c(cc10OC)OC)OC)OC(=0)C -7.4
9864504 |cl(c(c(=0)c2ccccc2ol)cleccec])clece(cel)S(=0)(=0O)N -7.4
10232161 |cl(coc2ce(ce(c2¢1=0)0)0)clccc20COc2¢10C -7.3
0

10957930 |O1c2ceccc2C(=0)/C(=C/c2ccccc2)/[C@@H]1cleccecl -7.3
11024735 |Olc2cceec2C(=0)/C(=C/c2ccc(cc2)N(=0)=0)/[C@@H]1clcceecl -7.3
11176755 |cl(c(c(=0)c2cec(cc201)OC)clecc(C)ecl)SCeleencel -7.3
11500888 |O1c2cc(cc(c2C(=0)[C@@H]([C@H]1clcece(cc10C)0)0)0C)0 -7.3
12043063 | cl(cc(=0)c2c(cc(c(c20])[C@@H]1CN(C)CC[C@H]10)OC)OC)cle(Cl)eccecl -7.3
12310757 |cl(c(ce(c2e(=0)c(c(ocl12)cleec(ccl)OC)0)0)0)CCC(C)(C)O -7.3
12976293 | Olc2cc(ce(c2C(=0)C[C@]1(clccec(cc1)O)0C)0)0C -7.3
0

12983478 |olc(c(c(=0)c2c(c(c(cc12)OC)0OC)OC)OCC)clcec(c(c1)OCC)OC -7.3




8

12986605 olc2cccec2e(=0O)c(clcleccec])[C@H]ICNCCNI1Ccelecccecl -7.3
2

15761527 | C1(C(=0)c2cccec20[C@H]1clccceel)(CCHCCl -7.3
23644938 |cl(c(c(=0)c2ccc(cc201)OC)cleccec])Sclnen[nH]1 -7.3
44257041 O1[C@H](C=C[C@H]2C(=C([C@H](C=C12)0)0)OC)C1=CCC(=CC1)O -7.3
51041990 olc2cce(ce(c2e(=0)c(clclec(cc(c1CC=C(C)C)0O)0C)0C)0)0 -7.3
54140898 olc(c(c(=0)c2c(c(ceccl12)OCC)OCC)OCC)cleccecd -7.3
54728923 olc(=0)c(c(c2e(cc(cc12)0)0)O)clcec(ecl)O -7.3
631782  olc2ce(cec2e(=0)c(c1C)clecc(cc10C)OC)OCC=C -7.3
634724  |olc(c(c(=0)c2c(c(c(cc12)OCC)OC)OCC)OC)clcee(c(c1)OC)OCC -7.3
91727421 |Olc2cc(cc(c2C(=0)[C@H]([C@@H]1clcee(c(c1)OC)OC)OC(=0)C)OC)OC -7.3
10188772 |cl(c(cc(c2e(=0)cc(ocl2)clcec(ccl)O0)0)00) [ C@@H]10[C@@H](C)[C@@H](C(=0)C1)O -7.2
1

10551087 |O1c2c3c(ce(c2C[C@H](C1(C)C)O)[C@@H]1CC(=0)c2c(cc(cc201)0)0)CCC(C)(C)03 -7.2
11471620 olcc(c(=0O)c2ccc(cc12)OC)clccc(cc1O)O -7.2
11485667 |cl(c(c(=0)c2cec(cc201)OC)cleccec])SCeleccenl -7.2
12428924 |O1c2cceec2C(=0)/C(=C\c2ccc(cc2)O)/[C@H]1clccccecl -7.2
12971674 |[P@]12(=0)O[C@@H]3[C@@H]4c5cccecSO[P@]5(=0)O[C@H]6[C@H]([C@H]([C@H]([C@H]([C@H]601)0 |-7.2
8 2)C3=0)04)05

12981808 |Br[C@]1(C(=0)c2ccecc20[C@H]1clcccecl)N(=0)=0 -7.2
8

12984868 | olc(c(c(=0)c2c(c(cc(c12)OC)0C)OC)OC)clcee(c(c1)OC)OC -7.2
0

150893 olc(c(c(=0)c2ce(c(c(c(c12)OC)OC)0C)OC)OC)clcee(c(c1)OC)OC -7.2
16213663 |O1/C(=C/2\C=CC(=CC2)N(C)C)/C=C(c2ccc(cc12)N(CC)CC)clccccc1 C(=0)O -7.2
23644937 |cl(c(c(=0)c2cec(cc201)OC)cleccec])SclncenlC -7.2




42608003 | O1c2c(c3c(C(=0)C[C@H](03)c3cce(c(c3)0)0)c30C(C)(C)CCe23)CCCI(C)C -7.2
462694 | Olc2cce(cec2C(=0)[C@H]([C@H]1clcee(ccl1)OC)OC)0 -7.2
5378260 | olcc(c(=0)c2cce(c(c12)0)O)cleee(cc1O0)O -7.2
90000191 |ole(c(c(=0)c2c(c(c(c(c12)OC)0C)0C)0)0)clecee(c10C)0C -7.2
10139688 |O1c2c3c(=0)c(coc3c(c(c2C=CC1(C)C)O)C[C@H](C(C)(C)O)O)clcec(ecl)O -7.1
8

10200537 |cl(cc(=0)c2c(ce(c(c20])[C@@H]1ICN(C)CC[C@@H]10)OC)OC)cle(Cl)ceecl -7.1
3

11246736 |cl(c(c(=0)c2cec(cc201)OC)clccc(ccl)OC)SCeleencel -7.1
12972874 |cl(c(c(=0)c2ccccc2ol)cleccee])[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -7.1
3

12983569 |O1c2ccccc2C(=0)[C@@]([C@]1(cleccecl)O)(cle(=0)c2eccec2oclclceceec])O -7.1
5

12989197 |olcc(c(=0)c2eee(c(c12)OC)0)cleee(cc1O0)OC -7.1
2

14594569 |O1[C@H]([C@@H]([C@H]([C@H]([C@]1(clc(=0O)c2ccccc2oclcleccee])0)0)0)0)CO -7.1
3

16072086 |cl(cc(=0)c2c(ce(c(c201)C1=CCN(C)CC1)0)O)clccec(Cl)cl -7.1
42607799 | O1c2c(c(ccc2C(=0)C[C@H]1clcceeel ) OCC=C(C)C)/C=C/C(C)(C)O -7.1
44265521 |cl(cc(=0)c2c(ce(c(c201)CI=CCN(C)CC1)0)O)clc(Cl)ce(ccl)Cl -7.1
5280378 |olce(c(=0)c2cee(ccl2)O)clecc(ccl)OC -7.1
5281708 |olce(c(=0)c2cce(ccl2)O)clecc(ecl)O -7.1
5380187 |olc(c(c(=0)c2c(cc(ccl12)O)O)clcce(ccl)OC)C(=0)0CC -7.1
631156  olcc(c(=0)c2cee(c(c12)OC)0C)clcecc(cc10C)OC -7.1
634113 olc2ce(ce(c2e(=0)c(clclec(c(c(c1)OC)OC)OC)OC)0C)0C -7.1
10158423 |O1c2c(c(ce(c2C(=0)C[C@H]l1clcecccl)OC)OC)/C=C\C(C)(C)O -7.0

6




10188772 |cl(c(ce(c2e(=0)cc(ocl2)clcec(ccl)0)0)0)[C@@H]10[C@@H](C)[C@H]([C@@H](C1)0)O -7.0
0

11164739 |cl(c(c(=0)c2cec(cc201)OC)cleccec])SCelencecl -7.0
11797078 olc(c(c(=0)c2c(c(c(c(c12)OC)0C)0OCOC)OC)0)clcee(c(c1)OC)O -7.0
12982239 | Clclc(e(c(c2c(=0)cc(oc12)clecc(cc1)OC(=0)C)OC(=0)C)OC(=0)C)OC(=0)C -7.0
5

12985288 |[SI([C@H]1C(=0)c2c(c(c(c(c20[C@H]1clecc(c(c1)OC)OC)OC)0C)0C)0C)(0)0O -7.0
2

23270524 | Olc2cc(cc(c2C(=0)[C@H]([C@@H]1clcce(cc10C)OC)OC(=0)C)OC)OC -7.0
23644932 |olc2cc(cec2e(=0)c(cInlenccl)clcec(ccl)OC)OC -7.0
23644936 |cl(c(c(=0)c2cec(cc201)OC)clcccec])Sclncec[nH]1 -7.0
44265534 |cl(cc(=0)c2c(cc(c(c201)C1=CCN(C)CC1)0)O)clc(F)ccecl -7.0
44265561 |cl(cc(=0)c2c(ce(c(c201)CI=CCN(C)CC1)0O)O)clcee(Cl)ecl -7.0
5386297 | olc(c(c(=0)c2ce(c(c(ccl12)0)O0C)0)clee(c(cc10OC)OC)OC)C(=0)0 -7.0
54368735 |cl(c(=0O)c2ccecc2oclclee(c(c(c1)OC)OC)OC)C(=O)NCCBr -7.0
632958 olce(c(=0)c2cc(c(cc12)OC)0C)clee(c(cc10C)OC)OC -7.0
11153057 |cl(c(c(=0)c2cec(cc201)OC)cleccec])SCeleencel -6.9
11164320 | cl(c(c(=0)c2ccc(cc201)O)cleccecl)SCeleeneel -6.9
11711336 |cl(c(=0)c2ccecc2oclcleccec] ) O[C@@H]10[C@@H]([C@H]|([C@@H]([C@H]10)0)OC)CO -6.9
12967470 |Olc2ccecc2C[C@@H]([C@]1(clccececl)C=0)0 -6.9
6

12967896 |[C@H]1(c2cccec20[C@](Cl)(cleceee]1)OC)SOC(=0)C -6.9
8

12971612 |cl(c(=0)c2ccecc2oclcleccec])C(=0)[C@@H]10[C@H]([C@@H]([C@H]([C@H]10)0)0)0 -6.9
0

12982441 |Ol1c2ceccc2C[C@H]([C@]1(clecececl)CC(=0)0)O -6.9

8




12982449 |olc(cc(=0)c2e(ce(c(c12)clece(c(c1)OC)0C)OC)OC)cleceecd -6.9
8

12982451 |olc(cc(=0)c2e(ce(c(c12)clec(c(c(c1)OC)OC)OC)OC)OC)clecccecl -6.9
0

12986727 |O1C(=CC(=C2CC=CC=C12)NNC(=O)clcccccl)clcccecl -6.9
7

13415942 |olc2ccccc2e(=0)c(clclec(c(cc1C(=0)0)0)O)clcceccl -6.9
0

13959263 |Olc2cc(ccc2[C@@H]2C[C@H]1[C@@H]1CC=C[C@H](0OCO2)C1)O -6.9
0

389000  |olc(c(c(=0)c2e(c(c(c(c12)OC)OC)OC)OC)OC)clce(c(c(c1)OC)OC)OC -6.9
44265522 |olc(cc(=0)c2c(ce(c(c12)C1=CCN(C)CCI1)O)O)clcceecl -6.9
44265523 |cl(cc(=0)c2c(cc(c(c201)CI=CCN(C)CC1)0O)O)clc(I)cceel -6.9
44265528 |cl(cc(=0)c2c(cc(c(c201)C1=CCN(C)CCI1)O)O)clc(Br)cccecl -6.9
46173806 |cl(c(=0O)c2ccccc2oclcleccee])O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -6.9
630804  |olcc(c(=0)c2c(ce(c(c12)CC=C(C)C)OC(=0)C)OC(=0)C)clcec(ccl)OC(=0)C -6.9
9951997 | cl(cc(=0)c2c(ce(c(c201)CI=CCN(C)CC1)0)0O)clc(Cl)ccecl -6.9
10188771 |cl(c(ce(c2c(=0)cc(ocl2)clcec(ccl)O)0)O0C)[C@@H]10[C@@H](C)[C@@H]([C@@H](C1)0)O -6.8
9

10200537 | cl(cc(=0)c2c(cc(c(c20])[C@@H]1 CCCC[C@@H]10)OC)OC)cle(Cl)ccccl -6.8
4

10236007 | O1c2cc(c3C(=0)C[C@H](Oc3c2[C@H]([C@H](C1(C)C)OC(=0)C)OC(=0)C)clccececl)OC -6.8
9

10980660 |O1c2c(c(cc(c2C(=0)C[C@H]l1clcecccl)O)OC)/C=C/C(=0)C -6.8
11741814 |olc(c(c(=0)c2c(c(c(c(c12)OC)OC)OC)0OC)0C)clecc(ecl)OC -6.8
11847318 |cl(c(c(=0)c2ccccc2ol)Cnlencel)clece(Br)ccl -6.8
11847319 olc2cccec2e(=0O)c(clcleec(cel)CH#N)Cnleneel -6.8
11953828 |cl(c(=0)c2ccecc2oclcleccec] ) O[C@@H]10[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -6.8




12977612 |O1c2cc(c(c(c2C(=0)C([C@@H]1clcceceel)(OC)OC)0)0)OC -6.8
2

165203 olcc(c(=0)c2cce(cc12)OC)clec(c(cc10C)OC)0C -6.8
24850296 |Olc2cc(cc(c2C(=0)[C@@]([C@]1(cleee(c(c1)O)O)OC)(0O)CC(=0)0C)0)O -6.8
42607940 | c1(c2c(C=CC(C)(C)02)c(c2C(=0)C[C@H](Oc12)clcee(cecl)O)O)[C@H]([C@H]10C1(C)C)O -6.8
44266353 |Olc2cceec2C(=0)/C(=C/c2cenec)/[C@H]1clcccccl -6.8
54488609 | cl(c(=0O)c2ccccc2oclcleccee])O[C@@H]1O[C@@H]([C@H]([C@@H]([C@H]10)0)0)CO -6.8
5465888 | Olc2ccccc2/C(=N/N(C(=0)C)C(=0)C)/C[C@H]1clccccecl -6.8
631105 olc2ce(ce(c2e(=0)c(clcleec(cc10C)OC)OC)0C)0C -6.8
10158423 |O1c2c(c(ce(c2C(=0)C[C@H]lclceeccl)OC)OC)/C=C/C(=C)C -6.7
2

16126803 |cl(c(=0)c2ccecc2oclcleccec]) O[C@@H]10[C@@H]([C@@H]([C@@H]([C@H]10)0)0)CO -6.7
22737159 |Olc2ccecc2C[C@@H]([C@@H]1clcceecl)OC(=0)clcc(c(c(c1)0)O0)O -6.7
23724473 | cl(c(=0)c2cccec2oclcleccec]l ) O[C@@H]1O[C@@H]([C@@H]([C@@H]([C@H]10)0)0)CO -6.7
44257169 |Ol1c2c3ccoc3c(c(c2[C@H]([C@@H]([C@@H]1clccccc1)OC)OC)OC)OC -6.7
10200538 | cl(cc(=0)c2e(cc(c(c201)C1=CCN(C)CCI1)OC)OC)clc(Br)ccecl -6.6
0

10218073 jolc2cccec2e(=0)c(clcleec(c(c10C)OC)OC)clcce(ccl)OC -6.6
9

54505099 | Olc2ccccc2C(=0)/C(=C\n2cnec)/[C@@H]1clcccecl -6.6
635396  |cl(c(ce(c2e(=0O)cc(ocl2)clcee(ccl)OC)OC)OC)[C@H]10[C@@H]([C@H]([C@H]([C@@H]10)0)0)CO -6.6
67200543 |Olc2ccccc2C(=0)[C@@H]([C@@H]1clcccecl)C(=0)OC(C)(C)C -6.6
10195886 | Olc2ccecc2C(=0)C[C@]1(clceeecl)C(=0)O -6.5
2

10200537 | cl(cc(=0)c2e(cc(c(c201)C1=CCN(C)CC1)OC)OC)clc(Cl)ceecl -6.5
6

10200537 | cl(cc(=0)c2e(cc(c(c201)C1=CCN(C)CC1)OC)OC)clcccc(Cl)cl -6.5




7

10200537 | cl(cc(=0)c2e(cc(c(c201)C1=CCN(C)CC1)OC)OC)clcec(Cl)ecel -6.5
8
10200537 | cl(cc(=0)c2ce(cc(c(c201)C1=CCN(C)CC1)OC)OC)cle(F)cceel -6.5
9
12987610 | Olc2ccecc2C(=0)C[C@]1(clen[nH]cl)clccceel -6.5
5
12988261 |O1[C@H]([C@H]2C(=0O)[C@H]3C=CC[C@@H]1[C@H]3C2=0)clcccccl -6.5
5
238791 cl(c(ce(cclclec(ce(c10C)OC)C(=0)C)C(=0)C)OC)0C -6.5
66780856 |O1c2ccec(c2C(=0)C([C@]1(clcecececl)OC)(0)0)0 -6.5
10200538 |cl(cc(=0)c2c(cc(c(c201)C1=CCN(C)CC1)OC)OC)clc(Cl)ce(ccl)Cl -60.4
2
12971080 |Olc2ccecec2C(=0)C[C@@]1(clcecccl)/C=C/C(=C)C -6.4
8
12982238 |Brelc(c(c(c2e(=0)cc(ocl2)cleccecl)OC(=0)C)OC(=0)C)OC(=0)C -6.4
6
13228149 |Olc2cc(c(c(c2C(=0)C([C@]1(clcceec)OC)(OC)OC)OC)0C)OC -6.4
8
25067674 |cl(cc(=0)c2c(ce(c(c201)[C@@H]ICCN(C)C[C@@H]10)0OC)OC)c1c(Cl)ceeel -6.4
49800274 |olc(cc(=0)c2c(ce(c(c12)C1=CCN(C)CCI1)OC)OC)clccccecl -6.4
90690372 |O1c2ceecc2C(=0)C([C@@]1(clceceec])OC)(OC)OC -6.4
13845452 |O1c2ceccc2C(=0)[C@H]([C@]1(clceeecl)OC(0)(0)0)O -6.3
9
155365 | Olc2cc(c3c(=0)cc(oc3c2[C@@H](C1)[C@H](C(C)(C)OC(=0)C)OC(=0)C)cleccceel)OC -6.3
44257645 | O1c2cc(c3c(=0)cc(oc3c2[C@@H](CH[C@@H](C(C)(C)OC(=0)C)OC(=0)C)clcccecl)OC -6.3
87771765 [C@H]1(C(=0O)c2ccecec20[C@]1(clccecec])C(=0)clee(c(c(c1)0)0)0)OS(=0)(=0)0 -6.3
12971327 |Cl[C@@]1(CC(=S)c2ccccc201)cleccccl -6.2




4

12988909

Olc2ccec(C)2[C@](C)Y[C@@](O)([C@]1(C)cleccecl)O)O -6.2
7
12982239 olc(cc(=0)c2c(c(c(c(c12)N(=0)=0)OC(=0)C)OC(=0)C)OC(=0)C)clcccecl -6.1
0
16092266 Clclcc(nenl) N1CCNCCI1 -5.9
9262 nlcnencl -3.3




