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abel ;SMILES;Prediction;Probability (Active);AD similarity;In AD;AD warning;MolWt
:0clece (—c2cece3ce2SC2C=CC=CC2S3) cc10;Active:0. 83;0. 353;No;Outside AD: prediction
:C/C(=N\OCCHN) clcce (Sc2ec ([C@@]3 (C) COC(C) (C)03) cs2)ccl;Active;0.807;0.696;Yes; ;4
:CC(C)cleec2e(c1) e (SC(C) (C)C) e (CC(C) (C)C(=0)0)n2Cclcec(Cl)cel;Active;0.647;0.58;
:CC(=0)N(0)C/C=C/clccce (0c2ccece2) cl;Active;0.917;0. 493 Yes; ;283. 33;3.73;49.77; 1
‘Oclcee (—c2ccec(Cl)c2)cel0;Active:0.89:0.54:Yes: :220.66:3.42:40.46:2:2:1:0.723:0
:Cclce (—c2cce (C(=0) [C@@H] 3CCCCLC@H]3C (=0)Nc3enn4c3C (=0)N(C)CC4) cc2)n[nH]1:Active
:0=C(0) /C=N/0C (clccc (0Cc2nc3cccceds2) ceclBr) C1CCCCCT ;Active;0.917;0. 705;Yes; ;503. -
:CC1Cc2c (0Cc3ccee (—c4ececcd) en3) ceede2e (¢ (CCOc2cccec2CC (=0) 0)n3Cc2cccece (F) ¢2) S1;Ac
:C/C (=N\0C (CC1ccccCl) elece (0Cc2cccdceccee3n2) cel)C(=0)0; Active:;0.983:0. 754:Yes: : 4
:CC/C (=N\OC (clcce (0Cc2ccc3cecceee3n2) cel) C1ICCCCCL) C(=0) 0;Active:; 1. 0:0. 813;Yes; ;446
:CCOclcec (—c2csc (Ne3eee (0) ce3)n2) cel;Active; 0. 828;0. 652;Yes; ;312. 39;4. 66;54. 38;2
:COC1 (c2cc (F) cc (0Cc3cecde (e3) sc (=0)n4C) ¢2) CCOCCI ;Active: 0. 853;0. 703;Yes; ;403. 48;.
;C/C(=C\CC/C(C)=C/Cc[C@l1(C)CCc2¢c (C)c(0)c(C)c(C)c201)CCC=C(CO)CO;Active;0.927;0..
:Cclnsc (NC (=0) C2CCCCC2C (=0) c2ccc (—c3cen[nH]3) cc2) c1CHN; Active; 0. 965;0. 578;Yes; ;4
;C/C(=C\CC/C(C)=C/CC[C@]1(C)CCc2cc(0)c(C)c(C)c201)CCC=C(CO)CO;Active;0.9;0.474;Y
:0clcce (—c2nc (—c3cee (F) ce3) e (—c3cenced) [nH]2) cel;Active:0.895;0. 714;Yes; ;331. 35;:
:0=[N+] ([0-]) clcce (—c2nc (—=c3cce (F) ce3) ¢ (—c3cence3) [nH]2) ccl;Active: 0. 65:0. 666 Ye
:CCCCC (0/N=C/C(=0)0) clccc (0Cc2ccc3cecee3n2) ccl;Active:0.96;0. 693:Yes: ;392. 46:5. 1
:0=C (Nc1nc (C2€C2) ns1) C1CCCCCIC (=0) clcee (—c2cen[nH]2) cel;Active;0. 988;0. 602;Yes; ;-
:C/C(=C\CC/C(C)=Cc/cclce]1(C)CCc2cc (0)cc(C)c201)CC/C=C(\C)C(=0)0;Active;0.935;0.6
:CC1Cc2c (0Cc3cce (—cdeccecd) en3) ceede2e (¢ (CCOc2ccecc2CC (=0)0) n3Cc2ccc (Cl1) ce2)S1:A
:CC(C)Cclcec (C(C)c2nedece (CCC(=0)0) cee3n2Cc2ccecc2Cl) cel;Active; 0. 527;0. 447 Yes: ;-
:0=CIN=C(c2ccc3cccec3ce2)S/Cl=C\clcce (0c2cccec?) ccl:Active: 0. 843:0.565; Yes; :407. 4
:CCCCCCCCcele (—c2cce (0) ¢ (0) c2) oc2c (0C) ¢ (0C) cc (0C) c2¢1=0;Active;1.0;1.0;Yes; ;456. 5
:COC(=0) clccc2e (c1)Neleececl102:Active: 0. 547:0.617;Yes: :241.25:3.32:47.56:1:4:1:0
:COclce (/C=C/c2ccc(0)c(0C)c2)cc(0C) cl;:Active;0.565;0.67;Yes; ;286.33;3.59:47.92:1
;C/C(=C\CC/C(C)=C/CC[C@]1(C)CCc2c (CN(C)C)c (0)cc(C)c201)CC/C=C(\C)C(=0)0;Active;0
:COclecc2ce (/C=C3\SC (c4cce (C1) cc4)=NC3=0) ccc2cl;Active;0.93:0.699:Yes; :379.87:5..
:CCOC (=0) C1 (c2ccce (0Cc3ccede (cec (=0)n4C) ¢3) ¢2) CCOCCL ;Active: 0. 668:0. 707;Yes: ;421
;0=C (Nclcee2ce (c1) CCN2Cclecce (F) cc1)NC12C[C@H] 3C[C@@H] (C1) C[C@@H] (C2)C3;Active;0. 7.
:0=C(Nclcce2e (c1) CCN2Cclcecc (F) ccl) C12C[C@H] 3C[CeeH] (C1) C[CeeH] (C2) C3;Active;0.59
:COclccecclCNC (=0) /C(C)=C/CC/C(C)=C/CC/C(C)=C/CClC@]1(C)CCc2¢cc(0)cc(C)c201;Activ
:0=CIN=C(c2ccc (C1)cc2)S/C1=C\clccc (0Cc2ccccc2)ccl;Active: 0. 86:0. 645;Yes: ;405.91;.
:0=CIN=C(c2ccc (Cl) cc2)S/C1=C\clccc (Oc2cccec?) cel;Active:0. 895:0. 686:Yes: ;391. 88;1
:CCCOclcee (/C=C2\SC (c3ccc (C1) ce3)=NC2=0) ccl:Active;0.89:0. 663:Yes: :357.86:5.19:3
:Ccle(C)c2c(c(C)cl0)cclca@e] (C) (CCCe(C)ceee(C)cecc(C)C(=0)0)02;Active; 0. 772;0. 398
:COclecce (/C=C2\SC (c3cccdceccedce3)=NC2=0) ccl:Active:;0.897:0. 707:Yes: ;:345. 42:4.91:.
:COclcee (/C=C2\SC (c3cccdeccecde3) =NC2=0) cc10;Active;0. 858:0. 535;:Yes: ;361.42:4. 62
:NC (=0)N (0) C[C@H] 1COc2ccc (Oc3cce (F) ce3d) cc201;Active;0. 825;0. 562;Yes; ;334. 3;2. 53;"
:CC(=0)N(0)CC1=Cc2cc (0c3ccece3d) ccc20C] ;Active; 0. 955;0. 775; Yes; ;311. 34;3.49;59. 0;
:COclecce (C2=NC (=0) /C(=C/c3ccc (C1) cc3)S2) cel:Active:0.993:0. 866 Yes: :329. 81:4.41;.
:COclcce (C20CC (=CCC/C(C)=C/CC/C(C)=C/CC[C@]3 (C)CCc4c (C)c(0)c(CO)c(C)c403)C02)ccl
:C/C(=C\CC/C(C)=C/CC[C@]1 (C)CCc2cc (0C(=0)CCC (=0)0) cc (C) c201) CCC=C (CO)CO;Active;0
:0=CIN=C(c2ccc (C1)cc2)S/Cl=C\clcccc (Oc2cccce2) cl:Active:0.905:0.59:Yes; :391.88:6
;C/C(=C\CC/C(C)=C/CCC@]1(C)CCc2c (C)c(0)cc(C)c201)CCC=C(CO)CO;Active;0.915;0.615
:0=CIN=C(c2ccc (0Oc3cceee3) cc2)S/C1l=C\clccc (0c2ccece?) cel;Active:0.91;0.674;Yes; ;4
:COclcee (/C=C2\SC (c3cce (Br) ce3)=NC2=0) ccl:Active;0.945:0. 775;Yes; :374. 26:4. 52: 38
:CNC (=0)N(0) CC1COc2ccc (Oc3ceeeed) cc201;Active; 0. 835;0.609; Yes; ;330. 34;2. 65;80. 26
:CCclec (/C=C/c2cccs2)cc(CC)cl0:Active:0.73:0.641:Yes: :258.39:4.75:20.23:1:2:4:0.:
:COclce (/C=C/c2cccs?2) cc (0C) c10;Active;0.892:0. 702:Yes: ;262. 33:3.64:38.69:1:4:4:0
:CC(=0) C1 (c2ccee (0Cc3cec4e (cee (=0) n4C) ¢3) ¢2) CCOCCL ; Active; 0. 641;0. 748;Yes; ;391. 4
:NC (=0)N(0) CC1COc2ccc (Oc3cce (F) ce3) cc201;Active; 0. 825;0. 562;Yes; ;334. 3;2.53;94. 2
:COclcce (/C=C2\SC (c3ccce (C1) ¢3)=NC2=0) ccl;Active:0.925:0. 739:Yes; :329. 81:4. 41:38
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:CCC(0C) (clecee (0Cc2cece3cecce3e2) cl) clneesl; Inactive;0. 128;0. 767;Yes; ;389. 52;6. 1i
;C/C(=C\CC/C(C)=C/CC[C@]1(C)CCc2c (CN3CCCCE3) ¢ (0) cc (C) ¢201) CCC=C (CO) CO;Active;0. 8
;C/C(=C\CC/C(C)=C/CcC@]1(C)CCc2c (CN(C)C)c(0) cc (C) c201) CCC=C(CO)CO;Active;0. 878;!
:COclcee (=n2nc (CH#CC (C)N(0) C(C)=0) cc2—c2ccc (C1) cc2) cel;Active;0. 743;0. 373;Yes; ;40
:COclceece (CNC(=0) /C(C)=C/CC/C(C)=C/CC/C(C)=C/CC[C@]2(C)CCc3cc(0)cc(C)c302)cl;Act
:COclceecclCNC (=0) /C(C)=C/CC/C(C)=C/CC/C(C)=C/CCLC@]1(C)CCc2c (C)c(0)cc(C)c201;Ac
;C/C(=C\CC/C(C)=C/CCC@]1(C)CCc2c (CN3CCOCC3) ¢ (0) cc (C) ¢201) CCC=C (CO) CO;Active;0. 8
:NC (=0)N (0) CC1COc2ccc (Oc3cceee3) cc201;Active; 0. 765;0. 627;Yes; ;316. 31;2. 39;94. 25;:
:CCOC (=0) clc (—c2cc (C) cc (C) c2) [nH]c2clcc (0) cleceecl2;Active;0.963;0. 76;Yes: ; 359. 4
:CCCCCCOclc (—c2ccc (0) ¢ (0) c2) oc2ce (0C) ¢ (0C) ¢ (0C) c2¢1=0;:Active:0. 82:0.831:Yes: ;444
:C/C(=C\CC/C(C)=C/cclce]1(C)CCc2cc (0)cc(C)c201)CC/C=C(\C)C(=0)N1CCCCC1;Active;O0.:
:CC(=0) clcc (—c2cceec2) c2ecce (0Cc3cccec (C4(0) CCOCC4) ¢3) ce2el;Active;0.713;0. 771; Yes
:COclece (/C=C2\SC (c3ccc (C1) cc3)=NC2=0) c2cccecl2;Active; 0. 797:0.58:Yes; :379.87:5..
:NC (=0)N(0) CC1=Cc2cc (0CCCc3ccceed) cec20C];Active:0.81:0.677;Yes: ;:354.41:3.24:85.1
:0=CIN=C(c2ccc (0Oc3cceee3) cc2)S/Cl=C\clcec2cecec2el ;Active; 0. 858;0. 564 ; Yes; ;407. 4
:COclcee (/C=C2\SC (c3ccee (NC (=0) C45CCHCC (CC(C6) C4) Ch) ¢3)=NC2=0) ccl:Active:0.833:0
:COclecce (/C=C2\SC (c3ccec (Ocdcececd) ce3)=NC2=0) c2cccecl2;Active; 0. 775:0. 567:Yes: : 4
:Cclnc (NC(=0) c2cceec?) sc1C(=0) /C=C/clccc (F)ccl;Active:0.685:0.512:Yes; :366. 42: 4.
:0=C(NCclccce2ececcl12)Neleee2e (e1) CCN2Celece (F) cel;Active: 0. 755:0. 609;Yes:; ;425. 5
:C/C(=C\CC/C(C)=C/CcCclc@]1(C)CCc2c(C)c(0)cc(C)c201)CC/C=C(\C)C(=0)0;Active;0.95;0
:C/C(=C\CC/C(C)=C/CcC[C@]1(C)CCc2cc (0)cc(C)c201)CCC=C(CO)CO;Active;0.877;0.61;Yes
:COclecce (/C=C2\SC (c3ccc (C(=0) c4cceced) cc3) =NC2=0) ccl;Active; 0. 887:0. 741:Yes: :399
;CC(=0) Ocleccc (/C=C/C(=0) 0CCc2cnnn2CCCOC (=0) C2 (C) CCe3c (C) ¢ (0C (C) =0) ¢ (C) ¢ (C) ¢302) ¢
:CC(C) (Cclc2e3ce (¢ (0Ccdcce (—cheeeeeh) end) ceednlCelece (C1) cel) CCCS2) C(=0) 0;Active;!
:CC(/C=C/clccc (0c2ccce (F)ce2)ol)N(0)C(N)=0;Active:;0.932;0.698;Ves; ;306.29;3. 38;88
:CC(=0)clcee (/C=C2\SC(c3ccc (C) cc3)=NC2=0) ccl;Active:0. 748:0. 761:Yes; :321.4:4. 26;-
;C/C(=C\CC/C(C)=C/CCC@]1(C)CCc2c (C=0) c (0) cc (C) c201) CCC=C (CO) CO;Active;0. 855;0. 5
:C/C(=C\CC[C@]1(C)CCc2cc (0)cc(C)c201)CC/C=C(\C)CCCC(C)C(=0)0;Active;0.833;0.597;
:COclecce (/C=C2\SC (c3cccdcecce4ce3)=NC2=0) c2cccecl2;Active: 0. 77:0. 538:Yes; :395. 48;
‘NC(=0)N(0) C[C@@H] 1COc2ccc (Oc3cce (F) cec3) cc201;:Active: 0. 825:0. 562;Yes: :334.3:2.53
:CCOC (=0) c1c (CSc2c (C) ccec2C) [nH]c2¢lec (0) clececel2;Active:0.973:0. 781:Yes: ;405. 5
:C/C(=C\CC/C(C)=C/cC[Ce]1(C)CCc2c (CN3CCCC3) ¢ (0)cc(C)c201)CCC=C(CO)CO;Active;0. 80
:C/C(=C\CC[C@]1(C)CCc2cc (0)cc(C)c201)CCC=C(CO)CO;:Active;0.877:0.61;Yes:;:360.49:4
;COC (=0) C (C)Cce/C(C)=c/cc/c(C)=C/cclcal1(C)CCe2ec (0)cc(C)c201;Active;0. 825;0. 59;
;C/C(=C\CC/C(C)=C/CC[C@]1(C)CCc2¢c (C)c(0)c(C=0)c(C)c201)CCC=C(CO)CO;Active;0. 868;!
:CC1(C)c2cccea]1 (CS (=0) (=0)Nelcce3e (c1) CCN3Celeece (F)cel) C(=0)C2; Inactive;0. 458;!
:CC1(C)Cc2c (-c3cceeed) ¢ (—e3cee (C1) ce3) ¢ (CC(=0)0)n2C1 ; Inactive;0.49:0.679;Yes; ;37
:COclcce (/C=C2\SC (c3cccec3Cl)=NC2=0) ccl;Active;0.833:0.671:Yes; :329.81:4.41:38.6
; CHCCCCCCCCCOC (=0) /C=C/clccc (0C(C)=0) ¢ (0C(C)=0) c1;Active;0. 578;0. 523; Yes; ;400. 47
:C/C(=C/CC/C(C)=C/CC/C(C)=C/CcC[C@]1(C)CCc2cc(0)c(C)c(C)c201)C(=0)0;Active;0.93;0
; CCCCCCCCCCCCCCCCC1=C(0)C(=0) C=C(0)C1=0;Active;0.983;1.0;Yes; ;364. 53;6. 26;74.6;2
:CCOC (=0) C1 (c2cc (F) cc (0Cc3cce (—ndcenc4C) ce3) ¢2) CCOCCL:Active: 0. 635:0. 813 Yes: ;43
:CC(C)clec (/C=C/c2ccenc?2) cc (C(C)C)cl0;Active;0.685;0.399;Yes; :281.4:5.2:33.12;1;:
:COclcee (/C=C2\SC (c3cce (F) cc3)=NC2=0) cc1;Active:0.95:0.775;Yes; :313.35:3.9:38. 66
:COC1 (c2cc (F) cc (0Cc3cecdnence4ed) ¢2) CCOCCL ;Active; 0. 928:0. 667;Yes; ;368. 41:4.0:53
;CC(=0) clec2e3e (¢ (C) ce20c¢1=0) 0[C@] (C) (CC/C=C(\C) CC/C=C (\C) CCC=C(C0)C0)CC3;Active
:COclcce (C20CC (=CCC/C(C)=C/CcC/C(C)=C/CcC[C@]3 (C)CCcicc (0)cc (C)c403)C02) ccl0C;Acti
:C/C(=C\CC/C(C)=C/CcC[C@]1(C)CCc2c(CO)c(0)cc(C)c201)CCC=C1COC (c2cce ([N+] (=0) [0-]):
:COclcee (C2=NC (=0) /C(=C/c3ccc (C) ce3)S2) cel;Active; 0. 943:0. 832;Yes; ;309. 39:4. 06;3
:CCCOclcec (C2=NC(=0) /C(=C/c3ccc (0C) cc3)S2) cel:Active:0.925:0. 712:Yes: :353.44:4. 5
:COclcece (CCOC (=0) /C=C/c2cc (0C) c(0) c (0C) c2) c1:Active;0.891;0. 76:Yes: ;358. 39:3. 22
:CCOC (=0) clc(CSc2cc (C1) cc(Cl) c2) [nH]c2clec (0) cleceeel2;Active; 0. 953;0. 745;Yes; ;4
:CC10c2ccc (0Cc3cceeed) cc2C=C1CN(0) C(N)=0;Active;0. 773;0. 58;Yes; ; 340. 38;3. 2;85. 02
:Cclncenl—clcece (Sc2cece (C3(C(N)=0)CCOCC3) c2) ccl:;Active:;0.657:0.706:Yes::393.51:3
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:CCOC (=0) clc (CSc2c (C) cc (C) ce2C)n(C) c2ccc (0) ccl2; Inactive; 0. 419:0. 395; Yes; ;383. 51
‘NC (=0)N(0) CC1=Cc2cc (—c3cceceed) ccec20Cl ;Active: 0. 78:0. 655:Yes: :296. 33:2.9:75.79:2
; CCCCCCCCCCCCCCCC1=C (0) € (=0) C=C (0) C1=0;Active;0.983;1.0;Yes;;350.5;5.87;74.6;2;4
:0=C10Cc2clcclce (0Cc3ccee (C4(0) CCH5COC (C4) 05) ¢3) cecle2-clecceel ;Active;0. 958;0. 78
:Cclnc (NC (=0) c2cccec2) sc1C(=0) /C=C/clccce ([N+] (=0) [0-]) cl;Active;0. 618:0. 484;Yes
:COcleccecec1CCOC (=0) /C=C/c1lcc(0C) c(0)c(0C)cl:Active:;0.926:0. 77:Yes: :358.39:3.22:7
:CCOC (=0) c1c (CSc2ccee (C1) c2) [nH]c2¢lec (0)cleceeel2;Active:0.963:0. 738:Yes: ;411.9
:COclce (CC2C (=0)N(c3c (Cl) ceee3Cl) e3eceee32) ce(0C) c10C; Active; 0. 637;0. 491;Yes; ;45
:COclecce (/C=C2\SC (c3cce (NC (=0) CCc4cecced) cc3)=NC2=0) ccl;:Active:0.79:0. 603:Yes: : 4
:COC1=CC (=0) C (0c2ccc3ccece3c2)=CC1=0;Active;0.557:0. 329;:No;Outside AD: predictio
:CCOC (=0) c1c (CSc2cc (C)cc (C) c2) [nH]c2¢clec(0)clececel2;Active: 0. 963:0. 747:Yes:; ;405
:COC (=0) clc (Nc2ccee (C1) ¢2) [nH]c2cce (0) ce12; Inactive;0. 11;0. 682;Yes; ;316.74;4.06;
;C/C(=C\CC/C(C)=C/Cclc@]1(C)CCc2cec(0)c(C)c(C)c201)CC/C=C(\C)C(=0)0;Active;0.93;0
‘Fcelcee (—c2[nH]c (—c3cceec3) ne2—c2ccnce?) cel:Active: 0. 805:0. 731:Yes: ;:315.35:4.94;.
:CCOC (=0) clc (Nc2ccec (C1) ¢2) [nH]c2cce (0) cc12: Inactive;0. 177:0.669:Yes: ;330.77:4. 4
:CCCC/C(=C\clcc (0CCc2ccc (C(F) (F)F)cc2)cecl0CCelece (C(F) (F)F)cel)C(=0)0:Active:O0.
:0=C1C=C(Cc2ccc3ccece3c2) C(=0)C=C10; Inactive;0. 443;0.311;No;Outside AD: predicti
;C/C(=C\CC/C(C)=C/CC[C@]1(C)CCc2¢c (CN3CCN(C)CC3) ¢ (0) ce (C) ¢201) CCC=C (CO) CO;Active;!
:CC1(C)0c2cce (0c3ceceed) cc2C=C1CN(0)C(N)=0;Active:0.94;0.602;Yes; ;:340. 38;3. 8:85. 1
:COclcee (/C=C2\SC (c3cce (0C) ce3)=NC2=0) ccl:Active; 0. 985:0. 876 Yes: :325.39:3. 76:47
:0=C(/C=C/clcc(0)cccl0)0CCclceccel ;Active;0.59;0.529;Yes; ;284.31;2.9;66.76;2;4;5
:CCCCCCeeeCClele (—c2ceec (0) ¢ (0) c2) oc2c (0C) ¢ (0C) cc (0) c2¢1=0;Active;1.0:1.0;Yes: ;49
:Cclec (OCCCCCN2CCN (C (c3cceced) e3cecee3)CC2) ¢ (C) ¢ (C) ¢10. Cl;: Inactive; 0. 274:0. 98; Ye
:C/C(=C\CC[C@]1(C)CCc2cc (0)cec(C)c201)CCC(0)C(C) (0)CCC=C(CO)CO;Active;0. 786;0. 479
:NC (=0)N(0) CC1=Cc2cc (0Cc3cceee3) ccc20C] ;Active; 0. 81;0.696;Yes; ;326. 35;2. 81;85. 02
:CCCCCCCCC1=C(0)C(=0)C=C(0)C1=0;Active;0.983;1.0;Yes;;252.31;3.14:74.6;2;4:7;0.5
:NC (=0)N(0) CC1C0Oc2cc (Oc3ccece3) cce201;Active; 0. 765;0. 63:Yes: ;316. 31:2.39:94. 252
:CCCC/C (=C\clcc (0CCC2CCCCC2) cecl0Celeec (C(F) (F)F)ccl)C(=0)0;Active:0. 583:0. 752:Y
:0=C (Nclcce (—c2nc3cceen3c2NC2CCCCC2) cel) cleces];Active; 0. 695;0. 462 Yes; ;416.55;6
:CCCCCCC(Sclnc (C1) cc (Ne2cec (—c3cee (CEN) ce3) cc2)nl)C(=0)0; Active: 0. 868:0. 632:Yes;
:0=C(0) clccc (N(Cc2ccee (0Cc3ccecel) c2) C(=0) c2ccec (—c3cceced) ce2) cel:Active ;0. 812:0
:C/C(=C\CC/C(C)=C/CcCc[C@]1(C)CCc2c(C)c(0)c(C)c(C)c201)CC/C=C(\C)C(=0)0;Active;0.9
:0clccee (—c2cce (—c3en (CScdeceec4) nn3) cc2) cl; Inactive; 0. 495;0. 299;No;Outside AD:

:CC(=0)clc(0)cc(0)c(C/c=C(\C)CCC=C(C)C)c10;:Inactive;0.43:0.459:Yes; :304.39:4. 24
:NC (=0)N(0) CC1=Cc2cc (0Cc3ccc (C(F) (F)F)ce3) cec20Cl;Active; 0. 735;0. 628;Yes; ;:394. 35
:C/C(=C\CC[Ce]1(C)CCc2c(C)c(0)c(C)c(C)c201)CC/C=C(\C)CCC(=0)0;Active;0.915;0.639
:C/C(=C\CC/C(C)=Cc/cclce]1(C)CCc2cc (0)cc(C)c201)CC/C=C/C(=0)0;Active;0.855:0.63;Y
:C#CCCCCCOC (=0) /C=C/clccc (0C(C)=0)c (0C(C)=0)c1;Active:0.578:0.523:Yes; :358.39:3.:
:C/C(=C\CC[C@]1(C)CCc2¢cc (0)cc(C)c201)CC/C=C(\C)CCC(=0)0;Active;0.877;0.657;Yes; ;.
:CCOC (=0) clce2e3ce (e (C) cc2oc1=0) 0[C@] (C) (CC/C=C (\C)CC/C=C (\C)CCC=C(CO)CO)CC3;Acti
:CS(=0) (=0)NCclcce (—c2nc (—c3cec (F) ce3) ¢ (—c3cence3) [nH]2) cel;Active ;0. 845;0.677;Y
:0=C1Nc2cc (Br) ccc2/C1=C1/Nc2ccccc2/C1=N\O; Inactive:;0. 136:0. 38;:Yes: :356. 18:3. 42: 7.
:0=C(0)C(Sc1lnc (Cl) cc (Nc2ccc3cccee3e2)nl) cleece2ececel2;Active; 0. 97:0. 82;Yes; ;471
: CCCCC (Sc1ne (0CCc2ccc (0C (F) (F)F) cc2) ce (0CCc2cce (0C(F) (F)F)ce2)n1)C(=0)0;Active;0
:CCCCCCC (Sclnc (C1) cc (Ne2ee (C) ¢ (—e3cceeed) cc20C) nl1) C(=0) 0;Active; 0. 823;0. 614;Yes;
:CC1=NN(c2cccec2C(=0)0) C(=0) /C1=N/Nclccc (S(N) (=0)=0)ccl;Active:;0.583:0.572;Yes:
:0=C(/C=C/clcc (0)cccl0)CCclcecccel; Inactive; 0. 487;0. 427;Yes; :268.31;3.31:57.53;2;.
:Ccleee (/C=C/C(=0) c2sc (NC (=0) c3ccce (F) ce3)ne2C) cel;Active; 0. 715;0. 498; Yes; ; 380. 44
:COclcee (C(=0)Ne2ne (C) ¢ (C(=0) /C=C/c3ccc (F) ce3) s2) cel;Active;0. 74;0.519;Yes; ; 396. -
:0=C (Nclcce (0Cc2nc3cecce3s2) ccl)Neleec (C1) c(Cl) el Active: 0. 73:0. 793 Yes: ;444. 341
:COclcec (C2=NC (=0) /C(=C/c3ccdcceccd[nH]3)S2) cel;Active; 0. 64:0. 558:Yes: ;334. 4:4. 2
:0=C1C=C (0) C (=0) C (CC2CCC3CCCCC3C2)=C10;Active;0.522;0.4:Yes;:290.36;3.39;74.6;2;-
:CCCCC (Oclce (0CCc2cccee?) ce (0CCc2cccec2) ¢1)C(=0) 0;Active;0. 725;0. 51;Yes; ;448. 56;
:CC1C(=0)0C2C1CCC1(C)Cec3sc (NC(=0)Nc4cee (F) ccdF)ne3C(C)C21:Active:0.619:0. 196:No;!
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:CCCCCCC (Sc1nc (C1) cc (Ne2ceedneece3e2)nl) C(=0) OCC: Active: 0. 72;0. 503 Yes; ;459. 02;6
:CCCCC (Sc1nc (0CCc2ccecc?) cc (0CCc2ccecc2)nl)C(=0)0;Active: 0. 88:0. 875:Yes: ;466.6:5
:CCCCCCC (Sclnc (C1) cc (Ne2ne (—c3cecee3) e (C) s2)nl) C(=0)0;:Active; 0. 943;0. 794 Yes; ; 47
:0=C(0) clcce (S (=0) (=0)n2cc (—c3ccce (—c4eccecdCOc4cececheceee4b) ce3)nn2) eel; Inactive
:CC(=0)0clcee (/C=C/C(=0) 0CCCn2cc (CCOC (=0) /C=C/c3cce (0C(C)=0) ¢ (0C(C)=0) c3)nn2) ccl
:Cclcec (S(=0) (=0)n2cc (C(=0) C(=0)N3CCCC3) c3cccee3d2) cel:Active:0.973:0.62:Yes: :396
:COclce (/C=C/C(=0) /C=C/c2cc (F)c (0)c (0C)c2) cc (F)c10;Active:0. 887:0.59;Yes; ;:362. 33
:clen2e (NC3CCCCC3) ¢ (—e3cee (N4CCOCC4) ce3) ne2sl;Active;0.618;0.632;Yes; ;382. 53;4. 6
; CCCCececcceceece1=c(0c) € (0c) =CC(=0) C1=0;Active;1.0;1.0;Yes; ;378.55;6.05;52.6;0;-
:0=C (0/N=C/clccc (Br)ccl)clce ([N+] (=0) [0-]) cc ([N+] (=0) [0-]) c1;Inactive;0.273:0. 41
:CS (=0) (=0) clccee (—c2nc (—c3cee (F) ce3) ¢ (—c3cencee3) [nH12) cl:Active; 0. 895;0. 67;Yes;
:COclcee (/C=C2\SC (c3cce (N) cc3)=NC2=0) ccl;Active:0.968:0. 775:Yes: :310. 38:3. 34:64. |
;CC(=0) clece2ce (C) e3c (e (C) c20c1=0) CCLCe@] (C) (CC/C=C(\C)CC/C=C(\C) CCC=C(CO)C0)03;Ac
:Cclnc (NC(=0) c2cceec?) sc1C(=0) /C=C/clccc (N(C)C)ccl:Active:0.7:0.488:Yes;:391.5:4
:CCOC (=0) c1c (CSc2ccee (C1) c2C1) [nH]c2¢lec(0) cleceeel2;Active: 0. 955:0. 774:Yes: ;446
;CC(C)CC(=0)clc(0)c(C(CC(C)C)C2=C(0)C(C) (C)C(=0)C(C) (C)C2=0)c (0)c(C(CC(C)C)C2=C (i
:0=C(/C=C/clccc(0)c(0)c1)0Cclen (CC(Cn2cce (COC (=0) /C=C/c3cce (0) ¢ (0) c3)nn2) (Cn2cc (C
:CC(C) (C) clee (/C=C2\CCOC2=0) cc (C(C) (C)C)c10:Inactive:;0.362:0.384:Yes::302.41:4.3
:CC(C) (C)cleec (CN(C(=0) c2ccc (C(C) (C)C)ce2) c2cec (C(=0)0) cc2) ccl;Active: 0. 733:0.59
:CCCC/C(=C\clcc (0CCc2ccccce2) ce (0CCc2cecec?2) c1)C(=0)0:Active: 0. 698:;0. 468;Yes; ;444
;COclcc (/C=C/C(=0)CC(=0) /C=C/c2cc (CC=C(C)C) c (0) c (0C) c2) cc (CC=C(C)C) c10;Active;0.
:CCCCCCC(Sclnc (C1) cc (Nc2cec (—c3ccece3) ec2)nl) C(=0)0: Active:0.927:0. 75:Yes: ;:456. 0
:CCOC (=0) clc (CCc2ccc (Cl) cc2) [nH]c2cec (0) cel2; Inactive; 0. 352:0. 721:Yes; ;343. 81:4.
:0cln[nH]c2cccecl2; Inactive;0. 295;0. 276;No;Outside AD: prediction should be inte
:Cclece (C2=NC(=0) /C (=C/c3cce (0CC (=0) N4CCOCC4) cc3)S2) cel;Active:0.77;0.674:Yes; ;4
:COC1 (c2cc (F) cc (0Cc3cc (—c4cececed) n(—cdece (S(N) (=0)=0) cc4)n3) c2) CCOCC1;Active:0.9
:NC1=NN(c2cccc (C(F) (F)F)c2)CCl;Inactive;0. 365;0.323;No;0utside AD: prediction sh
:CCC(=0)Nclcee (C2=NC (=0) /C(=C/c3cce (0C) ce3) S2) cel;Active; 0. 85;0. 665;Yes; ; 366. 44 ;-
:CCOC (=0) clc (—c2ccecc2Cl) oc2cec (0) cel2; Inactive;0. 133;0. 729;Yes; ; 316. 74;4. 64;59. 1
:0=C(/C=C/clccc(0)c(0)cl1)0Cclcn(CC(CO) (Cn2cc (COC(=0) /C=C/c3ccc (0)c(0)c3)nn2)Cn2c
:0=CIN=C(c2ccc3cccec3c2)S/Cl=C\clccc2[nH]cce2cel;Active; 0. 645;0. 447 ;Yes; ;:354. 43:5
:CCCC/C (=C\clcc (0CCC2CCCCC2) cce10CCCICCCCCL)C(=0)0; Inactive: 0. 485:0. 557:Yes: ;456
:CCOC (=0) clc (CSc2c (C) ceec2C)n(C) c2ccc (0) ccl2; Inactive; 0. 382;0. 404;Yes; ;369.49:4. "
:0=C(0) clcce (N2C (=0) /C (=C\c3cce (—cdece (Br) ced) 03) C=C2c2cccec?) cel: Inactive; 0. 495
:0=C1C=C(c2cccc3c2o0c2cccec23) C(=0)C=C10;Active; 0. 525;0. 337;No;O0utside AD: predic
:COclce (C) c2c (c1C)CC(C(C)C(=0)Neleeeenl) CC2;Active; 0. 798;0. 524;Yes; ;338. 45;4.09;
:CCCOclce (C)c2c (c1C)CC(C(C)C(=0)Nelnee (C) s1)CC2;Active;0.91;0.656;Yes; ;386.56;5. !
:CCCC/C (=C\clccee (0CCc2ccecc?) c10CCelcececl)C(=0)0:Active: 0. 637:0. 489;Yes: ;:444. 5
:CCOC (=0) c1c (CSc2c (C1) ccce2Cl)n (C) c2¢ccc (0) cel2; Inactive; 0. 411:0. 441;Yes; ;410. 32;.
:CCCOclec (C) c2c (c1C)CC(C(C)C(=0)Nclncesl)CC2;Active;0.915;0.67;Yes; ;372.53;4.93;.
:CCCCC(Sclcee (0CCCOc2ccc3ncece3e2) cel)C(=0)0CC; Inactive; 0. 451;0.511;Yes; ;453.6;6
:CCCCCCLC@@H] (Sclnc (C1) cc (Nc2cec (—c3cce (CHN) ce3) cc2)nl) C(=0) 0; Active: 0. 868:0. 632
:0=C(0) /C=C/c1c (-c2ccc (S (=0) (=0) c3cceee3) cc2) ¢ (—c2cecec?) c2n1CCC2; Inactive; 0. 461
:CCOC (=0) clc (CSc2cccec2C (F) (F)F)n(C) c2cce (0) cel2; Inactive;0. 428;0. 381;Yes; ;409. 4
;C/C(=C\CC[C@]1(C)CCc2c (C)c (0)cc(C)c201)CC/C=C(\C)CCCC(C)C(=0)0;Active;0. 868;0. 6!
:CC(=0)N(C) clece (S(=0) (=0) c2cc (C3(C)COC(C) (C)03)cs2)cel;Active:0.808:0.636;Yes: ;-
:COclcece (Sc2ccec (CN(C) c3ce (C(=0)0)nedec (C1) cc (C1) e34) c2) cel:Active: 0. 552:0. 281N
:0=C(/C=C/clcccc(0)c10)0CCclccceel;Active;0.643;0. 525;Yes; ;284.31;2.9;66.76;2;4;
:0clcce (—c2ccc (—c3en (CScdcccecd)nnl) ce2) cel;Active; 0. 54:0. 289;:No;Outside AD: pre
:CCCCC1CCc2cc (0) ce3c (CCNACCN (chee (C) cenb) CC4) ¢ (C)nlc23; Inactive: 0. 4:0. 34:No;Outs
:COclcec (C2=C/C(=C/c3ccc (0) cc30)C(=0)02) ccl;Inactive; 0. 278;0. 384;Yes;:310.31:3.0
:COclce (C) c2c (c1C)CC(C(C)C(=0)NCcleccol)CC2;Active;0. 534;0. 466;Yes; ;341.45;3.96;
:COclce (C(=0)Ne2nce3ce (s2)CLC@]2 (C) CClceeH] 4 [ceH] (0C (=0) [C@H]4C) [C@H]2[C@@H]3C) cc (i
:CCOC (=0) c1c (CSc2cec (OC(F) (F)F)cc2)n(C) c2ccec(0)cel?2: Inactive:0. 376:0. 354 Yes: ;42
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:CCCCC(Cclee (0CCc2cccec?) cecl0CCeleceecl)C(=0)0;Active;0.675;0. 506;Yes; ;446.59;6
:CCCOclcc (C)c2c (c1C)CC(C(C)C(=0)Neleccenl)CC2:Active:0.875:0.659;Yes: ;:366.51:4.8
:CCCC/C(=C\clcc (0CCc2cccce2) cecl0CCeleceeel)C(=0)0;Active: 0. 693:0. 636:Yes; ;444. 5
:CCCC/C(=C\clcc (0Cc2cce (OCCN3CCOCC3) cc2) cecl0Celeec (C(F) (F)F)ccl)C(=0)0:Active:0
:COclcee (C2=NC (=0) /C(=C/c3ccc (0C) cdcecee34) S2) cel;Active; 0. 795;0. 615;Yes; ;375. 45
;C/C(=C\CC[C@]1(C)CCc2cc (0) cc (C)c201)CC/C=C/C(=0)0;Active;0.821;0.616;Yes;;344. 4
:C#CCCCCOC (=0) /C=C/clccc (0C(C)=0)c (0C(C)=0)cl;:Active;0.521;0.522;Yes;:344.36;2.9
:CC(C)C(=0) clc(0)c ([C@aH] (C2=C(0)C(C) (C)C(=0)C(C) (C)C2=0)C(C)C)c(0)c2c10C1=C (C (=
;C/C(=C\CC/C(C)=C/Cc[C@]1(C)CCc2¢c (C)c(0)c(C)e(C)ec201)CC/C=C(\C)C(=0)N1CCCCCL;Act
:CCclec (/C=C/c2ccc (0C) cc2) cc(CC)c10:Active:0.613:0.549;Yes: ;:282.38:4.7:29.46:1:2
;0=C (NcC12C[CeH]3c[ceeH] (C1)C[c@eH] (C2)C3)Nelcee2e (c1) CCN2Cclece (C(=0)0) cel; Inac
:Cclec (CCc2ccc (F)ce2) ce (C) cl10;Active; 0. 793;0. 421;Yes; ;244. 31;3.93;20.23;1;1;3;0.:
:CC(C)clee(/C=C/c2cccs2)cc(C(C)C)cl0;Active;0.642;0.541;Yes; ;286. 44;5.87;20.23;1
;COC (=0) CCCnlcec2cce (NC(=0)NCC34C[C@H] 5C[CeeH] (C3) C[Ca@H] (C4) C5) ccc21;Active;0. 62
:CCCC/C(=C\clcc(C)c(0)c(C)cl)clece (F)eecl;Active:;0.633:0.429:Yes:; ;298. 4:5. 88:20. 2.
:Cclece (/C=C/c2cc(C)c(0)c(C)c2)sl;Active;0.9;0.552;Yes; ;244. 36;4.55;20.23;1;2;2;
:Cclece (CN(c2cee (C(=0)0) cc2) S (=0) (=0) c2ccc (—c3cccced) ce2) cel;Active;0.51;0.601;Y
:COclcee (C20CC (=CCC/C(C)=C/CC/C(C)=C/CC[Ca]3 (C)CCcicc (0CCCC (=0)0) cc (C) c403) CO2)
:C/C(=C\CC/C(C)=C/CC[C@]1(C)CCc2c (CN3CCN(C)CC3)c (0)c (CN3CCN(C)CC3) ¢ (C) c201) CCC=C
:Cclee (0) cc2e10[C@] (C) (CC/C=C/C(=0)0)CC2;Active;0.689;0.505;Yes;;276. 33;3. 21 ;66.
:NC (=0) C1 (c2ccce (Sc3cee (—n4enne4) ce3) ¢2) CCOCCL ; Active; 0. 579;0. 573;Yes; ; 380.47;2. !
:Cclce(Cc2ccenc?2)cc (C)cl0:Active:0.635:0.39:Yes::213.28:2.99:33.12:1:2:2:0.831:1
:Celec (/C=C/c2ccc (F) cc2F) cc (C) c10;Active; 0. 882;0. 552; Yes; :260. 28:4. 46:20. 23:1; 1
:CCclce (/C=C/c2ccenc2) ce (CC) c10;Active; 0. 672;0. 433;Yes; ;253.34;4.08;33.12;1;2;4

:Cclec (/C=C/c2ccccc2Br) cc(C)cl0;Active;0.873;0.581;Yes; :303.2;4.94:20.23;1;1;2;0
;Cclee (0) cc2c10[C@] (C) (CCCC(C) CCCC(C)CCCC(C)C(=0)0)CC2;Active;0.66;0.417;Yes; ;43
:Celece (/C=C/c2cc (C(C) (C)C)c(0)c(C(C) (C)C)c2)ccl;Active:0.668:0.47;Yes; :322.49:6
:0=C(Nclcce2e (cen2Cc2ccce (F) ce2) c1)NC12C[CeH] 3C[Ce@H] (C1) C[Ce@H] (C2)C3;Active;0.5
:Cclec (/C=C/C(=0) c2ccc (F)cc2) cc (C)cl0;Active;0.593;0.533;Yes; ;270. 3;4.04;37.3;1;:
:Cclce (/C=C/c2ccce3cecee23)ce (C)cl0:Active:0. 802:0. 549 Yes: :274. 36:5.33:20.23:1;
:Cclec (CCC(=0) c2cce (F)ce2) cc (C) c10;Active; 0. 657:0.379:Yes: ;272.32:3.96;37.3:1:2;.
:Cclncenl—cleece (COc2cc (F) ce (€3 (0) CCOCC3) c2) cel;Active;0.63;0. 788;Yes; ;382.44;3.9
;COC (=0) /C(C)=C/CC/C(C)=C/CC/C(C)=C/CC[C@]1(C)CCc2c (c(C)cc(0)c2C(=0)0C)01;Active
;C/C(=C\CC/C(C)=C/CCC@]1(C)CCc2c (C)c(0)cc(C)c201)CC/C=C(\C)C(=0)N1CCCCCL;Active
:Cclec (OCCN(C)C) ¢ (C) c2c1cCC(C(C)C(=0)Nelneesl)C2;Active: 0. 88:0.562:Yes; ;401.58:4
:COclce (/C=C/c2cces2) ce (F)cl0;Active;0.873;0. 644;Yes; ;250.29;3.77;29.46;1;3;3;0.:
:Cclec (/C=C/c2cc (F)cc(F)c2)ce(C)cl0;Active;0.912:0.593;Yes; ;260. 28:4. 46;20. 23 1;
;COC (=0) C (C)CCC/C(C)=C/CC/C(C)=C/CCLC@]1(C)CCc2cc (0C) ce (C)c201;Active;0.802;0. 50
: CCCCCCCCCCCCCCCCC1=C(0)C(=0)C=C(0C)C1=0;Active;0.993:1.0;Yes;;378.55;6.35;63.6;
:CCCCCclce (0C(C)=0) cc (0C) c10C(C)=0; Inactive;0. 449;0. 552;Yes; ;294. 35;3. 28;61. 83;0
:0clecce (CCC2CCC (e3cce (0) ce3)C02) cel; Inactive; 0. 366;0. 276;No;Outside AD: predicti
:C=CCclccc (0) c(—c2ccc (0C) c (/C=C\C)c2)cl;Active;0.545;0. 348;No:Outside AD: predic
:CCCCC(Sclnc (C1) cc (Nc2cee3neece3ce2)nl) C(=0) 0CC; Active:;0. 703:0. 462:Yes:; ;430. 96;5. |
:0=C(0) clcce (N(Cc2cce3e (¢2)0CC03) S (=0) (=0) c2cce (—c3ceceeld) ce2) cel; Inactive; 0. 399
:CCCCNC (=0)N(0) CC1COc2cccec201 ; Inactive; 0. 258;0. 583;Yes: ;280. 32;2.03;71.03;2;4;5
:CC(C) (C)clec(/C=C/c2cccs?2)cc(C(C) (C)C)cl10:Active:;0.62:0.571:Yes; :314.49:6.22:20
:CCOC (=0) C(Sc1nc (C1) cc (Nc2cce3necee3e2)nl) cleeceel;Active: 0. 733:0. 475:Yes; ;450. 9
:CCOC (=0) c1c (NC(C) c2cccec?2) [nH]c2cee (0) cel12; Inactive;0. 229;0.526;Yes; ;324. 38;4. 2
:CCC(0C) (clecee (COc2cece3ccecce3e2) cl) clneesl; Inactive; 0. 215;0.693;Yes; ;389. 52;6. 1i
:CCCCCC (=0) c1c (0) c (C(C2=C(0)C(C) (C)C(=0)C(C) (C)C2=0)C(C)C)c(0)c2¢10C1=C(C(=0)C(C.
:0=C(0) /C=C/c1c (—c2ccc (S(=0) (=0)Cc3cceced) ce2) c(—c2ccece?) c2n1CCC2; Inactive; 0. 44
:COclceee (CN(C(=0) c2cce (—c3ceeced) ce2) c2ece (C(=0)0) cc2) ¢l ;Active; 0. 81;0. 593; Yes;
:CC(=0)0clcee (/C=C/C(=0) CCCN=[N+]=[N-]) cc10C(C)=0; Inactive;0. 473;0. 402;Yes; ;331..
:Cclcee (Sc2ne ([N+] (=0) [0-]) nn2CC (=0) c2ccccc?2) cel: Inactive: 0. 424:0. 269;No; Outside
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:CCCclcce (0) c(—c2cec (0C) c (CCC) c2) cl;Active;0.59;0.359;Ves; ;284. 4;4.97;29. 46;1:2;
:CCCCCCC(Sclnc (C1) cc (NCec2cece3necee3e2)nl)C(=0)0CC; Active: 0. 633:0. 442:Yes: :473. 04
:CCCCCCC1=CC(=0) C(0)=CC1=0;Active;0.627:0.556;Yes; ;208. 26;2.48;54.37;1;3;5;0. 557
:Cclece2ne (—e3ccee (0CC4CCN (C (=0) Nebeee (C1) ceb) CC4) ce3) ¢ (NC3CCCCC3) n2¢l ;Active; 0. 7-
:CC(C) (C)CNC (=S)Nclcce2e (c1)CCN2Cclcece (—c2cccce2) cel; Inactive; 0. 405;0. 763 Yes; ; 4
:CCCCCCLC@H] (Sc1nc (Cl)ce (Nc2cce (—c3ccc (CiN) cc3) ce2)nl)C(=0)0;Active; 0. 868:0. 632;
:C=CCclccc(0)c(—c2ccc (0C) c (CC=C)c2)cl;Active;0.573;0.374;Yes; :280. 37;4. 52:29. 46;
:CCCCCCN (cleece (C(=0)0) cc1) S(=0) (=0) clcce (—c2cccce2) cel;Active; 0. 781;0.575;Yes; ; 4
;CCCCCCC (Sclnc (C1) ce (Ne2ee (0CC(F) (F)F) cc (0CC (F) (F)F)c2)n1)C(=0)0;Active;0. 661;0. .
:Cclcece2ne (—c3cee (0CCACCN (C (=0)Neheee (C1) ¢eh) CC4) ce3) c (NC(C)C)n2¢l:Active:0. 72:0
:CC(C) (C) cleee (CN2CCN(C (=0) CCe3cc (—cdcece (F) ccd)n(—c4cee (C1)nnd) n3) CC2) ccl:Active
:CC1CN (c2ccece (C1)n2)NC(=0)N1; Inactive;0. 037;0. 69;Yes; ;226.67;1. 16;57.26;2;3;1;0.
: CCCCCCCCCCeeeecee1=c(0c) € (=0) Cc=C(0C) C1=0;Active;1.0;1.0;Yes; ;392.58;6.44:52.6;0
:CCCC/C (=C\clecce (0CCCOc2cccc (C)c2C) ccl)C(=0)0: Inactive; 0. 497:0. 497:Yes: :382.5:5.:
;CCCCCC (=0) c¢1c (0) cc (0) ¢ (C(C2=C(0)C(C) (C)C(=0)C(C) (C)€2=0)C(C)C) c10; Inactive;0. 16!
:CC(C) (C)clee (/C=C/c2ccenc2) ce (C(C) (C)C)cl10;Active;0.662;0.429;Yes; ;309.45;5.55;:
:CCCCCCC (Sclnc (C1) cc (0c2cee3dnecee3e2)nl) C(=0)0CC: Active:0.717;0.419;Yes; ;460.0;6
:CclececelCCnlee (—c2ccc (—c3cece (N) ce3) cc2)nnl ;Active: 0. 574:0. 255;No;Outside AD: p
:0=C1Nc2c (Br) cccc2/C1=C1/Nc2ccccc2/C1=N\O; Inactive;0. 289;0. 31;No;Outside AD: pre
:CCOC (=0) clc (CCc2cccc (Cl)c2) [nH]lc2ccc (0) ccl2; Inactive;0. 163;0. 724;Yes; ;343. 81;4.
:0=C(0) clecce (N(Cc2ccc3ceccee3de2) C(=0) c2cee (—ec3ccece3d) ce2) cel ;Active ;0. 715;0. 631;Y
:CC(=0)clc(0)cc(0)c(C(CcC(C)C)c2c(0)cc(0)c(C(C)=0)c20)cl10;Inactive:0.242:0. 356;Ye
:CCCclece (0)c(=c2ccc(0)c(CCC)c2)cl;Active;0.557;0.287;:No;Outside AD: prediction

:Cclece (—c2cce (C(F) (F)F)nn2-c2ccc (S(N) (=0)=0) cc2) ccl;Active;1.0;0.977;Yes; ;381. 38
:CCOC (=0) C(Sclnc (C1) ce (Nc2ccee (C) c2C)nl) clecceel ;Active: 0. 744;0. 446;Yes; ;427. 96;.
:CCOC(=0) c1c (CSc2cc (C)cec(C)c2)n(C) c2ccc(0)cel2; Inactive: 0. 398:0. 38:Yes: :369. 49:4
:0=C(0)C(Sc1lnc (C1) cc (NCCCc2cccee2)nl) clecec2eccecl2:Active; 0. 87:0.672:Yes: ;463.9
: CHCCCOC (=0) /C=C/c1cce (0C(C)=0) c (0C(C)=0) c1;Active;0. 543;0.499;Yes;;316.31;2.12;
:clen2c (NC3CCCCC3) ¢ (—c3cee (N4CCOCC4) ce3) ne2enl ; Inactive: 0. 49;0. 686 Yes; ;377.49;3
:0=C(0) /C=C/clc (—c2ccc ([S+] ([0-]) c3cccee3) ce2) ¢ (—c2ccece?) c2n1CCC2: Inactive: 0. 36
;CC(C)=CCC/C(C)=C/CC1=C(0) C(=0)C=C(0) C1=0;Active;0.603;0.57;Yes;;276. 33;3. 48;74.
:COclcee (/C=C2\0C (c3cce (C) ce3)=NC2=0) cc1; Inactive:;0. 371:0.552;Yes; :293.32:3.35:4
:0=C(0) clcc (—c2cce (—c3ccee (—cdec (C(=0) 0) cbee (C1) ceebnd) ce3) ce2) ne2ece (C1) ccl2; Ina
:Cclcec (—c2cc (CCC(=0)0c3cec (C(C)C) ce3) nn2—c2cccece?) cel;Active: 0. 67:0. 405; Yes: ;42
:CC1C (=0) 0C2C1CCC1 (C) Ce3sc (NC (=0) cdccebe (c4) 0C05) ne3C(C) C21;: Active ;0. 531:0. 233N
:0=C(0) /C=C/clc (—c2ccc (Ne3ceeeed) ce2) ¢ (—c2cceec2) ¢2n1CCC2; Inactive; 0. 497;0. 308;N
: CCCCC/C=C\C/C=C\C=C\C=C\ [C@@H] 10[C@H] 1CCCC(=0)0;Inactive;0. 38;0.545;Yes; ;318. 46
:CCCCCCC(Sclnc (C1) cc (Ne2cece (C) c2C)n1)C(=0)0;Active:0.79:0.629:Yes; :407.97:6. 01 ;
:CCCCC (Celece (0CCCOc2ccec (C) c2C) ccl)C(=0)0; Inactive;0. 258:0. 597:Yes: ; 384. 52:5. 58
:C/C=C (/C=0) [C@@H] (CC=0)CC(=0)0CCclccc (0)c(0)cl;Active;0.68;0.324;No;0utside AD:
:0clc (F)c(F)cc(=c2nc (—c3cee (—c4eescd) ce3)no2) clF; Active ;0. 591;0. 239;No;Outside A
;C0clc (CC=C(C)C)c (0)c(C(CC(C)C)c2c(0)c(C(C)=0)c(0)c3c20C(C) (C)C(0)C3)c(0)clC(C)=
:C=CCclccc(0) c(=c2ccc(0C) c (/C=C/C)c2)cl;Active;0. 545;0. 348;No;Outside AD: predic
:0=C(0) clcce (N(Cc2cnc3ccecce3ce2) S (=0) (=0) c2cce (—c3cceeed) ce2) cel;Active; 0. 53;0. 59
:0clcce (—c2ccce3ce2Sc2ccecec2S3) ¢ (0)cl; Inactive;0. 359;0. 253;:No;Outside AD: predict
:0=C(/C=C/C=C/clccc(0)c(0)c1)NICCCCCI:Active;0.591:0.357:Yes;:273.33:2.68:60. 77"
:0=C(0) /C=C/c1c (-c2ccc (Cc3cecee3) cc2) ¢ (—c2cecec?) ¢2n1CCC2: Inactive ;0. 455:0. 295N
:CCCOclcee (/C=C2\SC (c3ccc (0C) ce3)=NC2=0) ccl:Active; 0. 925:0. 712:Yes: :353. 44:4. 55;-
:CCCCC1=C(0C)C(0C)=CC(=0)C1=0;Active;0.693;0.879:Yes; ;224.26;1.76;52.6;0;4;5;0.5
:0=C(0) /C=C/clc (—c2ccc ([S+] ([0-])Cc3ccecel) cc2) c (—c2ccecec?) ¢2nl1CCC2: Inactive:; 0. 4
:C=CCclcecc (0C(C)=0)c (-c2ccc (0C) c (CC=C)c2)cl;Inactive;0.47;0.328;No;0utside AD: p
:CCOC (=0) clc (CSc2cec (0C) cc2)n(C) c2ccc (0) ccl2; Inactive; 0. 381;0. 368;Yes; ;371. 46;4. .
:0=C(clcceeel) clsc (N2CCOCC2) nel—cleceeel ;Active;0.679;0.617;Yes; ;350. 44;3. 88;42.
:CCOC (=0) c1c (N2CCN (c3cee (C1) cc3)CC2) [nH]c2cec (0) ccl12: Inactive: 0. 255:0. 569:Yes: ;3
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:0=C(/C=C/C=C/clcc(0)c(0)c(0)c1)NICCCCCIL;Inactive;0.476:0.256;No;0utside AD: pre:
:CCOC(=0) clc (Nc2ccece2) [nH]c2cec (0) ccl12; Inactive: 0. 18:0. 565; Yes: :296. 33:3. 79:74. .
:0clcee (Ce2ccedceecee3ce2) c(0)cl;Inactive;0.395;0. 343;No; Outside AD: prediction sh
;C0c1c (CC=C(C)C)c (0)c(C(CC(C)C)c2c(0)c(CC=C(C)C)c(0)c(C(C)=0)c20)c(0)c1C(C)=0;1In
:CCCCNclce (C1)ne (SC(C(=0)0) c2ccee3ecece23)nl;Active; 0. 843;0.658;Yes; ;401.92;5. 41
:CC(=0) clc (0) c (C(CC(C)C)c2c(0)c3c (c(C(C)=0)c20)0C(C) (C)C=C3)c(0)c2c10C(C) (C)C=C2
:Celece (S(=0) (=0)N(Cc2ccc(Cl)c(Cl)c2) c2ccc(C(=0)0)ce2) cel;Active;0.575;0. 484:Yes
:CCCCC (Sc1ne (0CCC2CCCCCC2) cc (0CCC2CCCCCC2)nl) C(=0)0;Active;0. 735;0. 838;Yes; ; 506.
:CCOC (=0) C1CCN (C (=0) CCc2cc (—c3cce (C) ce3) n(—c3ceece3)n2) CC1;Active; 0. 653;0. 392; Ye
:COclcce (—c2nc (0) c (—c3ceceed) s2) cel:Active: 0. 775:0. 694 ; Yes: ;:283.35:4.19:42.35:1;-
:CCOC (=0) clc (CSc2cccec2)n(C) c2cec (0) cel2; Inactive;0. 378:0. 414:Yes: ;341.43:4. 35:5
:CC(C) (C)cleee (CN2CCON(C (=0) CCe3cc (—c4cecce (F) ce4)n(—c4eceee4)n3) CC2) cel;Active; 0. 71
:0=C(0) /C=C/clc (-c2ccc (Sc3cceeed) ce2) ¢ (—c2cecee2) ¢2n1CCC2; Tnactive; 0. 455;0. 295;N
:0=C(0) /C=C/clc (—c2ccc (CCc3cccee3) ce2) ¢ (—c2ccecc?) c2n1CCC2: Inactive: 0. 43:0. 295:N
;C=C(C) [C@@H] (0) Cclc (0)c (C(C)=0)c (0)c(C(CC(C)C)c2c(0)c(CC=C(C)C)c(0C)c(C(C)=0)c
:0=C(0) C(Sclnc (C1)cc (NCCc2cceec2)nl) clecec2eccecl2;Active;0. 86;0. 695;Yes; ;449. 96
:CC(C)CCNelee (C1)ne (SC(C(=0)0) c2cccc3cceee23)nl;Active; 0. 865;0.663;Yes; ;415.95;5
;CC(C)=CCC/C(C)=C/CC/C(C)=C/CC1=C(0)C(=0)C=C(0)C1=0;Active;0.56;0.578;Yes; ;344. 4.
:CC(clec2c(Cl) ceec2s1)N(0)C(N)=0; Inactive;0. 245:0. 629:Yes: ;270. 74:3.39:66.56;2:3
:CCOC (=0) CSc1nc (C1) cc (Ne2cee3neece3e2)nl;Active ;0. 642;0. 372;Yes; ;374. 85;4. 08;77. 1
:0=CINc2ccc (Br) cc2/C1=C1/Nc2cccec2/C1=N\O; Inactive;0. 151;0. 347;No;Outside AD: pr:
:CC(C) (C) cleee (CN2CCN(C (=0) CCc3ce (—cdcec (F) cc4)n(—c4cec (C1) cc4)n3) CC2) cel:Active
:CC1(C)Cc2c (c(C(=0)Ne3cecc (C(F) (F)F)ce3) ce3ne (Ne4e (C1) ceccdCl) [nH]c23)01: Active: 0
:CC(=0) 0clc (C) c(C)c2c (c1C)CCC(C) (C(=0) OCCCN=[N+]=[N-])02;Active;0.637;0. 254;No;0
:0=C(0) clcce (N(CC2CCCCC2) S (=0) (=0) c2cce (Oc3ccceed) ce2) cel;Active; 0. 66;0. 445;Yes;
:CC(C) (C)clee(/C=C/c2ccc(Cl)s2)cc(C(C) (C)C)cl10;Active:0.59:0.361;Yes::348.94:6.8
:COclce (/C=C2\SC(c3ccc (C) ce3)=NC2=0) cc (C1) c10;Active;0.677;0.689:Yes: ;359.83:4. 4
;CCCCCC (=0) c1c (0) ¢ (C(C2=C(0)CC(C) (C)CC2=0)C(C)C)c (0)c(C(C2=C(0)CC(C) (C)CC2=0)C(C
:Cclec (0c2cec (C1) ce2NC (=0)Ne2eccee (C(F) (F)F) c2) ce (S(=0) (=0)0) c1C1;Active;0. 605;0. .
:CC(=0)0[Ce@eH]1cc[cee]2(C) [CeeH] (CC[ce]3(C) [CeeH]2C (=0) C=C2[C@eH]4[CeeH] (C) [CaH]
:Cclece (—c2ce (CCC (=0)N3CCN (Cedceec (C(C) (C)C) ccd) CC3) nn2—c2ccecce?) cel;Active; 0. 691
:CC(Nc1[nH]c2ccc (0) cc2c1CHN) clececel; Tnactive; 0. 239;0. 28;No;Outside AD: predicti
:Cclece (—c2cc (CCC(=0)N3CCN (Cedece (C(C) (C)C) ced) CC3) nn2-c2ccec (C1)nn2) cel;Active; 0
;CC(C)C(C1=C(0)CC(C) (C)CC1=0)clc(0)c(C(C2=C(0)CC(C) (C)CC2=0)C(C)C)c(0)c(C(C2=C(0O
:Cclcee (-n2c (=0) c3ccde (=0) n (—c5cee (C) ¢ (C) ¢5) ¢ (=0) cde (C(=0) cdcce (C(=0) 0) ccd) c3c2=
:CN(C) clceee2e (S(=0) (=0)Ne3ccee (—c4ecce (—chen (CCCebeeeceb) nnb) ced) ced) ceecl2;Activ
:0clcce (—c2cccec2) ¢ (0)cl; Inactive;0.297;0. 351;No;Outside AD: prediction should b
:CC(C) (C)cleee (CN2CCN(C (=0) CCc3ce (—cdcece (F) cc4) n(—c4cechececehn4) n3) CC2) cel;Acti
:CCCCCCclcec(0)ccl0; Inactive; 0. 485;0. 456;Yes; :194. 27:3.22:40.46:2:2:5:0. 706: 1. 08
:0=C(0) /C=C/clc (—c2ccc (SCe3cceced) ce2) ¢ (—c2ccecc2) ¢2n1CCC2; Inactive; 0. 43;0. 273 ;N
:CC(C) (C) clece (CN2CCN(C (=0) CCe3cce (—c4cce (C(F) (F)F) ced)n(—c4cceecd) n3) CC2) cel;Act
:CCOC (=0) c1c (CSc2cccec20C)n (C) c2cec (0)ccl2: Inactive: 0. 363:0. 424:Yes:; :371. 46:4. 36
:0clnc (—c2ccenc?) scl-cleceeel;Active; 0. 67;0.512:Yes: ;254.31:3.58;46.01;1:4;2:0. 71
:Cclece (—c2ce (CCC(=0) N3CCN (Ce4ecce (C(C) (C)C) ce4) CC3) nn2—c2ccc (Cl) ce2) cel;Active; 0
:CC(C) (C) clece (CN2CCN(C (=0) CCe3cce (—c4cce (C(F) (F)F) cc4) n(—c4cee (C1)nn4)n3) CC2) ccl
:COclecc (/C=C2\SC(c3ccceed)=NC2=0) cc ([N+] (=0) [0-]) c10;Active;0.85:0.589:Yes; :356. .
:CCCOclce (C) c2c (c1C)CC(C(C)C(=0)NCclceesl)CC2: Inactive;0.312;0.637;Yes; :385.57:5
:CCCCC/C=C\C/C=C\C=C\C=C\C1CC1CCCC(=0)0;Active;0. 818;0.671;Yes;;316.49;6.07;37.3
:CCCCCCCCC1=C(0)C(=0)C=C(0C)C1=0;Active;0.993;1.0;Ves; ;266.34;3.23:63.6;1:4;8:0..
:CC(C) (C) clecee (CN2CCN(C (=0) CCc3ce (—cdcec (C(F) (F)F) cc4) n (—c4cecheccechnd) n3) CC2) ¢
:CC1C (=0) 0C2C1CCC1(C) Ce3sc (NC (=0)NCcdcceced) ne3C(C)C21 ; Inactive; 0. 433;0. 245;No; 0
:CLcaeH]1[ceH] (C)cclce]2(C)cclce]3 (C)C(=CC (=0) [ceeH]4[cee]5 (C)cclcaed] (0) [ce] (C) (i
:0=C(0)C(Sclnc (C1) cc (Nc2cee (F) ce2)nl) cleccc2eccecl2;Active; 0. 873;0. 816;Yes; ;439. !
:CCOC (=0) c1c (N2CCN (c3ccece3) CC2) [nH]c2cce (0) cel2: Inactive:0. 208:0. 531 ; Yes: ;365. 4
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:0=C(clcceeel) clsc (N2CCCCC2) nel—clcceeel ;Active;0.607;0.472;Yes; ;348. 47;5.03;33. !
:0=CINc2c (C1) ccec2/C1=C1/Nc2cccec2/C1=N\0; Inactive;0. 357;0. 295:No;Outside AD: pr
:0=C(0) clccc (N(CC2CCCCC2) S (=0) (=0) c2ccc (—c3cceced) ce2) cel:Active; 0. 54:0. 483; Yes;
:0=C(0) clcce (N(Cc2cce3e (¢2)0C03) S (=0) (=0) c2cce (—c3cccced) ce2) cel; Inactive; 0. 412;1
:COclce (CCC(=0) CC(=0)CCc2ccc (0) c (0C) c2) cecl0; Inactive; 0. 426;0. 525;Yes; ;372.42;3. !
:CCOC(=0) c1c (CSc2ccc (F) cc2F)n(C) c2cec (0)ccl2; Inactive:0. 418:0. 383:Yes; :377. 41:4.1
:CCOC (=0) CSclnc (C1) cc (Ne2ccee3c2CCC3) nl;Active; 0.597;0. 355;Yes; ;363. 87:4.02;64. 1
:COclcce (-n2nc (CCC (=0) N3CCN (Ce4cecee (C(C) (C)C) ce4) CC3) cc2—c2ccc (C) ce2)nnl ;Active; 0
:0=CINc2c (F) cccc2/C1=C1/Nc2ccccc2/C1=N\O; Inactive;0. 446;0. 29;No;Outside AD: pred
:0=C(0)clccec (N(Cc2ccecc2)S(=0) (=0) c2cce (—c3cceee3) ce2) cel ; Inactive: 0. 49:0. 643 Ye
:COclcec (C(=0)NC(=S)N2CCCCC2) ccl; Inactive; 0. 485;0. 344;:No;Outside AD: prediction

:COclcee (/C(C)=C2\SC (c3ccc (N) ce3)=NC2=0) ccl:Active;0.555;0.525;:Yes: :324.41:3.73;1
:CS(=0) (=0)Nclcce (—c2cn3c (c2-c2ccece2)CCC3) cel; ITnactive:0. 302;0. 514;Yes; ;352. 46;-
:COC (=0)CNC (=0)C(=0) c1c[nH]c2cccecel?2; Inactive:0. 31:0. 363;Yes: ;:260. 25:0. 64:88. 26"
:Cclece (S(=0) (=0)N(Cc2ccc (0c3ccecel) ce2) c2cec (C(=0)0) cc2) ccl;Active: 0. 713:0.542;
:Cclece (—c2ce (CCC(=0) N3CCN (Ce4ecce (C(C) (€)C) ce4) CC3) nn2-c2cccdccecedn2) cel;Active
:COclcee (C2=NC (=0) /C(=C/c3cccdecceecde3)S2) cel;Active;0.902;0. 704;Yes; ;345. 42;4.9
;CC(=0) c1c (0) ¢ (C/C=C(/C)CCC=C(C)C)c (0) c (C(CC(C)C)c2c (0)c (C/C=C(\C)CCC=C(C)C)c (0)
:CCOCclcec (C(C)N(O)C(N)=0)ol;Active;0.615:0.592:Yes;;228.25:1.65;88.93:2:4:5:0.5
:CCOC (=0) clc(CSc2cccc (Cl)c2)n(C) c2ccc (0) ccl2; Inactive; 0. 378;0. 454;Yes; ;375. 88;5. |
:0=C(NC (=S)N1ccccCl) cleee (F)cel; Inactive;0.497;0. 33;:No;Outside AD: prediction sh
:0=C(0)CSc1nc (Cl)cc (Nc2ccee3c2CCC3)nl;Active;0.576:0. 397:Yes; :335.82:3.54:75. 11!
:COclce (C)c2c (c1C)CC(C(C)C(=0)NC(C) (C)C)CC2;:Active;0.526;0.444;Yes; :317.47;3.97;.
: CCCCCCC1=C(0) C(=0) C=C(0)C1=0;Active;0.983;1.0;Yes; ;224. 26:2. 36;74.6;2;4;5;0. 555
:CCOC (=0) C1ICCN (C (=0) CCc2cc (—c3cce (C) ce3) n(—c3cecdeccee4n3) n2) CC1;Active; 0. 63;0. 3
:CCCCN(clcec (C(=0)0)ccl1)S(=0) (=0) clece (—c2cecec2) cel;Active: 0. 706:0. 569:Yes: ;409
:COclcececlCC(=0)Nelne2ce (s1)CC1 (C)CCC3C(C)C(=0)0C3C1C2C; Inactive: 0. 4:0. 246:No;0u
:COC1=CC (=0) C (0)=C(C/C=C(\C)CCC=C(C)C)C1=0;Inactive:0.4:0. 776:Yes: :290. 36:3. 56:6
:CcleesclC(C)N(0)C(N)=0; Inactive;0.217;0.521;Yes; ;200.26;1.89;66.56;2;3;2:0.565;!
:0=C(0) /C=C/clc (—c2cccce?2) c (—c2ccece2) c2n1CCC2; Inactive: 0. 292:0. 328 :No:OQutside A
:CCOC (=0) c1c (CSc2ccc (C(F) (F)F)ce2)n(C) c2ccc (0)ccl2; Inactive: 0. 403:0. 365;Yes; ;409
:0=CINCc2clcclce3e (cele2-cleec2e (c1)0C02) 0C03;Active;0. 72;0.57;Yes; ;347. 33;3. 21 ;1
:C=CCclccc (0) c(—c2ccc(0)c (CC=C)c2)cl;Active;0.552:0.308;No;0utside AD: predictio
:0=C(0)clccec (N(Cc2cces?2) S (=0) (=0) c2ccc (—c3ceceed) ce2) cel: Inactive: 0. 485:0. 545 Ye
:0=C(0)C(Sc1lnc (Cl) cc (Nc2cce3nccee3ce2)nl) cleece2ececel2;Active:0.92:0. 736;Yes; ;47
: CCCCCCCCN (cleee (C(=0)0) cc1)S(=0) (=0) clcec (C)cel;Active; 0. 696;0. 45;Yes; ;403. 54;5
;C0clc (CC=C(C)C)c (0)c(C(CC(C)C)c2c(0)c3c(c(C(C)=0)c20)0C(C(C) (C)0)C3)c(0)clC(C)=
:C=CCclccc (0C(C)=0)c (—c2ccc (0C(C)=0)c (CC=C)c2)cl:Inactive;0. 432:0. 282:No;Outside
:0=C(0) /C=C/c1c (-c2ccc (=c3ceeee3) cc2) ¢ (—c2cecec?) ¢2n1CCC2: Inactive ;0. 443:0. 321N
:0=C1C=C (c2cccc ([N+] (=0) [0-])c2) C(=0) C=C10; Inactive;0. 395:0. 323:No;Outside AD: p
:COclecce (/C=C2\SC (c3ccc ([N+] (=0) [0-1) c (0) ¢3)=NC2=0) cc1;Active:0. 752:0.616;Yes; :3
:CCCCC(Celec (0CCc2ccecce2) cc (0CCc2ccecc2) c1)C(=0)0;Active: 0. 71:0.529:Yes; :446.59;
:Cclece (NS (=0) (=0) c2cc (C(=0)Nc3cceee3C(=0)0) cec2Br) ccl; Inactive; 0. 436;0. 276;No; 0
:CC(C) (C)clee(C(=0) c2cees2) ce(C(C) (C)C)c10; Inactive;0.22;0.419;Yes; ;316.47;5. 28;.
:CCCCC(Sclcee (0CCCOc2cccece (0C) ¢2) ccl1)C(=0)0; Inactive;0. 19;0. 715;Yes; ;404. 53 ;5. 28;
:Cclcec (S(=0) (=0)N(Cc2ccc3ceece3ce?) c2cec (C(=0)0)cc2) cel; Inactive: 0. 475:0. 636:Yes
:CCCCC(Sclece (0CCCOc2ccccc2C) ccl)C(=0)0; Inactive; 0. 163;0.809;Yes; ;:388. 53;5. 58;55
:CCCCC (Sclcee (0CCCOc2ccec (C) c2) ccl) C(=0)0; Inactive; 0. 237;0. 727;Yes; ;388. 53;5. 58;
:Cclece (/C=C/C(=0) NCCCCN2CCN (C (c3cceeed) c3ccece3)CC2) enl;Active ;0. 594;0. 416; Yes;
:Oclcee (/C=C/c2cc (0)cc(0)c2)ccl; Inactive:;0.427:0.595:Yes:; :228.25:2.97:60.69:3:3::
:CCOC (=0) clc (Nc2cce (C) cc2) [nH]c2cec (0) cc12; Inactive: 0. 287:0.53;Yes; :310.35;4. 17
:CCOC (=0) clc (CSc2ccece (F)ce2)n(C) c2ccc (0) cel2; Inactive;0.453;0. 387;Yes; ;359. 42;4. 4
;C=C(C)C1Cc2c¢ (0)c (C(CC(C)C)c3c(0)cde (c(C(C)=0)c30)0C(C(=C)C)C4)c(0)c(C(C)=0)c201
:Cclcece (Ne2ee (C1)ne (SC(C(=0)0) c3ccecdeceee34)n2) cl1C:;Active;0.912:0. 702: Yes: ;449
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:0=C(0) clcce (—c2cce (—e3en (Cedece (C(=0) 0) cc4 [N+] (=0) [0-])nn3) cc2) ccl;Inactive;0. 4
:0=C(0) /C=C/clc (—c2ccc (Nc3cee (C1) ee3) ce2) ¢ (—c2ccece2) e2n1CCC2: Active: 0. 517:0. 307
:CCCCC (Sclece (0CCCOc2cce (C)ce2) ccl)C(=0)0; Inactive; 0. 253;0. 725;Yes; ;: 388. 53;5. 58;.
:Nclcee (—c2c¢ (—c3ceeced) e3n(c2/C=C/C(=0) 0) CCC3) ccl; Inactive;0. 438;0. 301;No;Outsid
;C0clc (CC=C(C)C)c (0)c(C(CC(C)C)c2c(0)c(C(C)=0)c(0)c3c20C(C(C) (C)0)C3)c(0)clC(C)=
;C0clc (CC=C(C)C)c (0)c(C(CC(C)C)c2c(0)c3c(c(C(C)=0)c20)0C(C) (C)C(0)C3)c(0)clC(C)=
:COclce (CCC(=0) CCCCc2ccccc2) cecl0:Active; 0. 613;0.55;:Yes: ;312.41:4.32;46.53;1:3:9
:COC (=0) [C@H] 1CCCN1C (=0) C (=0) clc[nH]c2cceccl2; Inactive; 0. 485;0. 356;Yes; ;300. 31;1
;CC(C)=CCC1(0)C(=0)C(Ccc=Cc(C)C) (cc=c(C)C)C(=0)C(C(=0)C(C)C)=C10;Inactive;0. 425;0. "
:CCOC(=0) c1c (NC(C) c2cccec?) [nH]c2cceccl2: Inactive: 0. 289:0. 444:Yes: :308. 38:4.52:5
:CCOCCnlcc (C(=0)Nc2cce (—n3nc (—c4ceencd) cc3C(F) (F)F) en2) cce1=0;Active; 0. 582;0. 285
:0C1 (c2ccece (COc3cecde (—checoeh) ce (—ehnebecceebsh) ceded) ¢2) CCOCCL ;Active; 0. 807;0. 1
:0=Cclcce (—c2c (Ce3ccceee3) nnn2CSc2ccece?) cel;Active; 0. 615;0. 239;No; Outside AD: pr
:COclcce (C(=0)Ne2ne3ce (s2) CC2 (C) CCCaC (C) C(=0) 0C4C2C3C) ccl:Active:0.537:0.272:No: 0
:C0clc (CC=C(C)C)c (0)c(C(CC(C)C)c2c(0)c3ce(c(C(C)=0)c20)0C(C) (C)C=C3)c(0)cl1C(C)=0;
:0=C(0) /C=C/clc (—c2ccc (Ne3ecee (C(F) (F)F) e3) ce2) ¢ (—c2ccece2) c2nl1CCC2;Active; 0. 562
:CCCCC(Ccleec (0CCc2ccecec?) ¢ (0CCc2cccec2) ¢1)C(=0) 0;Active;0.686;0.5;Yes; ;446.59;6
:CC1(C)Cc2c (c(C(=0)Ne3cec (C(F) (F)F)ce3) ce3ne (Nede (F) ceccdCl) [nH]c23) 01 Active; 0. .
:CN(C) clcce2ec (S(=0) (=0)Nc3cece (—c4cee (=¢5en (Cebeee (C(=0)0) cec6[N+] (=0) [0-]1)nnb) cc
:0clcce (—c2cccc3c2oc2ccccc23) ¢ (0) cl; Inactive; 0. 305;0. 394;Yes; ;276. 29;4. 66;53.6;2
:0=C(0) clcce (Cn2cce (—c3cce (—cdecceced) ce3)nn2) ¢ ([N+] (=0) [0-]) c1; Inactive;0. 43;0. 43
:0=C(0)clccc (Cn2cc (—c3ccc (—c4cec (0) ccd) ce3)nn2) ¢ ([N+] (=0) [0-]1) c1; Inactive:0. 455;!
:0=C(Ccleccc2cecce2cel) cleec(0)cclO; Inactive; 0. 29;0. 324;:No;Outside AD: prediction

:COclcec2e (1) c(CC(=0)0) c (C)n2C(=0) cleee (Cl) cel; Inactive;0. 372;0.57;Yes; ;357.79;
:C=CCN(CC=C) c1[nH]c2ccc (0) cc2c¢1C(=0) 0CC; Inactive:;0. 211;0. 54;Yes; ;300. 36; 3. 23;65. .
:CC(=0)0clcce (/C=C/C(=0) 0CCCn2cc (CCO)nn2) cc10C(C)=0:Active:0.511:0.577:Yes; :417. "
:0=C(0) CSc1nc (0CCc2cccce2) cc (0CCc2cccec2)nl; Inactive; 0. 487;0.55;Yes: ;410.5;3.9:8
:CC(C) (C)cleee (CN2CCON(C (=0) CCe3cce (—c4ece (C(F) (F)F) ce4)n(—c4ece (C1) ce4)n3) CC2) ccl
:CC1C (=0) 0C2C1CCC1 (C) Ce3sc (NC (=0) C4CCCC4) ne3C(C) C21; Inactive; 0. 479;0. 184;No;Outs
:COclcce (—n2nc (CCC (=0) N3CCN (Cc4cee (C(C) (C)C) ced)CC3) ce2—c2ccc (C(F) (F)F)cc2)nnl ;A
:Cclece (—c2cc (CCC (=0) Oc3cec (C(C)C) ce3) nn2—c2ccec (C1)nn2) cel;Active; 0. 671;0. 309;No
:CCCC (Sclnc2ecce (NC(=0) c3cec (C(C) (C)C) ce3) ce2s1)C(=0)0;Active; 0. 535;0. 313;No;Outs
:COclce (C)c2c(c1C)CC(C(C)C(=0)NCclceesl)CC2; Inactive; 0. 356;0. 526;Yes; ;357.52;4. 4
:CC(=0) clc (0) ¢ (C(C2=C(0)CC(C) (C)CC2=0)C(C)C)c(0)c(C(C2=C(0)CC(C) (C)CC2=0)C(C)C)c
;CC(C)C(=0) clc (0) cc (0) e (C(C2=C(0)C(C) (C)C(=0)C(C) (C)€2=0)C(C)C)c10; Inactive;0. 32
:0=Nclc (-c2c(0) [nH]c3cccec23) [nH]lc2ccecel2; Inactive; 0. 294:0. 261;No;Outside AD: p
: CHCCCNC (=0) /C=C/clcce (0C(C)=0) c (0C(C)=0) cl;Active;0.517;0. 383;Yes; ;315.33;1. 69;
:COC (=0) cC[C@@H] (NC(=0)C(=0) clc[nH]lc2cccecl12) C(=0)0C; Inactive; 0. 458:0. 419:Yes; ;3
:0=C(0) clccc (N(Cc2ccoc2)S (=0) (=0) c2ccc (—c3cecee3) cc2) ecl; Inactive: 0. 469:0. 557; Ye
:0=C(0) /C=C/clccc(0)c(0)cl;Active;0.655;0.487;Yes;;180.16;1.2;77.76;3:3;2;0.472;!
;CC(C)C(C1=C(0)CC(C) (C)CC1=0) c1c (0) c (C(=0) c2cceece2) ¢ (0) ¢ (C(C2=C (0)CC(C) (C)CC2=0)1
‘FC(F) (F)clcee (C1) ¢ (0Cc2cccce2—c2cce (—e3en (CCCe4ceccecd) nnd) ce2) el Inactive; 0. 479
:CCCCCclece (S(=0) (=0)NCCc2¢c (—c3ccce (0C) ce3) [nH]c3cecee23) cel; Inactive; 0. 142;0. 653
:0=C1C=C (Cc2ccc3cc (C(=0)0) cce3e2) C(=0) C=C10; Inactive;0. 414;0. 273;No;Outside AD:

:0=C(0) /C=C/clc (-c2ccc (0) cc2) ¢ (—c2ccece2) c2n1CCC2; Inactive; 0. 399;0. 306;No;Outsid
-0C[Ce@H] 1 [CceeH] ([C@H] (0) c2ccc (0)c(0)c2)CO[C@@H] 1clcce (0)c(0)cl:Inactive;0.357:0
:CC1(C)CC(=0)C2=C(C1)N(CCC (=0)0)C1=C(C(=0)CC(C) (C)C1)C2clcec (0Cc2ccc (Cl)cc2) e (Br,
:0=C(0Cclcn(CSc2cceec2)nnl) clecceel; Inactive;0.473;0. 339;No;Outside AD: predicti
;CC(C)=CCC1=C(0) [C@] (0) (cCc=C(C)C)C(=0)C(C(=0)CC(C)C)=C10;Inactive;0. 402;0. 251;No
:COclce (0)c2c (c1)CCC21C=CC (=0)CC1;Inactive;0. 305;0. 28:No;Outside AD: prediction

:0clcee (Cc2cceec2)c(0)cl; Inactive;0.472:0.301;No;Outside AD: prediction should b
:CCCCC (Sclcee (0CCCOc2ccecc2) cel)C(=0)0; Inactive;0. 237;0.779;Yes; ;374.5;5. 27;55. 7!
:COC1=CC (=0) C(0)=C(Cc2cccce2) C1=0;Active;0.615;0.535;Yes; ;244. 25;1.72;63.6;1;4;3
:0=C(0)clcecc (Cn2cc (—c3ccce (—c4cececdC (=0)0) ce3)nn2) ¢ ([N+] (=0) [0-]1) c1:Inactive;0. 4
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:0=C(0) clccee (—c2ccec (—e3en (Cedece (C(=0) 0) cc4 [N+] (=0) [0-]1)nn3) cc2) cl;Inactive;0. 4
:0=[N+] ([0-]) clccee (—c2ccc (0) cc20) cl; Inactive;0. 273:0. 344:No;Outside AD: predict
:0=C(/C=C/clccc (F)c (F)c1)0CCclennnlCCCO;Active;0.514;0.595;Yes; :337.33;1.74:77.2
:CS (=0) (=0) clcee (C2=C(c3cceee3)C(=0)0C2) cel;Active; 0. 729;0. 384;Yes; ;314. 36;2. 56;!
:0=C(0) clcce (Cn2cce (—c3cce (—cdeces4d) ce3)nn2) ¢ ([N+] (=0) [0-]) c1;Inactive;0. 405;0. 37
:0=C1C=C(Cc2ccccc?2) C(=0)C=C10;Active;0.545;0. 264;No:Outside AD: prediction shoul
:CC(C)=CCclc(0)cc(0)c2c10[CaH] (clece (0)ccl)CC2=0; Inactive:;0. 492:0. 445;Yes: ; 340. 3
:COclce2e (¢ (0) c1C(=0) /C=C/clccc (0) cc1)C=CC(C) (C)02;Inactive;0. 302;0. 409;Yes; ;352
:CCOC (=0) clc (CSc2ccece2C1)n(CC) c2clee (0CC) cleccecl?; Inactive; 0. 295:0. 51;Yes; ;468
:CCCCC(Sclece (0CCCOc2ccece (—c3cceee3) ec2) cel)C(=0)0CC: Active: 0. 723:0.639:Yes; :478. 1
:CCCCC (Sclece (0CCCOc2ccce (C1) ¢c20C) ccl)C(=0)0; Inactive;0. 307:0. 618;Yes; ;438.97;5."
:CS (=0) (=0) clcce (—n2nc (COc3cecece ([N+] (=0) [0-]) ¢3) cc2—c2cceec2) cel; Inactive;0. 113;1
:CCOC (=0) clc (CSc2cccce2Cl)n(C) c2clee (0C) clececel2; Inactive;0. 233;0. 546; Yes; ;439. !
:0=C1C=C (0) C(=0) C(CC2CCCCC2)=C10;Active;0.575;0.439;Yes; ;236.27:2.36;74.6:;2;4;2:1
:Cclecec (0CCCOc2ccce (SCC(=0)0) cc2) cl1C; Inactive:;0.319:0. 53;Yes; ;346. 45;4. 33:55. 76;
:Cclecee (0CCCOc2cce (CCC(=0)0) cc2) c1C; Inactive; 0. 433;0. 472;Yes; ;328.41;4.17;55. 76
:Cclece (—c2cc (CCC(=0) 0c3cece (C(C)C) ce3)nn2—c2cce3ccece3n2) cel;Active; 0. 65;0. 326;N
;CC(C)=CCC1=C20[CeeH] (C(C) (C)0)CLca@e]2(0)C(=0)C(C(=0)CC(C)C)=C10; Inactive;0. 408;!
:COC1=CC (=0) C (0)=C(Cc2ccc3cceee3c2) C1=0; Inactive; 0. 493;0. 469;Yes; :294. 31;2. 88:63
:CC(C)Cc(C1=C(0)C(C) (C)C(=0)C(C) (C)C1=0)clc (0)c(C(=0)c2ccecee2) c(0)c(C(C2=C(0)C(C)
:COCCOclce (C)c2ce (c1C)CC(C(C)C(=0)NCICCCCL)CC2;Active;0.599;0.498;Yes;;373.54;4. 1.
:CCCCC(Sclece (0CCCOc2¢cce3nceec3ce?) cel)C(=0)0; Inactive:0. 395:0. 62;Yes: ;:425.55:5. 8
:CCCCC1=C(0)C(=0)C=C(0)C1=0;Active;0.777;0.867;Yes;:196.2:1.58;74.6:2:4:3:0.672;1
: CHCCCOC (=0) /C=C/clccc (F)c (F)cl;Active;0.601;0.382;Yes; ;236.22;2.54;26.3;0;2;4;0
:0clcce (—c2csc3cecee23)c(0)cl; Inactive; 0. 278;0. 289;No;Outside AD: prediction sho
‘Nclcee (—c2cce (—=c¢3en (Cedeec (C(=0)0) cc4[N+] (=0) [0-1)nn3) cc2) ccl; Inactive: 0. 48:0. 3
:0=C(0) clccc (Cn2cc (—c3cce (—c4cece (C(=0) N5CCOCCH) c4) cc3) nn2) ¢ ([N+] (=0) [0-]) c1: Ina
:CCCCC1=C(0) C(=0)C=C(0C) C1=0;Active;0.68;0.882;Yes;;210.23;1.67;63.6;1;4;4;0. 717
:CCCCC(Sclcece (0CCCOc2cccec20C) ccl)C(=0)0; Inactive; 0. 26;0. 746;Yes; ;404. 53;5. 28 ;64
:CCCCCCC1=C(0) C(=0)C=C(0C)C1=0;Active;0.993;1.0;Yes;;238.28;2.45;63.6;1;4:6;0.57
:CC(=0) c1c(0) c (CC=C(C)C)c(0)c(C(CC(C)C)c2c(0)c(CC=C(C)C)c(0)c(C(C)=0)c20)c10;Ina
:CCCCC (Sclcee (0CCCOc2ccec3c2CCCC3) cel)C(=0)0CC; Inactive; 0. 188;0. 633;Yes; ;456. 65;!
:COclce (—c2ccce (—c3en (Cedece (C(=0) 0) cc4 [N+] (=0) [0-]) nn3) cc2) cc (0C) ¢10C; Inactive; 0
;CC(C)C(=0) cle2e (¢ (0) c3¢10C1=C(C(=0)C(C) (C)C(=0)C1(C)C)C3C(C)C)C(C(C)C)C1=C(02)C
:COclcece (C(=0)N[C@H] (CO) CCCCNC (=0) c2ccec (0C) ¢20) c1: Inactive;0. 284:0. 514:Yes; ;41
:COclccec (C(=0)NCCCCLC@eH] (CO)NC (=0) c2ccec (0) ¢2) c10; Inactive;0. 195;0. 547;Yes; ;40
:0=C(0) clcce (Cn2cce (—c3ccce (—cdecee (0) ¢4) ce3)nn2) ¢ ([N+] (=0) [0-]) c1;Inactive;0. 435;!
:CCCCCclecce (S(=0) (=0)NCCc2nc (—c3ccces3) [nH]c2—c2cec (0C) ce2) ccl; Inactive: 0. 443:0. 4
:COclcce (—c2ccce (—c3cen (Cedece (C(=0)0) ccd [N+] (=0) [0-]) nn3) cc2) cc1CN1CCOCCT : Inactiv
:CCCCC (Celeee (0CCc2cccece?) ccl10CCeleccecl) C(=0)0;Active; 0. 672;0. 498;Yes; ;446. 59;6
:CC(=0)0clcee (/C=C/C(=0)0) ccl0C(C)=0; Inactive;0. 427;0. 429;Yes; ;264. 23;1. 64;89. 9;
:Cclnnscl1C(=0)Nclnc2c (s1)CC1(C)CCC3C(C)C(=0)0C3C1C2C;Active;0.533:0.191;:No;Outsi
:CC (=0) Oclcce (/C=C/C(=0) NCCc2cnnn2CCCO) cc10C(C)=0; Inactive;0. 388;0. 643;Yes; ;416.
:CCOC (=0) clc (CSc2cccec2Cl)n(C) c2elec (0) clecceel2;Active; 0. 765;0. 533;Yes; ;425. 94;
:0=C1COCCN1clcce (Ne2ne (C1) ne (N3CCCC3)n2) cel;Active;0.537;0. 27;:No;Outside AD: pre
:COclecc (F) cc (0Cc2cc (—c3ccece3) n(—c3cec (S(C) (=0)=0)cc3)n2)cl; Inactive:0.435:0. 776
:COclcce (—n2nc (CCC (=0)N3CCN (Cecdeee (C(C) (C)C) ccd)CC3) ce2—c2ccce (F) cc2) nnl:Active: 0
:CCOC (=0) C1CCN (C (=0) CCc2cc (—c3cee (C(F) (F)F) ce3)n(=c3cce (C1)nn3)n2) CC1;Active;0. 7.
:Ccloccc (=S)c10; Inactive;0.417;0. 263;No;0utside AD: prediction should be interpr
:0CCclcecc(0)c(0)cl:Active:0.642:0.37:Yes:;:154.16:0.63:60.69:3:3:2:0.547:0. 708:Pa
:COclce (/C=C/c2cc (=0) oc3c2ccc2oc (—cdeece (C1) c4) cc23) cc (0C) ¢l ; Inactive: 0. 145:0. 78
:CC(C)=Ccclcee]1(C)ccelcal2(C) [CceeH] (Cc3ec (C(=0)0) cec30)C(C)=CC[C@eH]12; Inactive
:Cclcece (C2=N/C(=C\c3ccc (-c4ccec (Cl)c4)03)C(=0)02) c1; Inactive; 0. 478:;0. 348:No: Out
:C=CCclccc (0C) ¢ (—=c2ccc (0C) ¢ (CC=C) c2) c1; Inactive;0. 463:0.316:No;Outside AD: predi
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:0=C([0-]) /C=C(/clccc (F)ccl)cleee (Sc2ee (F)ce (C(0) (C(F) (F)F)C(F) (F)F)c2)ccl[0-]. [
:CC(C)Cclcec(C(C)C(=0)0)cecl:Inactive;0.255:0.454:Yes:; :206.28:3.07:37.3:1:1:4:0.8
:C/C=C/clccc2c(cl) [C@@H] (C) [C@H] (clcce (0)ccl)02: Inactive;0. 212:0. 464:Yes; ; 266. 34
:COC1 (c2ccc (0Cc3cecdecceecded) cc2) CCOCCL;Active;0.517;0. 734;Yes; ;348. 44;5.07;27.6
:CCCCC/C=C\C/C=C\C/C=C\C=C\C (=0) CCCC(=0)0C; Inactive;0.13;0.6;Yes; ;332. 48;5. 48;43
: CCCCC/C=C\C/C=C\C=C\C=C\C1CC1CCCCC(=0)0;Active;0.738:;0.647;Yes;;330.51;6. 46;37. .
:CN(C) clece (/C=C2\SC (N3CCCCC3)=NC2=0) cc1;Active;0. 638:0.42;Yes; :315.44:3.21:35.9
:COclce (—c2ce3ccceede (=0) 02) ce (0C) ¢10C; Inactive ;0. 407;0. 438;Yes; ;312. 32;3. 49;57."
:NS (=0) (=0) clcee (N2C (=0) CC (C3CCCCC3=0) C2=0) ccl;Inactive;0. 117;0. 727;Yes; ;350. 4;0
:COclcc (—c2cc3cecce3e (=0) 02) cce10:Active: 0. 585:0. 521 Yes:; :268.27:3.17:59.67:1:4;:
:COclcec (NC2=NS (=0) (=0) c3cc ([N+] (=0) [0-]) ccc32) cc10C; Inactive; 0. 362:0. 685;Yes; ;3
:Nclceeecl—clecce (—e2nne (NC (=0) c3cceee3Br) s2) cel; Inactive; 0. 422;0. 307 ;No;Outside .
:CC1(C) [CeeH] (0)CcClc@]2(C) [CeH]3C (=0) C=C4[CeeH]5C[Ccae] (C) (C(=0)0)CC[ce]5(C)cClce
:CC1(C) [CeeH] (0)cclce]2(C) [CaH]3C (=0) C=C4[CeeH]5C[cee] (C) (Co)cclcels(C)cclcee]4 (
:COclcece (—c2cc3ce (CCCO) cee302) ¢ (0) cl; Inactive:; 0. 327:0. 422:Yes: ;298. 34:3. 74:62. 83
:CCCCC/C=C\C/C=C\C=C\C=C\C1CC1CC(=0)0:Active;0.575;0.564:Yes:;:288.43:5.29:37.3:1
:Cclcee (/C=C2\SC (Nc3cccdcecce4ce3)=NC2=0) ccl:Active:0.66:0. 453;Yes: ;:344. 44:5.23:4
:0=C1/C(=C/C=C/c2ccco2)S/C(=N\c2ccccc2)Nlclcceeel ; Inactive:0. 431:;0. 248:No;Outsid
:0clcee (—c2cce (—e3en (CCCc4cccecd)nn3) cc2) cel;Active; 0. 578;0. 304;No;Outside AD: p
:clece (CCCn2cc (—c3ccce (—c4cece (Ocheeeeeh) ced) ce3)nn2) cel;Active; 0. 551;0. 292;No; Out
:COclece (/C=C2\SC (N3CCCC3)=NC2=0) ccl;Active:0.685:0.575;Yes;:288.37:2.76:41.9:0;-
:0=CIN=C (Nc2ccccc2)S/C1=C\clccccel ;Active: 0. 647:0. 441:Yes; :280.35:3.77:41.46:1:3
:CclececelCCnlece (—c2cce (—c3ceeee3C0c3cec (C(F) (F)F) cce3Cl) ce2)nnl; Inactive; 0. 4840
cleece (CCCn2cc (—c3cce (—c4echeecechebeceee4b) ce3)nn2) cel;Active; 0. 501 ;0. 304;No; Ou
:cleec (CCCn2cc (—c3ccece (—cdeccec4COcdcecccheecceedb) ce3)nn2) cel;Active ;0. 552;0. 369;Y
:CclcececlCCnlcee (—c2cce (—c3cecee3C0c3ceccdceccee34) cec2)nnl ; Inactive: 0. 497:0. 348:N
:CC1(C)cclce]2(C(=0)0)cclc@l3(C)Cc(=Cclceer]4[cea]5 (C)CLceH] (0) [ceH] (0) [cea] (C) (C
:CC1(C)cclce]2(C)cclc@ls(C)c(=CcCc[ceeH]4[cae]5 (C)CClCeH] (0) [c@] (C) (CO) [C@eH]5CC[C
:CCCCCCC (Sc1nc (C1) cc (NCe2ccee3neeee3e2)nl) C(=0)0;Active; 0. 685;0. 533 Yes; ;444.99;5
;CC1(C) [ceen] (0)cclce]2(C) [CeH]3CcCc=C4[C@an]5C[cee] (C) (CO)CCce]5(C)cclceel4 (C) [C
:0=cl/c (=C/c2cc (I)c(0)c ([N+] (=0) [0-]) c2) sc2nc3cecec3nl2; Active:; 0. 618:0. 274:No; Ou
:CCCCCCC (Sclnc (C1) cc (Ne2ece3neeee3ce2)nl) C(=0) 0;Active; 0. 752;0. 608; Yes; ;430. 96;5.
:CC1(C)cclce]2(c)cclce]s(C)c(=cclceed]4[ce@]5 (C)cclcar] (0)C(C) (C) [C@eH]5CC[C@]43
;CC1(C)cclce]2(C)cclc@]3(C)C(=CC(=0) [C@eH]4[Ca@e]5 (C)CClcaH] (0)C(C) (C) [C@eH]5CC[C
;CC1(C)cclcal2(co)cclcal3 (C)C(=Ccc@ed]4 [cea]s5 (C)CCLCaH] (0)C(C) (C) [CaeH]5CC[Ca]4.
:CLca@H]1[caeH] (C)cclce]2 (C(=0)0)cclce]3(C)C (=Cclceed]4[cee]5 (C)C[Ccaed] (0) [CeH] (0)1
;CLCeH] 1[ceH] (C)cclcae]2(C)cclce]3 (C)C(=CCclc@ed]4[cea]5 (C)CCclceH] (0)C(C) (C) [C@@H].
;CLCa@H]1[CceH] (C)cclc@]2(C(=0)0)Cclce]3(C)C(=CC[c@ed]4[cea]5(C)CCLceH] (0)C(C) (C) [
:CC1(C)cclce]2(C(=0)0)cclc@l3(C)C(=CcclceeH]4[Cea]5 (C)CCLCeH] (0) [Cae] (C) (CO) [CeeH
:CC1(C)cclce]2(C(=0)0)cclc@ls(C)C(=CCc[ceer]4[cea]5 (C)CCCeH] (0) [cae] (C) (C(=0)0) [
:CC(=0)0[C@eH]1Ccc[ce@]2(C) [CeeH] (CC[Ce]3(C) [CeeH]2CC=C2[CaeeH]4[CeeH] (C) [CeH] (C)C
;CC1(C)cclce]2(C(=0)0)cclc@l3(C)C(=CCc[caeeH]4[Cea]5 (C)C[ceH] (0) [caH] (0) [cea] (C) (C
:CC(=0)0[CeeH] 1cCc[cee]2 (C) [CeeH] (CC[Ce]3(C) [CeeH]2CC=C2[C@@eH]4CC (C) (C)CClc@]4 (C)t
:CLcaeH]1[ceH] (C)cclce]2(C(=0)0)cclce]3 (C)C (=CC[Ccaed]4[cee]5 (C)ClceeH] (0) [CeH] (0)
:C[CeH]1[CeH] (C)cclce]2(C)cclce]3 () (=Cclceen]4[cee]s (C)cclceeat] (0) [ca] (C) (C(=0
;CC1(C)cclce]2(C(=0)0)cclc@l3(C)C(=CCc[ceeH]4[Cea]5 (C)C[caeH] (0) [caH] (0)C(C) (C) [C
:COclcc (0) ccel-clec2ece (CCCO) cec2o1; Inactive;0.339:0. 41;Yes; :298. 34:3. 74:62.83:2;.
:CC1(C)cclce]2(C(=0)0)cclcal3(C)Cc(=CCclceen]4[cee]5 (C)ClcaeeH] (0) [ceH] (0) [cee] (C) (i
:CC1(C)cclce]2(c)cclcels(C)c(=cclceed]4[ce@]5 (C)CcClLCcaeed] (0) [ca] (C) (C(=0)0) [CaaH].
;CC1(C) [ceen] (0)cclce]2(C) [CeH]3cCc=C4[C@an]5C[cee] (C) (C(=0)0)CCclca]5(C)cclcaal4 (i
:C[CeH]1[ceH] (C)cclce]2(co)cclcal3(C)c(=Ccclceed]4[cee]5 (C)cclcet] (0)C(C) (C) [CeeH
:0=C(0) clccee (C(=0)Nc2ceeee2) ¢l ; Inactive;0. 172;0. 486;Yes; ;241. 25;2. 64;66.4;2;2;3
:CCCNC (=0) clcc (C(C) (C)C)c2c(c1)C(C) (C)C02; Inactive;0.035;0.686;Yes; ;289.42;3.79;.
:0=C(/C=C/C=C/clccc2c (c1)0CO2)N1CCCCCL; Inactive;0. 456:0. 266:No;Outside AD: predi



0; CCCCC/C=C\C/C=C\C=C\C=C\C1SC1CCCC(=0)0C; Inactive;0.468;0.511;Yes;;348.55;6.01;2
0:C0clcc(Cl)cc (/C=C2/SC(=0)N(Cc3ccc (F)cc3)C2=0)c10;:Active;0.645:0.347:No;Outside .
0:0=C(0)clcc(0)ccelO; Inactive; 0. 14;0. 323;No;Outside AD: prediction should be inte
0;COclccc2e (cl) cle (n2C (=0) c2ccce (S (=0) (=0) /N=C/N(C)C) cc2) CCN (CCCOc2cc (F) cc (€3 (0C) C



:LogP; TPSA ;HBD;HBA ; RotatableBonds;QED;SA score;Lipinski;Violations
should be interpreted with caution. ;326.44:4.83:40.46;2;4;1;0.737;1.553;Pass;0
02.54:5.16:63.84:;0;7:6;0.379:2.005:Fail;1
Yes;;472.09;8.01;42.23;1;3;7;0.355;2.244;Fail;1
;3:;5;0.672;1.467;Pass;0

.941:Pass; 0

:0.983:0.696;Yes; ;460.54;3.3;112.98:;2:6:5:0. 567:;2. 421 :Pass;0
42;6.35;81.01;1;6;8;0.286;2.607;Fail ;2

tive;0.978;0.799;Yes; ;658.8;8.76;73.58;1;6;12;0. 142;3.918;Fail ;2
46.55:6.3:81.01;1:5;9:0.308:2.593;Fail;1
.55:6.3:81.01;1:;5:;9:;0.308;2.593:Fail:;1

;5;5;0.673;1.725;Pass;0

3.97;49.69;0;6;5;0. 647;2. 107;Pass;0

592;Yes; ;456.67;6.55;69.92;3;4;11;0. 33;2. 413;Fail;1
19.51;4.34;111 53;2;6;5;0.598;2. 139;Pass;0
S;;442.64;6.24;69.92;3;4;11;0. 355;2. 385;Fail;1
4 65;61.8;2;3;3;0.574;1. 763;Pass;0
s;;360.35;4.85;84.71;1;4;4;0.416;1.921;Pass;0
3;81.01;1;5;10;0. 382;2. 385;Fail;1
421.53,;4.43;100.63;2;6,;6;0. 573;2. 443;Pass; 0
96;Yes; ;426.6;7.05;66.76;2;3;10;0.311;2. 253;Fail;1
ctive;1.0;0.871;Yes;;675.25;9.27;73.58;1;6;12;0. 14;3. 951;Fail;2
475.03;7.11;55.12;1;3;9;0.281;2.65;Fail;1
9;6.69;38.66;0;3;4;0.354;2.215;Fail;1
4;5.8;98.36;2;7;11;0.278;2.613;Fail;1

.664;1.182;Pass;0

:4:5;0.853:1.473;Pass ;0

.908;0.577;Yes; ;483.69;7.11;70.0;2;4;12;0. 245;2. 567;Fail; 1
56;38.66;0;3;3;0.559;1.86;Fail;1

.49:3.73:66.76;0:6:6:0.568;2. 243:Pass:0
35:0.658:Yes;;419.54:5.48:;44.37:2:2:4:0.689:2.639;Fail;1

;0. 668;Yes;;404.53;5.54;32.34;1;2;4;0.725;2.609;Fail ;1
e;0.955;0. 728;Yes; ;545.76;8.29;67.79;2;4;13;0. 196;2. 992;Fail ;2
5.98;38.66;0;3;5;0.49;2. 112;Fail;1
6.19;38.66;0;3;4;0.497;1.984;Fail;1
8.66;0;3;5;0.691;1.816;Fail;1
1Yes;;460.7;7.9;66.76;2;3;13;0.314;2.621;Fail; 1
38.66:;0:3:;3:0.633;1.791:Pass:0

;08.89;1;4;3;0.692;1. 823;Pass;0

94.25;2;5;4;0.662; 1. 669;Pass;0

1;4;4;0.693;1.623;Pass;0

38.66;0;3;3;0.783;1.56;Pass;0

0C:;Active;0.816:;0.453;Yes; ;620.83:8.51:86.61:2;7;13;0.217:;3.342:Fail;2

.831;0.487;Yes; ;528.69;5.99;113. 29;3;6;15;0. 145;2. 957;Fail ;2
.19;38.66;0;3;4;0.497;1.984;Fail ;1
‘Yes;;442.64:6.24:69.92:3:4;11:0. 355;2.385:Fail;1
49.53:7.33:47.89:;0:4:6;0.289:2.499:Fail:1

.66;0;3;3;0.742;1. 649;Pass;0

12:5;4;0.665;1.661;Pass;0

839:1.317;Pass:;0

.914:1. 325;Pass;0

7;3.75;57.53;0;5;5;0.665;2.083;Pass;0
5;2;5;4;0.662;1.669;Pass;0
.66:0:;3:3:;0.783:1.56:Pass:0



8;31.35;0;4;7;0.378;2.279;Fail; 1
08;0.475;Yes;;525.77;6.91;73.16;3;5;13;0. 244;2. 952;Fail ;2
0.498;Yes; ;485.71;5.99;73.16;3; 3;0.299;2.671;Fail;1
9.87;4.18;67.59;1;5;4;0. 399; ass;0

5;1
1.82;P

ive;0.978;0.791;Yes; ;545.76;8. 29,6
6;6
3;6;

7.79:;2:;4;13;0.196;2.992;Fail;2
tive:;0.963:0.765:Yes; :559. 79:8. 7.79:2:4:;13:;0.19:;3.02;Fail;2
1:0.462;Yes; ;527.75:5.76;82. 39; 13:0. 283:2.955;Fail;2

2;5;4;0.667;1.633;Pass;0
9;62.32;2;3;3;0.476;1.819;Fail; 1
.86;107.59;2;8;10;0. 337;2. 489;Pass;0
.644;Yes; ;493.73;7.98;49.77;1,;3;10;0. 265;2. 587;Fail ;1
.55;6.29;55.76;1;4;6;0.35;2.505;Fail;1
6 559;1.86;Fail;1
09;Pass;0
0.354;2.215;Fail; 1
.bb1;Yes; 472 6 91;67.76;1;4;5;0.549;2.845;Fail;1

;3;3;0.
. 454;2.
6;0;3;
1;5.91;
37.52;6.7;47.89;0;4;5;0. 326;2. 375;Fail; 1

0
4;
0.

74:59.06:1:4:5;0.524:1.833;Pass:0

1;5.86;44.37;2;2;5;0.42;2. 351;Fail;1

.711;Yes;;440.62;7.36;66. 76;2;3;10;0.295;2. 281;Fail;1
;:428.61;5.93;69.92;3;4,;11;0.382;2. 357;Fail;1

.47:4.99:55.73:0:4:5:0.448:;2. 099:Pass:0

c10C(C)=0;Active:0.545:0.543:Yes; :691.73;4.5;171.44:0:14;13:0. 106:3. 483;Fail ;2

0.98;0.772;Yes; ;597. 18;8.68;64.35;1;5;9;0. 184, 3. 294;Fail ;2
.93:;2;4;5;0.654;1.513;Pass;0

46.5:0:3:3:0.627:1.543;Pass;0
22:Yes;:456.62:5.74:86.99:;3:;5;12:0.276:2.513;Fail;1

Yes; ;428.61;7.13;66.76;2;3;11;0.368;2.357;Fail;1

6.06;38.66;0;3;3;0.396;2.091;Fail;1
:94.25:2:5:4:0.662:;1.669;Pass:0
2;6.11;62.32;2;4;5;0.31;2.111;Fail;1
8;0.477;Yes;;511.75;6.52;73.16;3;5;13;0.263;2.923;Fail;2
.2;69.92;3;4,8,0 608;1. 921;Pass;0

Yes; ;442.64;7.22;55.76;1;4;11;0.29;2.385;Fail;1
0.511;Yes;;470.65;6.05;86.99;3;5;12;0. 256;2. 541;Fail;1
0.468;Yes; ;456. 58;4.53;66.48;1;4;6;0.694;2.513;Pass;0
9.89;5.68;42.23;1;2;4;0.633;1.96;Fail;1

6;0;3;3;0.783;1.56;Pass;0
:4.46;78.9:0:6:;12;0. 169:2. 201 ;Pass;0
.564;Yes;;440.62;7. 36;66.76;2;3;10;0.295;2. 281;Fail;1
;4,15;0.265;2.429;Fail;1
8.5:4.51:62.58;0:6:;7:0.508;2.377:Pass:0
2:4:0.835:1.363;Fail;1

;0;3:3;0.807;1.527;Pass; 0
.47;0;5;5;0.681;2.037;Pass;0

:0.798:;0.449;Yes; ;522.68:6.53:96.97:2:6;12;0. 187;2. 845;Fail ;2
ve:;0.8:0.507;Yes;;576.77:;8.71:66.38:1:6:;12:0.255;3.154;Fail;2
cc2)0Cl;Active;0. 748;0. 44;Yes; ;591.75;8.09;111.29;2;7;12;0. 146;3. 183;Fail;2

8.66;0;3;3;0.802;1.519;Pass;0
5:47.89:0:;4:6:;0.715:1.907;Pass:;0
:74.22:1:6:8:0.577;1.917;Pass;0

46. 36;6.8;62.32;2;4;5;0.261;2.193;Fail;1
12:;4;5;0.646;1. 781;Pass;0
.87:70.14:1:5:5:0.714:2. 087;Pass:0



;5. 28;51.46;1;5;5;0.481;1.867;Fail; 1
:3:3:0.675;1.493;Pass:0

:14:0. 303;2. 301 ;Fail;1
1;Yes;;494.54;5.48;74.22;1;6;5;0.371;2.889;Fail;1
;3393.42;4.51,;102.2;1;6,;6;0. 287;1.987;Pass;0
4.22:1:6:8; 7 17;Pass;0

1:6.15;62. 05;2.124:Fail;1

0.577; 7
32;2;4; 3
8.34;6.02;48.0;0; 0.453;2.317;Fail;1
6; 7

e

0

S &~ O T

42.54;5.33;67.7 ;0.503;2.385;Fail;1
n should be interpreted with caution. ;280.28:;2.78:52.6;0:4:3:;0.811;1.461;Pass;0
.52;6.11;62.32;2;4;5;0.31;2.111;Fail;1
74.35;3;4;3;0.637;1.533;Pass;0
.564;Yes;;440.62;7.36;66.76;2;3;10;0. 295;2. 281;Fail;1
41.57:;1:2;3:0.581;1.731:Pass:0
5;74.35:3:4:4:0.618;1. 662;Pass:0
765;0.805;Yes; ;580.57;8.63;55.76;1;3;13;0. 162;3. 061;Fail;2
on should be interpreted with caution. ;264.28;2.9;54.37;1;3;2;0.848:1. 329;Pass;0
0.81:;0.462;Yes; ;540.79;5.68:76.4;3:6:;13:0.28;2.982:Fail;2
02:2:4:4:0.655;1.681;Pass;0
.89;0;4;4;0.803;1.651;Pass;0
;0.503;1. 469;Pass;0
8.62;7.06;109.36;3;7;14;0.161;2.997;Fail;1
s::509.13:6.7:35.94:1:4:10;0.309:2. 818:Fail;2
Yes; ;462.63;4.09;110. 38;5;6;12;0.299;2. 525;Pass; 0
12;4:5,0.653;1. 753;Pass; 0
39:1.405:Pass:0
:5:4:0.667:1.633;Pass:;0
es; ;504.59;8.29;55.76;1;3;12;0. 296;2. 809;Fail ;2
.06;58.43;2;5;5;0.416;2. 333;Fail ;1
:481.02:6.93:98.9;2:6:11:0.133:2.662;Fail;1
.61:Yes:;:513.59;7.48:66.84:;1:3:9:0.222:2.927;Fail;2
58;0.679;Yes;;454.65;7.67;66.76;2;3;10;0.281;2. 309;Fail;1
prediction should be interpreted with caution. ;359.45;5.07;50.94:;1:;5:5;0.506;2.01¢
77.76:3:4:6:0.542:;1.409:Pass:0
:3.83:;85.02:2:4:5;0.596:1. 889:Pass;0
es;;414.59;6.72;66.76;2;3;9;0.44;2.129;Fail;1
es;;412.57;6.66;66.76;2;3;10;0. 333;2. 225;Fail;1
29;78.9;0;6;9;0.222;1.817;Pass;0
386.53;6.1;66.76;2;3;9;0.503;2.073;Fail;1
ve;0.787;0.433;Yes;;552.71;6.51;106.2;2;7;13;0.166;3. 005;Fail;2
es;;422.49;3.99;87.74;2;4;6;0.492;2. 245;Pass;0
3.72:3:4:0:0.385:1.512;Pass;0
.97:7.1:75.11:2:5:6;0.156;2. 544 :Fail;1
.83;0.747;Yes; ;634.6;7.25;100.0;1;8;16;0.099;3. 469;Fail ;2
;500.06;7.37;84.34;2;6;12;0. 116;2. 8;Fail;2
401.4;1.22;154.52;3;7;5;0.64;1.903;Pass;0
3;5;0.646;1.437;Pass;0
5;59.06;1;4;5;0.498;1.861;Fail;1
29;1;5;6;0.482;1.993;Pass;0
2:4;5;0.355;2.189;Fail;1
3;0.729;1. 769;Pass; 0
6 381;Pass;0
b. 95 64.99;1;4;14;0.33,;2.897;Fail;1
Outside AD: prediction should be interpreted with caution. ;461.53:5.32:80.32;2;5;%

1.9
5:0.
4;6;
1:4
pre
5

0
.75;68.
;63. 25;
.45;1;3;
.764; 1.



.42;77.0;1;7;11;0.117;2.618;Fail ;1
.46:81.54:1:6;14:0.25;2.933;Fail;1
7.06:6.82:88.0;2;7;11;0.136:2.654:Fail;1

;0. 383;0.463;Yes; ;561.62;6.28;111.38;1;7;8;0.233;3.123;Fail;2
0C(C)=0;Active;0.526;0.562;Yes; ;663.64;3.43;188.51;0;15;15:0. 1;3.427;Fail;2
.47;,2.99;76.45;0;5;4;0.502;1.993;Pass;0
;3.69;75.99;2;5;6;0.767;1. 725;Pass; 0
8;1;6;4;0.713;2.165;Pass;0

0. 186;2.557;Fail; 1
$::394.14:3.46:124.94:0:7:5:0.331:1. 688;Pass:0
:393.44:4.35;75.71;1:4:4;0.559:1. 987;Pass;0

6
4:41.
4;16;
2;Ye

68:1:;4:;3;0.697;1.521;Pass;0
tive;0.831;0.45;Yes;;536.71;6.84;96.97;2:6:;12;0.175;2.873;Fail;2
.67:62.3:1:5:6:;0.49:1.983;Pass:;0

.36:6.8:62.32:2:4:5;0.261:;2.193:Fail;1

0)C(C) (C)C(=0)C(C) (C)C2=0)c10;Active;0.708;0.689;Yes;;710.91;8.32;186.5;5;10;11;0.
0C (=0) /C=C/c3ccc (0) ¢ (0) c3)nn2) Cn2cc (COC (=0) /C=C/c3ccc (0) ¢ (0) ¢3)nn2) nnl;Active;0. 8C
2:46.53:1;3:1;0.621:1.105;Pass:;0

:Yes;;443.59:6.83;57.61:1:2:5:0.47:1.987;Fail;1
.57;6.59;55.76;1;3;13;0.302;2. 789;Fail ;1

748;0. 643;Yes; ;504.62;6.39;93.06;2;6;12;0. 198;2. 609;Fail ;2
1:7.06;75.11:2;5;11:0.139;2.612:Fail;1

49:62.32:2:;3;5;0.671;1. 788;Pass;0

rpreted with caution. ;134.14;1.27:48.91:2:2;0:0.57;0. 668;Pass;0
22.51;3.29;68.2;0;5;5;0.692;2. 145;Pass; 0
4:0.823:Yes;;537.61:;4.56;105.67;1;7:8:0.353;2.875:Fail;1

ould be interpreted with caution. ;229.2:2.19;41.62;1;3;1;0.802:;0.958;Pass;0
4.1;67.76;1;4;5;0.809;1.833;Pass;0

67;1;4;3;0.715;1.533;Pass;0

¢ (COC(=0) /C=C/c3ccc(0)c(0)c3)nn2)nnl;Active:;0.804:0.508:Yes: :865.81:2.34:312.64:7:
.38:45.22:1:2:2:;0.491:1.909;Fail:1

.67;8.04;55.76;1;3;13;0.305;2.813;Fail;1

97;51.46;1;5;5;0.51;1.839;Pass;0

:0.263;No;Outside AD: prediction should be interpreted with caution. ;512.36;6. 88;7
tion should be interpreted with caution. ;290.27;3.56;67.51;1;4:1;0.696;1. 481;Pass;
51.22;1;3;4;0.913;1.677;Pass;0

24;51.22;1;4;6;0.739;1.973;Fail; 1
7:6.59;55.76;1;3;13;0.302;2.789;Fail;1
5.66;51.46;1;5;5;0.436;1.921;Fail;1
51.22;1;4;6;0.782;1.945;Pass;0

.3;57.65;0;6;13;0.172;2.807;Fail ;1

:Yes;;481.02;6.93;98.9;2;6;11;0. 133;2.662;Fail;1

0.305;No;0Outside AD: prediction should be interpreted with caution. ;469.56;5.7;76.
3;5.37;51.46;1;5;5;0.455;1.919;Fail;1

02;Yes; ;442.64;7.44;66.76;2;3;11;0. 35;2. 385;Fail;1
409.53:3.56:72.91:;0:6:4:0.772:1.819;Pass:0

0;0utside AD: prediction should be interpreted with caution. ;499.42;7.04;62.66;1;¢
5;0.503;1.469;Pass;0

diction should be interpreted with caution. ;359.45;5.07;50.94;
ide AD: prediction should be interpreted with caution. ;446. 64
9:75.99:2:5;3:0.673;1.521;Pass:0
51.47;1;3;5;0.895; 1. 783;Pass;0

0C) c10C; Inactive;0.471;0. 243;:No;Outside AD: prediction should be interpreted with
5.43:5.25:60.69;1:6:6;0.432:2.051;Fail;1

1:5:5;0.506;2.019;F
:5.4:44.53:1:5:7:;0.5

Ny ™



.36;55.76;1;3;14;0.313;2.893;Fail;1
7;51.22;1;3;6;0.794;1.933;Pass;0
7;6.59;55.76;1;3;13;0.302;2.789;Fail;1
.738;0.717;Yes; ;613.67;7.23;77.46;1;6;15;0. 181;3.527;Fail;2
;4.92;47.89;0;4;4;0.608;1.951;Pass;0
5:4.93:66.76:2:;3:7:0.543:1.789:Pass:;0
:78.9:;0:6:8:0.237;1.689:Pass;0

0)C(C) (C)C(=0)C1(C)C) [C@@H]2C(C)C; Inactive;0.243;0.516;Yes; ;650.81;7.28;155.27;3:¢

ive;0.901;0.628;Yes; ;521.79;8.59;49.77;1;3;10;0. 248;2. 644;Fail ;2
:5:0.806:1.465:Pass;0
tive:;0.46:0.621;Yes;;459.59:5.29:81.67:3:3:6:;0.549;2.919;Fail:1
867;1.189;Pass;0
:2;4;0.745;1. 373;Fail; 1
8:;0.3
3:1:1:5:0.683;1.497;Fail;1
0.821;1.089;Pass;0
es;;457.55;5.76;74.68;1;3;7;0.383;2.415;Fail;1
clOC;Active;O.757;0.421;Yes;;662.86;9.24;92.68;1;7;17;0.
(CO)CO;Active;0.823:0.417:Yes; ;652.97:5.42:82.88:3:8;15
76;2;3;4;0.829;1. 353;Pass;0
95;83.03;1;6;5;0.736;2.061;Pass;0
.027:Pass;0
2:0.79:1.121;Pass;0
0.89;1. 307;Pass;0
.779;1. 206;Pass;0
2.65;7.29;66.76;2;3;13;0. 343;2. 565;Fail ;1
0.23;1;1;2;0.628;1.245;Fail;1
4;Yes;;417.53;5.92;46.06;2;2;4;0.544;2. 635;Fail ;1
.675;1.241;Pass;0
.6
5;

32;

1 826:Fail;2
:0. 3

.606;Fail;2

D DO

3
17;

26:1.349;Fail;1
1. 345;Pass;0
;5;0.727;2.065;Pass;0
83;Yes; ;498. 66;6. 92;82.
49;Yes; ;507. 76;8. 28;49.

i1

; 0. 97;Fail;1
;0.

.46;1;5;7;0.76;2.103;Pass;0

01;

9;

16:Fail;2

CTJO“IO‘I

0
7

=S
o

Pass;0

1. 121;Pass;0
;456.67;7.52;44.76;0;4;12;0.241;2.513;Fail;1
6 0.251;2.557;Fail;1
,5,7,0.439,1.489,Pass,0
on should be interpreted with caution. ;298.38;3.99;49.69;2;3:4:0.
tion should be interpreted with caution. ;280.37;4.83:;29.46;1;2:;5
64:77.0:1:7:9:0.204:;2.362;Fail:1
;0. 568;Yes;;501.56;5.22;93.14;1;5;7;0.373;2.703;Fail;2
;0.492;1.461;Pass;0
.2 2,2;0.697;1.229;Fail ;1
77.0;1;7;7;0.164;2.402;Fail;1

4:5;0.614;1.749;Pass;0
4:;7;0.378;2.279;Fail; 1

897:1.597;Pass;0
0.7

3;1;2;2;
;0. 82;77.
;74.35;3;
;31.35;0;

VOOL\DCN

4.
1.
(C)Cc(=0)Cc1(C)C)C2C(C)C;Inactive;0. 128;0.571;Yes; :678.86:8.21;155.27;3;9;9:0. 133;
:0.286:No;Outside AD: prediction should be interpreted with caution. ;483.59:5.84;
;437.5;5.91;66.84;1;3;7;0.39;2.375;Fail;1

33;3.21;118.43;0;6;8;0. 138;1. 663;Pass;0

05;No;Outside AD: prediction should be interpreted with caution. ;423.56;4.93;

1
:0.795:;1. 461 ;Pass;

AD: prediction should be interpreted with caution. ;354.39;3.53:;90.92:0:7:6:0. 382;



6;0.811;1.569;Pass;0
16.28;77.0:1:7;12:;0.109:;2. 746:Fail ;1
:1.117;Pass:;0
48;0. 565;Yes; ;572.15;8.03;70.9;2;5;7;0. 235;3. 044;Fail ;2
29.63;6.25;27.3;2;2;5;0.469;2. 159;Fail;1
Yes;;481.02:6.93:98.9:2:6;11:0. 133;2.662:Fail;1
1:2:6:;0.788;1.561;Pass:0
37.56;5.83;74.68;1;3;10;0.405;2. 475;Fail;1
b72;Yes; ;575.96;7.27;93.57;2;7;14;0.08;2.952;Fail ;2
.448:Yes::532.09:7.11;70.9:2:5;7;0.266:2. 764:Fail ;2
10.724:0.296:No;0utside AD: prediction should be interpreted with caution. ;561.11;
707;0.953;Pass;0
;4,17;0.211;2.685;Fail;1
81;55.76:1:;3;11:0.394;2.265;Fail;1
9:0.641:Yes; :460.57:;5.32;132.13:4:7:8:0.234:2. 121;Fail;1
33.12;1;2;2;0.788;1.219;Fail;1
.46;74.2;0;7;11;0.107;2.62;Fail;1
rediction should be interpreted with caution. ;354.46:;4.75;56.7
diction should be interpreted with caution. ;356.18;3.42;73.72;
49;62.32;2;3:;5;0.671;1. 788;Pass; 0
es;;457.53;7.05;57.61;1;2;6;0.297;2.515;Fail;1
s;:;404.42:3.5;155.52:6:8:;6:;0.4:1.809;Fail;1
should be interpreted with caution. ;270.37;4.67;40.46;2;2:5;0.828;1. 441;Pass;0
;3.51;77.98;1;4;3;0.754;1.663;Pass; 0
5.89;64.11;1;6;7;0.219;2. 156;Fail;l
.97;51.46;1;5;5;0.51;1.839;Pass;0
9;6.25;75.11;2;5;9;0.132;2.628;Fail;1
78.9;0;6;6;0.263;1. 433;Pass;0
.98;54.69;1;6;4,;0.745;2. 155;Pass;0

286;No;Outside AD: prediction should be interpreted with caution. ;453. 56;6.03;
4;5;0.595;1. 253;Pass;0
9;0;3;3;0.815;1.487;Pass;0
tive;0.49:;0. 314;No;0Outside AD: prediction should be interpreted with caution. ;56E
4.54:6.51:44.12:0:4:;7:;0.251:2.349;Fail;1
0;0utside AD: prediction should be interpreted with caution. ;454.55;4.3
0;0utside AD: prediction should be interpreted with caution. ;420.51;6.6
15.2;49.83;1;2;13;0.22;2. 137;Fail;1
75.11:2:5:10;0.217:2.216;Fail;1
:55.76;1:3;12;0.485;2.369:Fail;1
prediction should be interpreted with caution. ;320.34;1.92;100.9;2:;6:9;0.312;1. 74
D: prediction should be interpreted with caution. ;374.34;5.26;59.15;1;5;3;0.497;1.
0:Inactive;0.489;0.26;No;0utside AD: prediction should be interpreted with cautior
tion should be interpreted with caution. ;280.37;4.83;29.46;1;2:5;0.795;1. 461;Pass;
5;Yes;;494.57;6.0;87.57;1;4;7;0.3;2.689;Fail;1
ion should be interpreted with caution. ;324.43;5.38;40.46:;2:4;1;0.493;1.549;Fail ;1
2:3:3:0.505:1.247;Pass:;0
0;0utside AD: prediction should be interpreted with caution. ;419.52;6.46;42.23;1;¢
47.89;0;4;6;0.715;1.907;Pass;0
27;1.149;Pass;0
25:0.269:No;0Outside AD: prediction should be interpreted with caution. ;467.59;6. 1%
rediction should be interpreted with caution. ;322.4:4.74:35.53:0;3;7;0.419;1. 745;
36;60.69;1;6;6;0.515;1.943;Pass;0
43;0;5;4;0.67;1.901;Pass;0
99. 88;4.03;68.8;2;5;4;0.648;2. 0;Pass;0

3;
3;

>.J>>—A

8;
5;0.
6;2;
7.8
c

8;8
1;5

SIS |

6.75:1
4.26:2;



diction should be interpreted with caution. ;289.33;2.39;81.0:;3:;4;3;0.453;1.279;Pas
35:3:4:4:0.64;1.593:Pass:0

ould be interpreted with caution. ;250.3:;3.84:;40.46:2;2;2:0.725;1. 301;Pass;0
active;0.374;0. 3;No;Outside AD: prediction should be interpreted with caution. ;554
;1 75.11;2;5;8;0.227;2. 204;Fail;1

:Inactive;0.426;0.33;No;0utside AD: prediction should be interpreted with caution.
::450.34:5.4;74.68;1:3:6:0.546:2. 101;Fail;1
75;7.69;81.54;1;6;14;0.157;3.014;Fail;2
s;;445.56;4.58;64.43;0;5;7;0.499;2. 391;Pass;0

4:3:0.783;1.467:Pass:0

1.46;1:5:5:0. 553;1. 783:Pass; 0

67:0. 352;No;0utside AD: prediction should be interpreted with caution. ;524. 68;6. 2%
0;0utside AD: prediction should be interpreted with caution. ;437.56;7.02;42.23;1;¢
0;0utside AD: prediction should be interpreted with caution. ;433.55:6.65;42.23;1;%
0)c10;Inactive;0.436;0. 262;No;0utside AD: prediction should be interpreted with ce
5. 86;75.11;2;5;8;0.199;2.5;Fail;1l

.66;75.11;2;5;8;0.281;2.232;Fail;1

5:5.2:74.6:2;4:8:0.469;1.689:Fail;1

:2:0.649:1. 141;Pass:0

0;1;7;6;0.301;1.95;Pass;0

ediction should be interpreted with caution. ;356.18;3.42;73.72:3:;4:;0;0.385;1.512;F
:0.777:0.385;Yes;;559.13:6.91;41.37:;0:;4:7:0.247;2.818:Fail;2

. 524:;0. 243;No;0Outside AD: prediction should be interpreted with caution. ;535.35;7.
utside AD: prediction should be interpreted with caution. ;375.43;3.86;110.59;0;6;¢
;465.57;5.95;83.91;1;4:8;0.444;2.531;Fail; 1

7:20.23:1:2:2:0.627:;1.298;Fail;1

2:58.89:1:4:3:0.824:;1.62;Pass:0

)C)c10; Inactive;0. 152;0.631;Yes;;612. 8;8.45;152.36;5;8;11;0.123;2.926;Fail;2
317:;No;Outside AD: prediction should be interpreted with caution. ;535.33;7.0;104.
(C)cclcal4 (c)celce]230) [Caal1(C)C(=0)0;Active;0. 66;0. 286;No;0utside AD: predictior
:0.365;Yes;;520.72:6.42:41.37:0:4:7:0.282;2. 741 :Fail;2

on should be interpreted with caution. ;277.33;3.92;71.84;3;3;3;0.679;1. 455;Pass;0
.666:;0. 289;:No;0Outside AD: prediction should be interpreted with caution. ;557.14;5.
)CC(C) (C)CC2=0)C(C)C)c10; Inactive:;0. 128:0.468:Yes; :708.93:9.63:172.59:6:9:9:0. 146
0)cclC;Inactive;0.497;0.269;No;0utside AD: prediction should be interpreted with ¢
e:0.584:0.272;No;0utside AD: prediction should be interpreted with caution. ;587. 7t
e interpreted with caution. ;186.21;2.76;40.46;2;2;1;0.718;0.872;Pass;0
ve:0.733:0.282;No;0utside AD: prediction should be interpreted with caution. ;575.7
9:Pass:0

0;0utside AD: prediction should be interpreted with caution. ;451.59;7.16;42.23;1;¢
ive;0.758;0.38;Yes;;b74.69;7.13;41.37;0;4;7;0. 236;2. 849;Fail ;2
:60.69:;1:6:6:0.515:;1.943;Pass:0

6;1.309;Pass;0

.718;0. 381;Yes; ;555.17;7.08;41.37;0;4;7,;0.245;2.81;Fail;2
:Active;0.724;0.311;No;Outside AD: prediction should be interpreted with caution. ;
36:3.37:102.03;1:6:4:0.512;1.713;Pass:0

.21:38.33:1:3:7;0.71;2.071;Fail:1

1;1;13;0.254;2.133;Fail;1

b41;1.533;Pass;0

cl;Active;0.715;0.297;No;Outside AD: prediction should be interpreted with cautior
utside AD: prediction should be interpreted with caution. ;439.58;4.72:80.32:2;5;3;
C(=0)0) [C@@H]5CC[C@]43C) [C@H]12;Active;0.563:0.257;No;Outside AD: prediction shoul
9;6.08;75.11;2;5;6;0.215;2.28;Fail;1

3:3.38:68.8:2:5:4:0.694:1.931:Pass;0



2;0;4;4;0.62;1.897;Fail;1

ediction should be interpreted with caution. ;311.73;3.31;73.72:3:4:0:0.397;1.423;T
:449.57:;5.83;74.68;1:3:7:0.493:2.399;Fail;1

0.568;Yes; ;487.53;5.18;93.14;1;5;7;0.386;2. 675;Fail;1

21;93.06;2;6;10;0.622;2. 145;Pass;0

63:51.46:1:5:5;0.52:1.855;Pass:;0

1:1:6:6;0.362:;1.928:Pass;0

.679:0.295;No;0utside AD: prediction should be interpreted with caution. ;552.72;5.
iction should be interpreted with caution. ;295.27;2.79;73.72:3;4;0;0.397;1. 391 ;Pas
s;:443.52:5.45;74.68:1:;3;7:0.412;2.387:Fail ;1

should be interpreted with caution. ;278.38;2.2;41.57;1;3:;2;0.842;1.157;Pass;0
64.68;1;4;3;0.69;1.549;Pass;0

4.14;51.1;1;3;4,;0.767;1.905;Pass;0

2:4:4:0.479:1. 32:Pass:0

Yes::473.55:5.88:83.91:1:4:8:;0.345;2. 547:Fail;1

10.645:0. 282:No;Outside AD: prediction should be interpreted with caution. ;571.77;
1;38.66;0;3;3;0.633;1.791;Pass;0

c(C(C)=0)c20)c10;Active;0.52:0.334:No;0utside AD: prediction should be interpretec
92:1.156;Pass;0

01;51.46;1;5;5;0.503;1.852;Fail;1

ould be interpreted with caution. ;266.34;2.33;32.34;1;2;1;0.792;1.033;Pass;0
2:5:5:0.494:1.772;Pass; 0

38.33:;1:2:3:;0.916:1. 335;Pass:0

;1. 149;Pass;0

06;No;Outside AD: prediction should be interpreted with caution. ;496.61;5.13;77. 3%
.51:;5.05:74.68;1:3:8:0.565;2.219;Fail;1

tside AD: prediction should be interpreted with caution. ;454.59:4.59;77.52;1:6;4;(
3.6;1;4;6;0.6;1.381;Pass;0

0.801;Pass;0

D: prediction should be interpreted with caution. ;329.4;4.87:42.23:1:2:4;0.694;1. ¢
.43:5.37:51.46;1:;5;5;0.455;1.919:Fail;1

66.02;1;5;1;0.732;1.995;Pass;0

n should be interpreted with caution. ;266.34;4.22;40.46;2;2;5;0.795;1. 433;Pass;0
s;:449.55:5.51;74.68:1:;4;7:0.404:;2.399:Fail ;1
2.96:6.49:88.0:;2:6:6;0.166:;2. 546:Fail;1

.25;74.68;1;3;11;0.52;2.307;Fail;1

0:Inactive;0.443;0. 248;No;Outside AD: prediction should be interpreted with cautic
AD: prediction should be interpreted with caution. ;350.41:;4.66:52.6:0:4;7;0.414;1
0;0utside AD: prediction should be interpreted with caution. ;405.5;6.53;42.23;1;2;
rediction should be interpreted with caution. ;245.19;1.57:97.51:1;5;2:0.484;1.09;F
56.36;3.37;102.03;1;6;4;0.512;1.713;Pass;0

6.36;55.76;1;3;14:0.313;2.893:Fail;1

utside AD: prediction should be interpreted with caution. ;489.35;4.51;112.57:3;4;¢
37.3;1;3;2;0.765;1.233;Fail;1

64.99;1;5;13;0. 362;2.509;Fail;1

::431.51:5.24:74.68:;1:3:6;0.453:2.263;Fail;1
.76:1:4:12:0.38;2.377;Fail;1

55.76;1;4;12;0. 38;2.377;Fail;1

;468. 65;4.71;48.47;1;4;10;0. 346;2. 737;Pass;0
2:0.692:1.056;Pass:;0

4.35:3:4:4:;0.634:1. 621;Pass:0

9;51.46;1;5;5;0.539;1.819;Pass;0

:Inactive;0.417;0.305;No;0utside AD: prediction should be interpreted with cautior
.96:6.56:75.11:;2:5:6:0.197;2. 3:Fail;1



1;0.408;Yes; ;444.4;3.97;148.45;2;7;7;0. 321;2. 389;Pass;0

:No;Outside AD: prediction should be interpreted with caution. ;454.96;7.26;54. 26;<
55.76:1:4:12:0.38;2.377;Fail;1

e AD: prediction should be interpreted with caution. ;344.41;4.45;68.25;2;3;4;0. 54:
0:Inactive;0.475;0.245;No;0utside AD: prediction should be interpreted with cautic
0:Inactive;0.459;0. 26;No;0utside AD: prediction should be interpreted with cautior
:0.702:1.925;Pass;0

.51;79.47;1;4;3,;0.529;1.501;Pass;0

245:No;0Outside AD: prediction should be interpreted with caution. ;416.56;4.96;91.¢
4.12:2:3:5:;0.681:1.717;Pass;0

:No;Outside AD: prediction should be interpreted with caution. ;498.47;3.8:;103.93;1
679;Yes; ;533.65;7.95;64.72;1;6;6;0.235;3.067;Fail;2

ediction should be interpreted with caution. ;385.49;5.1;47.78;0:;5;7:0.328;2.271;F¢
utside AD: prediction should be interpreted with caution. ;440.57:4.66;77.52;1:;6;3;
Inactive;0.475;0.291;No;Outside AD: prediction should be interpreted with caution.
:0.272:No;Outside AD: prediction should be interpreted with caution. ;488.51;7.63;¢
.36;55.76;1;3;14;0.313;2.893;Fail;1

547:0. 242:No;0Outside AD: prediction should be interpreted with caution. ;518.9;7.0¢
4)cc3)cee2el; Inactive; 0. 487;0. 334;No;Outside AD: prediction should be interpreted
;3;1;0.531;1.453;Pass;0

2;Yes; ;400.39;4.27;111.15;1;6;6;0. 382;2. 201 ;Pass;0
0.404:;Yes;;416.39:;3.97:131.38:2:7:6:0. 359:2. 233:Pass; 0

should be interpreted with caution. ;278.31;3.68;57.53;2;3:3;0.719;1.457;Pass;0
3.93;68.53;1;4;4;0.768;1.716;Pass;0

56;2;4;7;0.608;1.701;Pass;0

42:1.31:129.84:1:10:10:0. 263:2. 235;Pass;0

1.54;1:6:11;0.379:2.521;Pass:0

;Active;0.786;0.414;Yes; ;609.14;7.79;41.37;0;4;7;0.215;2.918;Fail;2

ide AD: prediction should be interpreted with caution. ;402.56;4.53;68.29;1;5;2:;0.7
ctive;0.712;0.31;No;Outside AD: prediction should be interpreted with caution. ;60¢
:Outside AD: prediction should be interpreted with caution. ;460.97:;5.95;69.9;0;6;7
ide AD: prediction should be interpreted with caution. ;442.61;6.19;79.29;2;5;7;0.4
3;38.33;1;3;5;0.859;1.815;Pass;0

10;Inactive;0. 152;0. 489:Yes; ;556. 7:;6.89:152.36:5:8:7:0.228:2. 413;Fail;2
1:0.576;Yes; ;432.51:4.4:132.13:4:7:;5;0.4:1. 765;Pass:0

rediction should be interpreted with caution. ;277.28;4.42:81.24:3;3;2:0.474:1.555;
81.7;1;5;6;0.284;1.431;Pass;0

46.34:0.96;114.56:;2:6:7:0.438:1. 793;Pass:0
s::433.49:5.04:87.82;1:4:;7;0.441:;2. 367:Fail;1

0.76;Pass;0
C(C)C)cl10;Inactive;0.111;0.516;Yes;;618.77;7.92:152.36:5;8:8;0.187;2.838:Fail;2
:0.568:;Yes;:548.01:8.5:39.94:0:4:9:0. 186:2. 996;Fail;2
:Yes;;476.64:6.1;71.19:2:3:11:0. 257:2.853;Fail;1

prediction should be interpreted with caution. ;308.29;2.6;91.67;2:;4:;3;0.85;1.517;F
e AD: prediction should be interpreted with caution. ;345.4;4.57;62.46:2;3;4;0.681;
.352:No;0Outside AD: prediction should be interpreted with caution. ;348.35;1.54;13(
)cl;Inactive;0.446;0.276;No;Outside AD: prediction should be interpreted with caut
on should be interpreted with caution. ;325.39;3.38;57.01;0;6;6:;0.513;1.851;Pass;0
:Outside AD: prediction should be interpreted with caution. ;362.47;4.25;94.83;3;5;
should be interpreted with caution. ;244.29:2.5;46.53;1:;3;1;0.825;1. 189:Pass;0

e interpreted with caution. ;200.24;2.69:40.46:2;2;2:0.782:;1.0;Pass;0
6;1;4;12;0.405;2.349;Fail ;1

;0.822;1. 188;Pass;0

3:0.444:Yes: :444.4;3.97:148.45;2:7:7:0.321:2. 389;Pass:0



3;0.399;Yes; ;444.4;3.97;148.45;2;7;7;0. 321;2. 389;Pass;0

ion should be interpreted with caution. ;231.21;2.67;83.6;2;4:;2:0.614:1.062;Pass;0
4:1:6:8:0.586:;1.875;Pass;0

60.44;0;4;3;0.817;1.529;Pass;0

7;Yes; ;406.42;4.33;111.15;1;7;6;0.377;2. 213;Pass;0

d be interpreted with caution. ;214.22:1.75:54.37;1;3;2;0.763;1.028;Pass;0
8:4.02:86.99;3:5:3:0.735;1.581:Pass;0

.39;4.19;75.99; 0.637;1.705;Pass;0

.02;7.34,;40. 46, 201;2.536;Fail;1

65;7.42;44.76;0;5;1 137;2.957;Fail;1

93:64.99:1:5:13;0.308:;2.578;Fail:1

0.703;Yes; ;449.49;4.43;104. 33;0;7;7;0. 305;2. 399;Pass; 0
96;6.46;40.46;0;5,6;0. 255;2. 28;Fail; 1

0.722:;1.073:Pass:0

1:4:9;0.541;1.993;Pass:0

;1;3:9;0.702;1.957;Pass; 0

0;0utside AD: prediction should be interpreted with caution. ;475.59:;7.06;57.01;0;%
0.212:No;Outside AD: prediction should be interpreted with caution. ;378.47;2.9;104
.6;1:4:3:0.884:;1.489:Pass;0

(C)C(=0)C(C) (C)C2=0)C(C)C)cl10;Inactive;0.177;0.591;Yes; ;702.84;7.55;186.5;5;10;8;(
3;47.56;1;3;7;0.731;2.047;Pass;0

2:68.65:1:5:12:;0.291:2.651;Fail;1

0.892:Pass;0

. 347;1.072;Pass;0

uld be interpreted with caution. ;242.3;3.98;40.46;2;3;1;0.677;1. 185;Pass;0
88:Yes;:415.41;3.85:137.17;2:7:6:0.277:2. 231:Pass:0

ctive;0.438;0. 345;No;0utside AD: prediction should be interpreted with caution. ;51
;1.02;Pass;0

.99;1:;5;13;0.362;2.509;Fail;1

:1.277;Pass; 0

ctive;0.378;0. 316;No;0Outside AD: prediction should be interpreted with caution. ;54
6.63;44.76;0;5;13;0.192;2.813;Fail;1

.455;0. 382;Yes; ;490.47;4.29;138.84;1;9;9;0. 269;2. 681;Pass;0

(C) (C)Cc(=0)Cc(C) (C)C1=0:Inactive:0.24:0.482:Yes; :632.79:7.41:;124.04:1:8:4:0.269:2. ¢
6.47:2.1:117.12:;4:6;11;0.417:;2. 333;Pass:0
2.45;1.8;128.12;5;6;10;0. 386;2. 205;Pass;0
0.398;Yes;;416.39;3.97;131. 38;2;7;6;0. 359; 2. 233;Pass;0
34:Yes;:509.7:6.07:84.08;2:5:12:0.227:3.019;Fail;2

e:0.468:0. 343;:No;Outside AD: prediction should be interpreted with caution. ;529. 5t
.36;55.76;1;3;14;0.313;2.893;Fail;1

1;5;4;0.505;1. 128;Pass;0

de AD: prediction should be interpreted with caution. ;432.57:;3.81:94.07;1:8;2;0. 7%
43:0.88:132.64:;2:9:10;0. 331;2. 233;Pass:0

6.16;51.46;1;5;5;0.307;2. 152;Fail;1

diction should be interpreted with caution. ;374.83;2.23;83.48;1;7:4:0.878;1.95;Pas
:Yes::452.51:4.67:70.42:0:6:;7:0.408:2. 405;Pass:0

.734;0.295;No;0Outside AD: prediction should be interpreted with caution. ;556.69;5.
26;0.312;No;Outside AD: prediction should be interpreted with caution. ;535.95;4. 74
eted with caution. ;142.18;2.02;33.37;1;3;0;0.562;0. 484;Pass;0

ss:0

9:Yes;:458.9:7.05;61.81:0;5;5;0.264:2.418:Fail:;1

;0.199;0. 398;Yes; ;410.6;7.16;57.53;2;2;6;0.489;2. 021;Fail;1

side AD: prediction should be interpreted with caution. ;363.8;5.25:;51.8;0;4;3;0.4"
ction should be interpreted with caution. ;294.39;4.83;18.46:;0;2:7:0.681;1.689;Pass

2:5:4;
0:5:8;0.
:14:0.

0;
3;



Na+]. [Na+];Active;0.647;0.378;Yes;;594.39;-1.31;83.42;1;5;6:;0.218;2.389;Fail;1
22:1.013:Pass:0
:4.66:29.46:;1:2:2:0.856;1.333;:Pass:0

9;0;3:;5;0.644;1.997;Fail; 1
.37;0;3;14;0.139;2. 065;Fail;1
3;1;1;14;0.225;2.261;Fail;1
1:0:4:2;0.785:;1.431;Pass;0
9;0;5;4;0.738;1.625;Pass; 0
.97;114.61;1;5;3;0.816;1.601;Pass;0

2:;0.775;1.337;Pass;0

63.35:2.17;120.13;1;7;4;0.653:;1.727:;Pass;0

AD: prediction should be interpreted with caution. ;451.35;5.47;80.9;2;5;4;0.404;2.
@]4(C) [C@]3(C)CCLC@@H]12;Active;0.54;0.224;No;0utside AD: prediction should be int
C) [C@]3(C)CCLC@@H]12;:Active;0.506;0.214;No;0Outside AD: prediction should be interg
:2:4:5:0.753;1.697;Pass:0

:1;11;0.318;1.877;Fail;1

1.46;1;3;2;0.647;1.689;Fail; 1

e AD: prediction should be interpreted with caution. ;372.45;5.64:45.81:0;4;4;0.55¢
rediction should be interpreted with caution. ;355.44;4.95:50.94:1;4;6:;0.532:2.111;
side AD: prediction should be interpreted with caution. ;431.54;7.04;39.94;0;4;8;0.
4;2;0.785;1.377;Pass;0

:2:0.851:1.361:Pass;0

.55:Yes;:548.01;8.41;39.94:0:4:8:0.196:2.896;Fail;2

tside AD: prediction should be interpreted with caution. ;439.56;7.55;30.71;0;3;6;(
es;;495.63;7.98;39.94;0;4;9;0. 204;3. 091;Fail;1

0;0utside AD: prediction should be interpreted with caution. ;495.63:7.9:;39.94:;0:;4;
(=0)0) [Ce@H]5CC[C@]43C) [C@@H]2C1 ; Inactive;0.421;0.208;No;0utside AD: prediction st
©]43C) [C@@H]2C1 ; Inactive;0. 435;0. 192;No;Outside AD: prediction should be interpret
.81;88.0;2;6;11;0.167;2.59;Fail;1

@]3(C)CCLC@@H]12:Active;0.516;0. 187;No;Outside AD: prediction should be interprete
tside AD: prediction should be interpreted with caution. ;465.23:2.68;97.74;1:7;2;(
94:88.0;2:;6;10;0.178;2.462;Fail;1

C) [C@@H]2C1;Active;0.511;0.19;No;Outside AD: prediction should be interpreted witl
@]43C) [C@@H]2C1; Inactive;0. 498:0.223;:No;0utside AD: prediction should be interpret
3C) [C@@H]2C1; Inactive;0. 48;0.179;No;Outside AD: prediction should be interpreted W
C(C) (C) [C@eH]5CC[C@]43C) [C@H]12;Active;0.505:0.217;No;Outside AD: prediction shoul
5CCLC@]43C) [C@H]12;Active;0.571;0.215;No;0utside AD: prediction should be interpre
C@@H]5CCLC@T43C) [C@H]12;Active;0.573;0.22:No;0utside AD: prediction should be inte
15CC[C@]43C) [C@@H]2C1 ; Inactive;0.435;0.207;No;Outside AD: prediction should be int
C@@H]5CC[C@]43C) [C@@H]2C1; Inactive;0. 481;0.208;No;Outside AD: prediction should be
Cclc@l4 (C)cclc@]23C) [Ce@]1(C)C(=0)0;Active;0.687;0.278;:No;0utside AD: prediction st
0) [C@@H]5CC[C@]43C) [C@@H]2C1; Inactive;0.474;0.21;No;0utside AD: prediction should
CClc@]23C) [C@a]1(C)C(=0)0;Active;0.59;0.245;No;0utside AD: prediction should be ir
[Ce@] (C) (CO) [C@@H]5CC[C@l43C) [CaH]12;Active;0.547:0.226;No;0utside AD: prediction
)0) [C@EH]5CC[C@]43C) [C@H]12;Active;0.566;0.248;No;0utside AD: prediction should be
@@H]5CC[C@]43C) [C@@H]2C1; Inactive;0.415;0. 204;:No;Outside AD: prediction should be
4:5;0.753:1.697;Pass:0

CO) [C@@H]5CC[C@]43C) [Ce@H]2C1; Inactive;0.474;0.21;No;Outside AD: prediction shoulc
5CC[C@]43C) [C@@H]2C1; Inactive;0.473;0.219;No;0utside AD: prediction should be inte
C) [C@]3(C)CCLC@@H]12;:Active;0.536;0.213;No;0utside AD: prediction should be interg
15CC[C@]43C) [C@H]12;Active;0.532;0.2;No;0utside AD: prediction should be interpret
;0.868;1.182;Pass;0

38.33;1;2;3;0.919;1. 279;Pass;0

ction should be interpreted with caution. ;285.34;3.0;38.77;0;3:3:0.633;1.471;Pass;



6.3;0;3;13;0.134;2.197;Fail;1

AD: prediction should be interpreted with caution. ;393.82;4.43:66.84:1:5;4;0.778;1
rpreted with caution. ;154.12;0.8:;77.76:3:3;1;0.522;0.608;Pass;0

C0CC3) c2)C1. Cl;Inactive;0.205;0.763;Yes;;743.3:5.66;111.9;0;9;12;0. 103;3. 887;Fail;









);Fail;1

:0.594:2.123:Fail; 1



11;3.122;Fail ;2
)7;0.523;Yes;;1109. 04;3.81;389.88;8;28;24;0.018:6. 218;Fail;3

22:19:0.027:4.832;Fail;3

0.75:1:3:;5:0.296:;2.525:Fail; 2
0

37:1:4:6:;0.368:;2.539;:Fail;1

1;7:0.294:2.499:Fail;1

1il;1
’8:2.593;Fail;1

caution. ;500.62:4.67:;95.98;1;8;5;0.596;2.501;Fail;1



):6:0.213:2.702:Fail:2

72.36:2:4:7:;0.62:2. 747 :Pass: 0

}.058;:Fail;2
"6.37;1:4:7:0.335:2.667;Fail;1

1.909:Pass; 0



5.7:67.15:;0:6:7:0.29:2.822;Fail;2

Pass:0
1ss: 0

65.29:1:3:6:0.286:;2.507;Fail;1

.41;8.49;100. 38;2:4:5;0.217;2.831;Fail ;2

09;Pass:; 0

: 78:2.3
; 5:2.441:Fail:1

.678;2.
;0. 345; 2.

l1;Pass;0

849;:Fail;1

1. ;570.68;5.68:153.75:5:9:9:0.189:2. 641;Fail;2
0

1:6:;0.365;2.439:Fail;1

7:65.29:1:;3:;7:0.261;2.635;Fail;1
’ass; 0



3s;0

[.68:6.82;144.52:5:;8;11:0.15:;2.609;Fail;2

:536.62:6.46:;133.52:4:8:6;0.309:2.473;Fail;2

;41.37;0;4,;7;0.287;2.749;Fail ;2
3;6;0.33;2.475;Fail; 1

2:7:0.332;2.567:Fail; 1

wtion. ;570.68:5.79:164.75:6:9:;12;0. 137:2. 741:Fail;3

’ass; 0

6:79.04:3:4:4:0.252:2.471:Fail;2
;0. 187;1. 751;Pass;0

’3;3;4;5;0.305;2. 171;Fail;2
1 should be interpreted with caution. ;512.73:;6.84:80.67;1;4;2;0.41;2.225;Fail;2

87;67.15;0;6;7;0.285;2.814;Fail ;2

3.118;Fail;3

;aution. ;572.57:4.05:132.51;1:8:;5;0.308;2.845:Fail;1
1;7.26;80.12;1;6;10;0. 182;3.375;Fail ;2

’3:6.8:54.26:;0:5;7;0.214:3.051;Fail;2

3;7;0.239;2.603;Fail; 1

611.11;6.58;67.15;0;6:;7:0.237:;2.922;Fail;2

. ;625.74:;7.68:54.26:;0:5:7:0.186:;3. 151;Fail;2
0.678:;2.179:;Pass;0
.d be interpreted with caution. ;470.69;6.27;74.6;2;3;1;0.474;2.041;Fail;1



’ass; 0

22:76.38:;0:7:8;0.298;2.905;Fail;2
3530

6.97:54.26:0:5:7:0.212:3.044:Fail;2

] with caution. ;676.89:;9.97:155.52:6:8:16;0.076:3.354;Fail;3

7;0;6;7;0.332;2.693;Fail;1

). 684:2.309;Pass;0

359:Pass; 0

n. ;570.68;5.68;153.75;5;9;10;0.179;2. 741 ;Fail ;2
. 801;Pass:0

5:0.383;2.311:Fail;1

’ass; 0

1;0.472:2.179:Pass; 0

1. ;536.62:;5.85;133.52:4:8:8;0.244;2.673;Fail;2



1:3:6:0.301;2.51;Fail;1

3;1.889;Pass;0
m. ;570.68;5.68;153.75;5;9;10;0.179;2.741;Fail;2
1. ;570.68;5.68:153.75:5:9:9:0.189:2. 641;Fail;2

7:;2:5:;8;0.331;1.833;Pass;0

:8:8:0.371:2.597;Pass;0

1il;1

0.703:2.181;Pass:0
:552.66:6.79;133.52:;4:8;9:0.197:2. 605;Fail;2
4.26:;2;3:6;0.274;2.577;Fail;1

3:79.04:3:4:4:0. 252;2.438:Fail ;2
with caution. ;648.7:6.29:;160.56;2:9:10:0. 129:3.497;Fail;2

’38;2.005;Pass;0
).69:5.93:;76.38:0:7:;8:;0.248:3.013;Fail; 2
7:0.251;2.422:Fail:1

126:2. 185;Fail;1

Pass;0

’ass; 0

1. 891;Pass;0

).61:6:7:;4:;0.462;1.697;Fail;1

;ion. ;641.0:7.84:83.91:1:5;7:;0.332;2.982:Fail;2

7:0.465;1.625;Pass;0



;7;0.187;2.651;Fail;1
l.06:;3:6:;6:0.485;1. 757:Pass:0

). 136;3.006;Fail;2

3.51;3.74:140.69:1:8:;7:;0.291:2.727;Fail ;1
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