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Table 1. Database of collected compounds used for building SYM model and validation.

No. | Compound IC50 |Dataset |SMILES Reference:
ID (nM) DOI / PubMed
Unique Identifier
1 1 50| Train C1(=C(C(=C2C(=C1[H])N=C(C(=C2N(C3=C(C(=C(C(=C3C([H])([HNHD[H)IHNOHNIHNIHDI] 17600705
HDHD[HDIH]CA=C(SC(=N4)C([H])=O)[H]
2 2 13| Train CL(N(C2=NC(=C(C(=N2)[H][H])N(C3=C(C(=C(C(=C3C(HNIHNHDHNIHN)O[HNIHNIHDIH]) 17600705
=C(C(=C(C(=CL[HDCEOIN(HDIHDHNIHDIH]
3 3 130/ Train C1(N(C2=NC(=C(C(=N2)[H])[H)N(C3=C(C(=C(C(=C3[H])[HD[H])O[H])[HD[HNH)=C(C(=C( 17600705
C(=C1[H)CEO)N(HDIHDHDIHDIH]
4 4 73| Train CL(N(C2=NC(=C(C(=N2)[H][H])N(C3=C(C(=C(C(=C3[HNC(HN(HDHNIHN)O[HNIHN[HDIH]) 17600705
=C(C(=C(C(=CL[HDCEOIN(HDIHDHNIHDIH]
5 5 190|Train CL(N(C2=NC(=C(C(=N2)[H][H])N(C3=C(C(=C(C(=C3[HDHN C(HD(HNDIHN)O[HNIHN[HDIH]) 17600705
=C(C(=C(C(=CL[HDCEOIN(HDIHDHNIHDIH]
6 6 a1 Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3Br)[H])[H])O[H])[HNIH])[H])=C(C(=C(C 17600705
(=C1[H)CEO)N(HDIHNHDIHDIH]
7 7 880 Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(C(HN(HDHN(C(HD(HNDIHDIHDIH] 17600705
NHDO[HDIHDHND[HD=C(C(=C(C(=CL[H]C(=O)N(HDHN[HDIHD[H]
8 8 go|Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(HN(HDHNHNIHDHDIHNIHDIH])= 17600705
C(C(=C(C(=CI[HDCEO)N(HDIHDHNIHDIH]
9 9 20| Train CL(N(C2=NC(=C(C(=N2)[H][H])N(C3=C(C(=C(C(=C3C(HNHNHDHNO[HDIHNIHDIHDIH]) 17600705
=C(C(=C(C(=CL[HDC(EOIN(HDIHDHNIHDIH]
10 10 100|Train CL(N(C2=NC(=C(C(=N2)[H][H])N(C3=C(C(=C(C(=C3C(HNHNHDHNIHNIHDOIHN[H]DIH]) 17600705
=C(C(=C(C(=CL[HDCEOIN(HDIHDHDIHDIH]
11 11 270|Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(HNIHDHDHNIHD) F)HDIHNIH])=C( 17600705
C(=C(C(=CLH])C(=O)N(HDHDIHDIHDH]
12 12 380(Train C1(N(C2=NC(=C(C(=N2)[H)[H])N(C3=C(C(=C(C(=C3C(HN/(HDHDHDHDCHHN[HN[H])=C 17600705
(C(=C(C(=CI[HDCEO)N(HDIHDIHDIHDIH]
13 13 86|Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(HN(HDHNHNIHDOCHN(HDIHDI 17600705
HDIHDIHD=C(C(=C(C(=CLHNC(=O)N(HDHN[HDIHDIH]
14 14 o7|Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(HNIHDHDHDIHDN(HDHNIHD[H] 17600705
NHD=C(C(=C(C(=CLH])C(=O)N(HDHN[HDIHD[H]
15 15 1300|Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(HN(HDHNHNIH)C(=O)N(HD[HDI 17600705
HDIHDIHD=C(C(=C(C(=C1H])C(=O)N(HDHN[HDIHDIH]
16 16 9300|Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(HN(IHDHDHNIH])C(=O)N(C(HI)([ 17600705
HDHDCAHDHDIHDHDIHDIHD=C(C(=C(C(=CL[H)C(=O)N([HN[HDIHD[HN(H]
17 17 7700\ Train C1(N(C2=NC(=C(C(=N2)[H])[H)N(C3=C(C(=C(C(=C3C([H)(HNHDHNHDN(S(=0)(=0)C([ 17600705
HDHDIHDIHDHDIHDIHD=C(C(=C(C(=CL[H])C(=O)N(HN[HDIHD[HN[H]
18 18 3400!|Train CL(N(C2=NC(=C(C(=N2)[H][H])N(C3=C(C(=C(C(=C3C(HN(HDHNHNIHD C(N(HNIHN)([H]) 17600705
[HDIHDIHDIHD=C(C(=C(C(=CL[HDC(E=O)N(HDIHDHN[HDIH]
19 19 2700|Train CL(N(C2=NC(=C(C(=N2)[H][H])N(C3=C(C(=C(C(=C3[HDHNIH) OC(HN)(HDHDIHDIHDIH]) 17600705
=C(C(=C(C(=CL[HDCEOIN(HDIHDHNIHDIH]
) C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3[H])[HN[H])F)[H)IHN[H])=C(C(=C(C(= 17600705
i S300]Train | cafH])c(=0)NGHIHDIHDIHDIH]
n n 1800|Train C1(N(C2=NC(=C(C(=N2)[H])[H)N(C3=C(C(=C(C(=C3[H])[HDH)N(C(H) (HNH)C(=O)C([H 17600705
DAHDIHDHDIHDIHD=C(C(=C(C(=CLH)C(=OIN([HN[HDIHDIHN(H]
2 2 1100 Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3[H])[H])F)[H])F)[H])[H])=C(C(=C(C(=C 17600705
1[H)CEO)N(HDHN[HDIHDIH]
23 23 8.5|Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(HNHNHDHNIHN)O[HNIHN[HDIH]) 17600705
=C(C(=C(C(=CL[HDS(=O)(=O)N(HDHN[HDIHDIH]
24 24 54| Train CL(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3C(HN(HDHNHNIHDOCHN(HDIHDI 17600705
HDIHD[HD=C(C(=C(C(=C1[H])S(=0)(=O)N(HD[HDIHDIHNIH]
25 25 350|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C(=C(C(=C3[H][H])F)[H])F)[H])[H])=C(C(=C(C(=C 17600705
1[H])S(=0)(=O)N(HN[HDIHDIHN(H]
26 26 3000 Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C4=C(C(=C3[H][H)N=C(S4)[H])[HDIHN[HI)=C(C( 17600705
=C(C(=CLH)C(=O)N(HN[HDIHDIHN(H]
27 27 16000|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C4=C(C(=C3[H][H)N=C(NAC([H])(HN[HD[HDIHN[ 17600705
HD[HD=C(C(=C(C(=CL[H)CEO)N(HDIHNHNIHDIH]
28 28 3000 Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C4=C(C(=C3[H[H)N(N=CA[H])[HNHD[H])[H)=C( 17600705
C(=C(C(=CLH)C(=O)N(HDHNIHDIHDH]
29 29 1800|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C4=C(C(=C3[H][H)N(C(=N4)[H)C(H])(IHNIHD[H] 17600705
MHDIHD=C(C(=C(C(=CLH)C(=OIN([HN[HDIHDIHNIH]
30 30 4400|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C4=C(C(=C3[H])[H])N=NN4A[HD[HD[HD[H])=C(C(= 17600705
C(C(=CLH)C(=OIN([HN[HDIHDIHN(H]
a1 a1 8200 Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C(C4=C(C(=C3[H])[H])C(=NNAC([H])(HN[HD[HDIHN[ 17600705
HD[HD=C(C(=C(C(=CL[H)CEO)N(HDHNHDIHDIH]
I I 560|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C4C(=C(C(=C3[H])[H)[H])N=C(C(=CA[HN[H)[H])IH]) 17600705
[H)=C(C(=C(C(=CL[H)C(=O)N(HDIHDHN[H]DIH]
33 33 490|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C4C(=C(C(=C3[H])[H])[H])N=NN4[H][H][H])=C(C(= 17600705
C(C(=CLH)C(=OIN([HN[HDIHDIHND(H]
4 2 1400 Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C4C(=C(C(=C3[H])[HI)[H])C(=NN4[HD[HD[H])[H)=C( 17600705
C(=C(C(=CLH)C(=O)N(HDHDIHDIHDH]
35 35 5600 Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C4C(=C(C(=C3[H])[H])[H])N(C(=N4)C([H])(IHDHD[H] 17600705
MHDIHD=C(C(=C(C(=CLH)C(=OIN([HN[HDIHDIHNIH]
36 36 100|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C4C(=C(C(=C3[H][HI)[H])N(N=CA[HD[H)[H])[H)=C( 17600705
C(=C(C(=CLH])C(=O)N(HDHDIHDIHDIH]
37 37 12l rain C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C4C(=C(C(=C3C([H])([H)[HDIHNIH)N(N=CA[H][HD[ 17600705
HD[HD=C(C(=C(C(=CL[H)CEO)N(HDHNHDIHDIH]




No. Compound IC50 |Dataset |SMILES Reference:
ID (nM) DOI / PubMed
Unique Identifier

38 38 520|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=C4C(=C(C(=C3[H])C([H)([HN)[HDH)N(N=CA[H])[H]) 17600705
HDHD=C(C(=C(C(=CIHNC(=O)N([HDHDIHDIHD[H]

39 39 55|Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=CAC(=C(C(=C3[H][H C(HN([HNHN(N=CA[H]H)[ 17600705
HDHD=C(C(=C(C(=CIHNC(=O)N([HDHDIHDIHD[H]

40 40 1600(Train C1(N(C2=NC(=C(C(=N2)[H])[H])N(C3=CAC(=C(C(=C3[H[HN[HNN(N=CA[H)C(H)(HN[HDI[ 17600705
HDHD=C(C(=C(C(=CAHNC(=O)N(HDHDIHDIHD[H]

i i 2800|Train C1(N(C2=NC(=C(C(=N2)[H])[H)N(C3=C4C(=C(C(=C3C([H])[HN[HNHDH)N(N=CA[H])C([ 17600705
HD(HDHDHDHN=C(C(=C(C(=CIH)C(=O)N(HDHDIHDIHD[H]

2 2 33| Train C1(N(C2=NC(=C(C(=N2)[H])[H)N(C3=C4C(=C(C(=C3[H])[H)[H)N(N=CA[H])[H][HD[H])=C( 17600705
C(=C(C(=C1[H]S(=0)=OIN(HNHNIHDIHNDIH]

23 23 10| train C1(N(C2=NC(=C(C(=N2)[H])[H)N(C3=C4C(=C(C(=C3C([H])[HN[HNIHDH)N(N=CA[H][H])I 17600705
HDHD=C(C(=C(C(=C1[H)S(=O)(=O)N(HD[HD[HDIHDIH]

a4 ) erain N1=C(C(=C(N=C1C([H])([H])[H)N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([H]) 15546730
[HDHDHDHDCHIHDHDHD CHD[HDIH]

a5 9 0.61rain C1(=C(C(=C(C(=C1[H])[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([HDH]I 15546730

) HDHDHDCHHDHDHDIHDIH]
46 10 1.2|Train C1(=C(C(=C(N=C1[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H))([(H)[H])H]H 15546730
) DIHDCDIHD[HDIHDIHD[H]
47 1 ol train C1(=C(C(=C(C(=N1)[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])((HDHDIHN[ 15546730
HDHDCHHDIHDIHDIHD[H]
18 12 10l train N1=C(C(=C(C(=C1[H])[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([HD[H]H 15546730
DIHDIHDCH[HDP[HD[HD[H]
19 13 altrain N1=C(C(=C(C(=N1)[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([HDHDIHNI 15546730
HDHDCHHDIHDIHDIH]
0 » 374 Train C1(C(C(C(C(CLHDH)IHDIHI)(N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([H] 15546730
JIHDHDHDIHDCHHDHDHDHDHD(HDIHD(HDH]
51 s erain C1(=C(C(=C(N=C1C([H])([H])[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([H] 15546730
JIHDHDIHDHDCHHDIHDIHDIHDIH]
52 16 1.1|Train C1(=C(C(=C(N=C1[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([HD[H])[H][H 15546730
) DIHDCHHD[HPHDHDCAHD(HDIH]

3 17 0.5 rain C1(=C(C(=C(N=C1[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H]) ((HDIHN[HN[H 15546730
) DIHDCHHDHDPHDCAHD(HDIHDIH]

4 18 7 3| train C1(=C(C(=C(N=C1[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])((HDHN[HN[H 15546730
) DIHDCHHDHDCAHD(HDIHDIHDIH]

s 10 altrain C1(=C(C(=C(N=C1C([H])([H])[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([H] 15546730
JIHDHDHDIHD CHHDHDHDCAHDHDIHDIH]

56 2 =0l Train C1(=C(N=C(N=C1C([H])([H)[H)N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])([H]) 15546730
[HDHDHDHDCHIHDHN CHDHDHDIH]

. o | train C1(=C(C(=C(C(=C1C(H])([H)HDIHNN(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H] 15546730
Y(HDIHDHDHDIHDCHIHDHDHD CAHD(HDIHDIH]
N1=C(C(=C(N=C1[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])((H)HDIHN[H] 15546730

58 22 0.4(Train JHDCHIHDIHDIHDN(C(C(NAC(C(C(CA(HDHD(HDHD(HDHD(HDIHDHDIHD(HDIHDIH]
N1=C(C(=C(N=C1[H])N(C2SC(=C(N=2)[H])C(=O)N(C3=C(C(=C(C(=C3C(H])[HNHNIHNIH] 15546730

59 23 4|Train JIHDCHIHDIHDIHDN(C(C(NAC(C(OC(CA(HDHDHDIHDHN HD (RN HD(HDIHD ((HDIHNH]

60 4 erain N1=C(C(=C(N=C1[H])N(C2SC(=C(N=2)[H])C(=0)N(C3=C(C(=C(C(=C3C([H])((H)HDIHN[H] 15546730
JHDCHHDHDIHDNAC(C(OC(CA(HD[HD([HDIHD(HDIHDHDIH]
C1(=C(C(=C(N=CIN2C([C@@](N(C(C2([HDHN[HNHDIHN(CH) ((HNHDHN(H)[HIN(C3 15546730

61 25 1|Train SC(=C(N=3)[H])C(=0)N(C4=C(C(=C(C(=CAC([H)(IHDHD[HD[HD[HD)CHIHNHDHDIHDIH]
C1(=C(C(=C(N=CIN(C(C(N2c(C(oC(C2([HDHN(HDHD[HDHD (HDHD[HDHD)(HDIHDH] 15546730

62 26 1(Train IN(C3SC(=C(N=3)[H])C(=0)N(C4=C(C(=C(C(=CAC(H)([HNHDHDIHDIH)CHIHNHDIH]DIH]

)HI
C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CI)[H])[HN)[H])CHH])C([HI)( 12672234

63 43 0.7(Train [HDHDHDHD CHDHDIHD/C(=CUCN(CCHDHDIHDHDIHD CCHDHDHDIHDIHD(
HDIHD[HDHDIH])=0
C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CI)[H])[HN[H)CHH])C(HI)( 12672234

64 44 2[Train [HDIHDIHDIHD CHN)(HDIH])/C(=C(CNSC(C(C(CS(HNHD(HNHD(HNHD(HDIHD ((HDIHNI
HDHD[HD)=O
C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CI)[H])[HN)[H])CNH])C(HI)( 12672234

65 45 10| Train [HDHDHDHD CHDHDIHD/C(=CUCN(C(HD)(HDHD)C(CEC(=C(C(=C(C=5[HDHNHNHDI
HDHDIHDHDHDIHDIHN[HD)=0
C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CI[H])[HNH)CHH])C(HI)( 12672234

66 46 3[Train [HDIHDIHDIHD CHD((HDIHD/C(=CYCN(CHDHNHD CHD(HDIH) ((HDIHDHDHDH])=0
N1=C(C(=C(N=CIN([C@](C([HD(HNIH)(C(OHN(CHD[HDHDCHD(HNHDIHDIH)N(C2C 16682201

67 1 >10000(Train (=C(C(=C(C=2[HD[HDF)[HDIH])C(=O)N(C3=C(CNC(=C(C(=C3[HDHDHNHDHDHDH]

) N1=C(C(=C(N=C1[H])N(C(HD)([HD[H])C(=0)N(C2=C(Cl)C(=C(C(=C2CI[H)HNHNHDH)N 16682201

o 2 3860 |(c3=C(C(=C(C(=CIHDHPHDHDIH]

ol 7a 1820 Train  |NL=C(C(=CN=CLHDN(C(IH)(HNIH]) C(=0)N(C2=C(CNC(=C(C(=C2[HDIHDHNHNHNIH]) 16682201
N(C3=C(C(=C(C(=C3[H][H)AIHNIHNIH]
N1=C(C(=C(N=C1[H)N(C(H)([HDHNC(=O)N(C2=C(CC(=C(C(=C2[HD[HD[HD[HDIHD[H]) 16682201

70 7b 3130|Train N(C3=C(C(=C(C(=C3[HN[HNN(C(CHD[HNIHD[HNIH)C(CIHDHDIHDHDIHDIHDIHNIH]
N1=C(C(=C(N=C1[H])N(C([HD)([H][H])C(=0)N(C2=C(Cl)C(=C(C(=C2CI)[H)[HN[HN[HDH)N 16682201

71 7c 301|Train (C3=C(C(=C(C(=C3[HNHIN4C(C(OC(CA(HNHDHNHD[HDHD(HDIHDIHDIHDIHI
N1=C(C(=C(N=C1[HN(C(HD([HDIH])C(=O)N(C2=C(CI)C(=C(C(=C2C([H])(IHD[HDHD[HDL 16682201

72 7d 190|Train HD[HN)[H)N(C3=C(C(=C(C(=C3[H][H])N4C(C(OC(CA(HNHD(HNHD(HNHD(HDIHNHDH
DIH]

Sl 2
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73

Te

4290

Train

N1=C(C(=C(N=C1HN(C((HD(HNHN)C(=O)N(C2=C(CNC(=C(C(=C2[HN[HDIHDHNHNIHI)
N(C3=C(C(=C(C(=C3[H])IH)NAC(C(OC(CA(HNHN(HDHD (HNHD(HDIHNHDIHDH]

16682201

74

7t

(2]

Train

N1=C(C(=C(N=C1[H)N(C(H)(HDIH])C(=O)N(C2=C(CIC(=C(C(=C2CH[HDHNHDHNH)N
(C3=C(C(=C(C(=C3[HD[HPNAC(CN(C(CA(HDIHD(HDIHDCHD(HDIHDHDIHD[HDIHDIH])
[HDIH]

16682201

75

79

©

Train

N1=C(C(=C(N=CLHDN(C(H)(HNHNC(=O)N(C2=C(CC(=C(C(=C2C(HN(HNHNHNHDI
HDHDHDN(C3=C(C(=C(C(=C3[HDHNNAC(CN(C(CAHDHD(HDHDCHD(HDHD([HDIH]
)(HDIHDHDHD(H]

16682201

76

7h

708

Train

N1=C(C(=C(N=C1[H)N(C(H)(HDIH]C(=O)N(C2=C(CNC(=C(C(=C2[HNHNHDIHNHDIH])
N(C3=C(C(=C(C(=C3[HDIHDNAC(C(N(C(CAHDHD[HDIHD CAHDAHDIHD (HDIHD (HDIHDI
H][HD[H]

16682201

7

7

87

Train

N1=C(C(=C(N=CLHDN(C(HN(HNHNC(=O)N(C2=C(CC(=C(C(=C2CNIHNHNHNHDHDN
(C3=C(C(=C(C(=C3HNHNOC(CN(C(C(HN (HNHDNIHDIHD C(CHDHDIHD (HNHD(HDIH]
)(HDIHDHDHD(H]

16682201

78

7

28

Train

N1=C(C(=C(N=C1[H)N(C([H)([HDH]C(=O)N(C2=C(CC(=C(C(=C2C([HN)([HNHDHNHDI
HDHD[HDN(C3=C(C(=C(C(=C3HNHNOC(CN(C(CHNHNHN[HDIHDC(CHDHDIHD/(H
DHDHDHD(HDHDIHD[HDIH]

16682201

79

7k

96

Train

N1=C(C(=C(N=C1[H)N(C(H)(HNHNC(=O)N(C2=C(CC(=C(C(=C2C(F)(F)F)HNHNHDIH
DIHDN(C3=C(C(=C(C(=C3HNHDOC(C(N(C(C(HN[HDHD(IHDHDC(CHDHDIHD(HNIH])
[HDHDAHDHDHDIHDIH]

16682201

80

7

418

Train

N1=C(C(=C(N=C1[H)N(C(H)([HDH])C(=O)N(C2=C(F)C(=C(C(=C2F)[HDIHNHDIHNH)N(
C3=C(C(=C(C(=C3[HNHNOC(CN(C(CHNHDIHD(HDIHDC(CHD (HDIHD(HDIHD(HDIHD
(HDHDIHDHDIH]

16682201

81

m

>10000

Train

N1=C(C(=C(N=C1[H]N(C(HN(HNHNC(=O)N(C2=C(OC([HN([HDIHD)C(=C(C(=C2[H]IH]IH]
JIHDHDHDN(C3=C(C(=C(C(=C3[HNHNOC(C(N(C(C(HD(HDIHD HNHDC(CHDIHDIHD(
HDHD(HDIHD(HDIEDHDHDH]

16682201

82

8a

1450

Train

N1=C(C(=C(N=C1[H])N(C(C2=C(C(=C(C(=C2[HDHNHDIHNH)(HDIH)C(=O)N(C3=C(CI)C
(FC(C(=C3C(HNHNMHNHDIHDIHDIHNHNN(CA=C(C(=C(C(=CA[HDHDF)HNIH]IH]

16682201

83

8b

>10000

Train

N1=C(C(=C(N=C1[H]N(C(C2=C(C(=C(C(=C2[HNHNHNHDHD(HN[H)C(=O)N(C3=C(CI)C
(EC(C(=C3HDHNHDIHDHNIHDN(CA=C(C(=C(C(=CAHNHDN(C(C(HD(HDH) (HNHDC(
CHDHDMHD(HDHDHDHDIH]

16682201

84

8c

>10000

Train

N1=C(C(=C(N=C1[H])N(C(C2=C(C(=C(C(=C2[HDHNN(C(HD(HDH) C(HN (HDHDIHDHI)(
[HNHNC(=O)N(C3=C(CNC(=C(C(=C3[HNIHDHNHN[HN[H)N(C4=C(C(=C(C(=CAHN[H)N(
CCHDHDMHDIHDHDC(CHDHDIHD(HDHDIHDHDIH]

16682201

85

8d

4490

Train

N1=C(C(=C(N=CLHN(C(C(CN(CHNHNHNCAHN[HDHD(HDIHD(HDIHD(HDIHDC(=O)
N(C2=C(C)C(=C(C(=C2[HN[HNHNHDHNH)N(C3=C(C(=C(C(=CIHNHDN(C(C(HD([HDI
HD(HDIHEDC(CAHDHDIHED (HDIHDHDHD[H]

16682201

86

8e

971

Train

N1=C(C(=C(N=C1[H)N(C(C(CN(C(HD(HNHD C(HNHDHD(HDHD (HDHD(HDH])C(=0)
N(C2=C(CNC(=C(C(=C2C(HN(HNHNHDIHDIHDIHNHNN(C3=C(C(=C(C(=C3[HNH)N(C(C
(HDHDHDHDIHDC(CHD(HDHD(HDIHDHDIHDH]

16682201

87

8f

229

Train

N1=C(C(=C(N=C1HN(C(C(CN(CHNHDIHNCIHN[HDHD(HDIHD(HDIHD(HDIHDC(=O)
N(C2=C(C)C(=C(C(=C2CHHNHDHNHDIH)N(C3=C(C(=C(C(=C3[H][H)OC(C(N(C(C([H])
(HDHDHDHEDCCAHNIHDIHDAHDIHED (HDIHD (HDIHDIHDHD(H]

16682201

88

8¢

155

Train

N1=C(C(=C(N=CLH)N(C(C(CN(C(HNHDHNCHNHNHD(HDIHD(HDIHD (HDIHDC(=O)
N(C2=C(CI)C(=C(C(=C2CI[HNHNHN[HDIH))N(C3=C(C(=C(C(=C3[H])[H])N4C(C(OC(C4([H
DHDAHDHDCHDHD(HDIHDHDHD{H]

16682201

89

8h

230

Train

N1=C(C(=C(N=C1[H)N(N2C(C(N(C(C2(HNIHN(HNIHN CAHND (HDHN(HDIHDIHNIHNC(=0)
N(C3=C(CI)C(=C(C(=C3CNHNHDIHDIHDIHIN(C4=C(C(=C(C(=CA[H])[H)N5C(C(OC(C5([H
DHDHDHD(HDIHDAHDHDHDIHDIH]

16682201

90

8

>10000

Train

N1=C(C(=C(N=C1[H])N(C2C(=C(N=C(C=2[H])[H])[H])[H])C(=0)N(C3=C(CI)C(=C(C(=C3Cl)[
HDIHDIHDIHDIHDN(CA4=C(C(=C(C(=CAHD[HNNSC(C(OC(CS(HDIHD(HNHN(HDIHD(HDIH
DIHDHDIH]

16682201

91

9a

>10000

Train

N1=C(C(=C(N=C1[H])N(C2=C(C(=C(C(=C2[HD[HNOC(C(N(C(C(HN([HDIHD(HDIHDC(C([H]
YHDHDHDIHD(HDHDHDIHDHDIHD C(=0)N(C3=C(CNC(=C(C(=CICHHDHNHDIHNH])
N(CHD(HDIHDIH]

16682201

92

9b

2350

Train

N1=C(C(=C(N=C1[H)N(C(C(C(N(C(H)(HNHDC(HNHDHD(HDHD (HDIHD(HDH)C(=0)
N(C2=C(CIC(=C(C(=C2CNHNHNHNHDIHDNCHD (HDIHDIH]

16682201

93

9c

>10000

Train

N1=C(C(=C(N=C1[H)N(C(H)(HDIH])C(=O)N(C2=C(CC(=C(C(=C2CHHDHNHDHNH)N
(CENECHDHDIHDAHDIHDSCIHD (HDIHD(HDHDHDIHDIHDIHDIH]

16682201

94

9d

5990

Train

N1=C(C(=C(N=C1[H)N(C(H)(HDIH])C(=O)N(C2=C(CNC(=C(C(=C2CH[HDHNHDHNH)N
(CECENCHDHDIHDEHD (HDIED(HDIHDHDIHD(HDIHDIH]

16682201

95

9e

>10000

Train

N1=C(C(=C(N=C1[H)N(C(H)(HDIH])C(=O)N(C2=C(CNC(=C(C(=C2CHHDHNHDIHNH)N
(C3(C(COC(CI(HNMHDIHDHDIHDIHD(HDIHDHDH]

16682201

96

of

>10000

Train

N1=C(C(=C(N=C1[H)N(C(H)(HDIH])C(=O)N(C2=C(CNC(=C(C(=C2CH[HDHNHDHNH)N
(S(EIN3C(C(OC(C3(HDIHD(HDIHD(HDHDAHDHDAHDHD(HDHN(H]

16682201

97

10a

2580

Train

N1=C(C(=C(N=C1[H)N(C(H])(HDIH])C(=0)N(C2=C(C(=C(C(=C2C([H])([HNHDIHNH)OC(
[HD(HDIHDHDIHDIHDN(C3=C(C(=C(C(=C3[HN[HNOC(CIN(C(C(HD(HNHD(HNHN C(C(H
DAHDHDHDIHD(HDHD(HDIHDHDIHD[H]

16682201

98

10b

Train

N1=C(C(=C(N=C1[HN(C(HN(HNHN)C(=O)N(C2=C(C(=C(C(=C2C([H)(HNHDIHDIHNOIH]
JIHDHDHDN(C3=C(C(=C(C(=C3[HNHNOC(C(N(C(C(HD(HDIHN (HDHDC(CHDIHDIHD(
HDHD(HDIHDHDIEDHDHDH]

16682201

99

10c

Train

N1=C(C(=C(N=C1[HN(C(H)(HDIH])C(=O)N(C2=C(C(=C(C(=C2C([H])([HNHDIHNH])O[H]
JHDHDIHDN(C3=C(C(=C(C(=C3HN[HNNAC(C(OC(CAHDIHDHNHDIHNHDHNHDIHDI
H][H]

16682201

100

16a

Train

N1=C(C(=C(N=CLHN(C(HN(HNHNC(=O)N(C2=C(C(=C(C(=C2C([HN(HDHDIHDHNC(=
O)N(C3=NOC(=C3[H])C(C(HN(HDIHN(C(HD(HDIHD) CHDIHDIHNHDIHNHDIHDN(C4=C(
C(=C(C(=CA[HNHNOC(CN(C(CHN[HDIHD (HDIHDC(CHD (HDIHD(HDIHD(HDIHD(HDH

DIHDIHDH]

16682201
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101

16b

32

Train

N1=C(C(=C(N=C1HN(C(HD(HNHNC(=O)N(C2=C(C(=C(C(=C2C([HN(HDHDIHDH) C(=
O)N(C3=C(C(=C(C(=C3HN)C(F)(F)F)HNIHNHDHNHNHDH)N(C4=C(C(=C(C(=CA[H])[H])
OC(CN(C(CHNIHDIHDAHDIHDC(CAHDAHDIHD ((HDIHD(HDIHDHDHDIHDIHDH]

16682201

102

18a

149

Train

N1=C(C(=C(N=C1HN(C((HD(HNHNC(=O)N(C2=C(C(=C(C(=C2C([HN(HNHDIHDIH)N(C
(C3N(C4=C(C=3[H])C(=C(C(=CAHNHDIHNH) C(HN(HNHD=O)HNHDIHNH)N(C5=C(C(
=C(C(=CS[HNHNOC(CN(C(CHNHDIHDAHDIHDC(CAHDHDIHD AHDIHD(HDIHD(HDIHDI
H][HD[H]

16682201

103

18b

52

Train

N1=C(C(=C(N=CLHDN(C(HN(HNHNC(=O)N(C2=C(C(=C(C(=C2C([HN(HDHDIHDIHDN(C
(C3SC4=C(C=3[H])C(=C(C(=CAHNHDIHNH)=O)HNHDIHNH)N(C5=C(C(=C(C(=C5[H])[
HDOC(CN(C(CHDHDIHDHDIHDS(CHD (HDIHDHDIHDHDIHDHDHDIHDIHDIH]

16682201

104

18c

Train

N1=C(C(=C(N=CLH)N(C(HN(HNHNC(=O)N(C2=C(C(=C(C(=C2C([HN([HDHDIHDIHDN(C
(C3=C(C(=C(C(=C3[HNC(F)(F)R)HNHDIH])=O)HDHN[HDIH)N(C4=C(C(=C(C(=CA[H]IH])
OC(CN(C(CHNIHDIHDAHDIHD C(CAHDAHDIHD ((HDIHD(HDIHDHDIHDIHDIHDH]

16682201

105

110

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI[H])[FNHN)CHHHDH]
NHDCIHDIHDHDCIHDIHDHDHD)=0

12672234

106

12

23

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI[H])[FN)HN)CHH)HDH]
JNHDCIHDIHDHDCIHDIHDHDHD)=0

12672234

107

40

>2500

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CI)[H])[H])[H)CHH)C(C(
HNHDHDAHDHDHNIHD CAHDHDIHD CHN(HDHDIHD) =0

12672234

108

41

>2000

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N=C(N3C([H])([H])[H)N(CAC(=C(C(=C(C=4CI[H])[H)[H])
CHHNHDHDE(HDIHNHDE[HDIHN[HDIHD=0

12672234

109

14

87

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4[H])[H])[HD[FT)CHCHCHI)(
[HDHNHDHDCEO)OCHN(HDIHN CAHD([HDIHN[HD=0

12672234

110

16

700

Train

C(C(C1=C(N(C(C2=C1C(=C(C3=C2N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H])[H)H)CHHNC(
HD(HDHDIHD[HD=O)HDCHN(HDHD(HN[HD(EO)O[H]

12672234

111

18

120

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H])[FN)[HN)CHHN)CHI)(
[HDHDIHDIHNC(C(=O)NSC(C(OC(CS(HNIHN(HDIHD(HDIHD(HDHD(HDIHDC(HD(HDIH])
[H)=0

12672234

112

19

30

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4C)[H])[H])HT)CHIH)C(HI)(

[HDHDHDIHDC(CNSC(C(OC(CS(HDIHD(HDHDHDHDAHDHDAHDHD(HD RN CHD(H]
[HD[H]=0

12672234

113

49

120

Train

C1(N(C(=C(C2C(=C(C3=C(CI=2N(C{=N3N(CAC(=C(C(=C(C=4CH)HDIHN O CHD
[HDIH)IHDH)C(C(C(EONSC(C(OC(CSHHDHDIH (HDIH(HDIHDAHDHD HDIHDCC
HD(HDHDIH)=O

12672234

114

50

460

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CH[H)[HD[H)CHIH)C([HI)(
[HDIHDIHDIHDC(CEINC(CHD(HDHDAHDIHEDIHD(HDHDCAHD(HDHNH])=0

12672234

115

51

740

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CH[H][HDHNCH[HN)C(HI)(

[HDHDHDIHDC(C(=OINSC(C(C(CS(HDIHDHDHDIHDHDAHDHD (HDHN CHD(HDHDH
=0

12672234

116

52

440

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H)[FN)HN)CHHN)CHI)(
[HDHDIHDHDC(C(=O)NSC(C(N(C(C5([HDHDHDHDC(HNHDHDAHDIHD(HDIHD(HDIH]
JC(HDHDIHD[H)=0

12672234

117

53

110

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CH[H)[HD[HI)CHIHNC([HI)(
[HDIHDIHDIHD C(C(CNSC(COC(CS(HDIHDAHDIHD (HDHD(HDIHDAHDIHD(HDHD(HDIH]
C(HD(HDHNDH]=0

12672234

118

54

27

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CI)[H)[FN)HN)CHHN TR
[HDHDIHDHDS(COHDHNIHDIHDIHN CAHD(HNIHDHD=0

12672234

119

23

50

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H)[FNHN)CHHN) TR
[HDHNC5=C(C(=C(N=C5F)F)HNHN[HDCHNIHDHD CHN(HDHNIH])=0

12672234

120

26

26

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H)[FN)HN)CHHN)CHI)(
[HDHNCN(C(COMHNHDHDAHDHDIHDHDHDIHD CAHD(HDIHD C(HD(HDIHDH)=0

12672234

121

27

180

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CH[H])[H]HT) CHIHNCHI)(
[HDIHDC(N(C(C5C(=C(C(=C(C=5[HD[HNOCHD(HDHNIHDIHD(HDIHNIHD(HDIHNIHDC(H
DHDHDCIHDAHDHDHD=0

12672234

122

28

170

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI\[H)[FN)[HN)CHHN TR
HDHDHDHDEHN[HDHNC(E=O)HNDIH)=0

12672234

123

29

770

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H)[FN)HN)CHHN TR
HDHDHDHDCHNAHDHNS(OHDIHN[HDH)=0

12672234

124

30

2000

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H)[FN)HN)CHHN) TR
[HDIHDIHDHDCHD[HDIH) C(N(C(C5=C(C(=C(C(=CS[HNHDHNIHNIHD (HDIHDIHD(HDIH]
JMHD=0

12672234

125

31

570

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CH[H)[HD[H)CHIHC([HI)(
HDHDHDHDCHD(HDIHDIC@ @](O[HINC(=C(HDIHDIHNHNH])=O

12672234

126

32

45

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CH[H)[HDHI)CHIHC([HI)(
[HHDHDHDCHDIHNHNC(ECHDHDHNIHD=0

12672234

127

36

86

Train

C(/C(=C(ICIN(C(C2=C(C=1C([H])([H])[H])C(=C(C3=C2N(C(=N3)N(C4C(=C(C(=C(C=4Cl)[H
DIHDHDCHHDCHD(HDIHDIHDHD=O)NHNHDIHN(EO)OCHD(HDIH]

12672234

128

37

360

Train

C(C(C(CIN(C(C2=C(C=1C([H])([H)[H])C(=C(C3=C2N(C(=N3)N(C4C(=C(C(=C(C=4CN[H])[
HD[HDCHIHNCAHDHDIHDHDIHD=O)HD [HDIHD(HD[HD(=O)OC(HN(HNIH]

12672234

129

38

Train

C(/C(=C(/ICIN(C(C2=C(C=1C([H])([H])[H])C(=C(C3=C2N(C(=N3)N(CAC(=C(C(=C(C=4Cl)[H
DIHDHDCHHDCAHD(HDHDIHDHD=O)NHNHDIHN(OIHD(HDIH]

12672234

130

34

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(C4C(=C(C(=C(C=4CH[H)[HD[H)CHIH)C([HI)(
[HDIHDIHDIHD C(HD(HDIH]/C(=CICNSC(C(OC(CS(HNHD ((HDHD(HDIHDAHDIHD(HDH]
)HDHD[HD=0

12672234

131

35

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H])[FN)[HN)CHHN TR
[HDHDHDHDCHNAHDHD/CECYCSINIHDIHDHDHDIHD[HD[HD=0

12672234

132

39

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI[H)[FNHN)CHHN) TR
[HDIHDIHDHDCHD(HDHD/C(=CHCN(C(CHNHDHDHDIHDIHD(HDHDIHDIHD[H)=0

12672234
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133

42

780

Train

C1(N(C(=C(C2C(=C(C3=C(C1=2)N(C(=N3)N(CAC(=C(C(=C(C=4CI)[H])[FN)HN)CHHNCHI)(
HDHDHDHDEHNAHDHNS(CHD(HDIHD(HDIHDIH)=0

12672234

134

2

31

Train

N1=C(N=C2C(=CIN([HD[H])C(=NN2C([H])([H][H])C3=C(C(=C(C(=C3[HNOC(H(HNHNN(
C(CAN(C5=C(C=4[H])C(=C(C(=CS[HD[HNHDHNCHD[HDIH)=O)HDIHN[H]D[H]

17234410

135

5200

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[H)OC(H([HNIHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CS[H][HNHNHN CHNHNIHD=O)HD[HDHD[HD[H]

17234410

136

9650

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[H)OC([HD(HNIHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CS[H][HNHNHD CHDIHDIHD=O)HDHDHDN(HNH]DIH]

17234410

137

20800

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[H)OC(HD([HNIHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CS[H)[HNHNHDC(HD(HDIH)=O)HDIHNH)N(C(=O)C(C(N6C(C(
CCEHDHDHDIHDHDHDAHDHDAHDHDIHDHDIHDIH]

17234410

138

6850

Train

N1=C(C(=C2C(=C1IN([H])[H])C(=C(S2)[H])C3=C(C(=C(C(=C3HOC(HN)([HNH)N(C(CAN(
€5=C(C=4[H])C(=C(C(=CSHNHNHDHDCHN(HDIHD=O)HDIHNHNN(C(=O)N(C(C(N6C(
CCCEHDHD(HDHDIHDIHD (HDMHDAHDIHD (HDHDIHDHDIH]

17234410

139

>50000

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[H)OC(HN([HNIHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CSH)IHNHNHD C(HD(HDIH)=O)HDIHNH]) C(=O)O[H])[H]

17234410

140

380

Train

N1=C(C(=C2C(=C1IN([H])[H]))C(=C(S2)[H])C3=C(C(=C(C(=C3H)OC(HN(HNH)N(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHNHNHDHDCHN(HDIHD=O)NHDHNHN C(=O)N(HNHDIH]

17234410

141

140

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[H)OC(HN([HNIHN(C(CAN(
€5=C(C=4[H])C(=C(C(=CS[HNIHNHNHDC(HN(HDIHD=O)HDHNH) C(=O)N(C(CN(C([H])
(HDHDCEHDIHDHDAHDIED(HDIHDIHDH]

17234410

142

10

17600

Train

N1=C(C(=C2C(=C1IN([H])[H))C(=C(S2)[H])C3=C(C(=C(C(=C3H)OC(HN)(HNH)N(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHN[HNHDIHDC(HN(HDIHD=O)NHNHNHNCNEC(C(N(C(CB(H]
HDHDHDCAHDIHDIHED(HDHDHDIHD=0)[H]

17234410

143

11

240

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[HNOC([HN([HNIHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CS[H)[HNHNHDC(HD(HDIH)=O)HDIHNH]) C(=O)N(C(C(N6C(C(
CCEHDHDHDIHDHDHDAHDHDAHDHDIHDHDIHDIH]

17234410

144

12

541

Train

N1=C(C(=C2C(=C1IN([H])[H]))C(=C(S2)[H])C3=C(C(=C(C(=C3H)OC(HN(HNH)N(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHNHNHDIHDCHN(HDIHD=O)NHDHNH]/C(H)=CNH])C(=0)
N(HD[HDH]

17234410

145

13

130

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[HNOC(HN([HNIHN(C(CAN(
€5=C(C=4[H])C(=C(C(=CSHHNHNHDC(HN(HDIHD=O)HDHNHI/C(=CUC(N(CE(C(C(
N(C(COHNHDIHDHDIHDAHDHDIHDHDIHDIHD=O)NHDIHDH]

17234410

146

14

770

Train

N1=C(C(=C2C(=C1IN([H])[H))C(=C(S2)[H])C3=C(C(=C(C(=C3HOC(HN(HNH)N(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHNHDHDIHDCHN (HDIHD=O)NHDHNHI/C(H)=CNH])C(O[H]
J[HDIHDIH]

17234410

147

15

4810

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[HNOC(HN([HNIHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CSH)HNHNHD C(HN(HDIHD=O)HDHDH) C(C(C(OMH) (HNIH](]
HDHD(HDIHDMH]

17234410

148

16

230

Train

N1=C(C(=C2C(=C1IN([H])[H))C(=C(S2)[H])C3=C(C(=C(C(=C3H]OC(HN)(HNH)N(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHNHDHDHDCHN (HDIHD=O)NHDHNHI/C(H)=CNH)CN(H
DHD[HDIHDH]

17234410

149

17

4470

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[HNOC([HN([HNIHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CS[HDHNHDHD) C(HD([HDIHD)=O)HDIHNH]/C(=CACN(C(C(HD(]
HDHD(HDHDCCEHDAHEDHDIHDIHD(HDIEDHDHD(H]

17234410

150

18

290

Train

N1=C(C(=C2C(=C1IN([H])[H))C(=C(S2)[H])C3=C(C(=C(C(=C3H)OC(HN)(HNH)N(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHN[HNHDHDC(HN (HDIHD=O)NHNHNHI/C(=CICN(C(C(HN(]
HDHD(HDHDC(CHD(HDMHDIHDIHD (HDHDIHDHD{H]

17234410

151

19

1370

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[HNOC([HN([HNIHN(C(CAN(
€5=C(C=4[H])C(=C(C(=CS[H)[HNHNHDC(HD(HDIH)=O)HDIHNH]/C(=CUC(N(S(=0)(=
O)CIHDHDIHDIHD (HDIHDIHDHN(H]

17234410

152

20

6700

Train

N1=C(C(=C2C(=C1IN([H])[H]))C(=C(S2)[H])C3=C(C(=C(C(=C3H)OC(HN)(HNH)N(C(C4N(
C5=C(C=4[H])C(=C(C(=CS[HNHNHDIHDCHN([HDIHD=O)HDHNH]/C(=CIC(N(C(=O)N(
C6=C(C(=C(C(=CE[HN[HNHDHNHDIHDHD[HDIHDHDIHDH]

17234410

153

21

720

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[H)OC(HN([HNIHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHDIHNHNHDC(HD(HDIH)=O)HDIHNH]/C(=CUC(N(C(=0)C([
HD(HDIHEDHD(HDIEDHDHDH]

17234410

154

22

290

Train

N1=C(C(=C2C(=C1IN([H])[H]))C(=C(S2)[H])C3=C(C(=C(C(=C3H)OC(HN(HNHN(C(CAN(
€5=C(C=4[H])C(=C(C(=CS[HN[HNIHDIHDC(HN(HDIHD=O)NHNHN[HI/C(=C(T(NEC(C(N(C
(CEHDHNHDHDCHN(HDHD(HDIHD(HDHD (HDIHDHDIHDH]

17234410

155

25

190

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[HNOC(HN([HNIHN(C(CAN(
€5=C(C=4[H])C(=C(C(=CSH[HNHNHDC(HD(HDIHD=O)HDIHNHI)/C(=CUC(N(CE(C(C(
N(C(COHNHDIHNHDHDIHDHDAHDHDHDIHDHDHDIHDIHDH]

17234410

156

26

110

Train

N1=C(C(=C2C(=C1IN([H])[H])C(=C(S2)[H])C3=C(C(=C(C(=C3H)OC(HN(HNHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHN[HNHDHDC(HN (HDIHD=O)NHNHNH]/C(=C(C(N(C@@]6(
ce(calc(Ce(HNHNHNHDNHDHDIHD (HDIHDIHDHDIHDIHD(HDIHDHDIHDH]

17234410

157

27

480

Train

N1=C(C(=C2C(=C1IN([H])[H])C(=C(S2)[H])C3=C(C(=C(C(=C3HOC(HN(HNHN(C(CAN(
C5=C(C=4[H])C(=C(C(=CSHNHDHDHDC(HN (HDIHD=O)HNHNH]/C(=C(C(N(C@@]6(
Ce(Cc@@)(C(CE(HDHN(HNHDN(HDHDHDHDIHD (HDHDIHDHD(HDIHDHDIHDH]

17234410

158

28

210

Train

N1=C(C(=C2C(=C1IN([H])[H])C(=C(S2)[H])C3=C(C(=C(C(=C3HOC(HN(HNH)N(C(CAN(
€5=C(C=4[H])C(=C(C(=CSHN[HNIHDHDC(HN(HDIHD=O)HNHNHI/C(=C('T(N6C(C(C(C
(CEHDHNHDHDOHDHD(HDHD(HDIHD(HDHDIHDHD[H]

17234410

159

23

2950

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[H)OC(HN([HNIHN(C(CAN(
€5=C(C=4[H])C(=C(C(=CS[H)[HNHNHD C(HN(HNIHD=O)HDIHNH])/C(=CUC(NEC(C(N(C
(CB(HNHD(HDHNC7=C(C(=C(C(=CTHNHNHDHDHD(HDHDAHDHD(HNHDIHDIHDIH]

17234410

160

24

1520

Train

N1=C(C(=C2C(=CIN([H][H])C(=C(S2)[H])C3=C(C(=C(C(=C3[H)OC(HN([HNIHN(C(CAN(
€5=C(C=4[H])C(=C(C(=CSHN[HNHNHD C(HN(HDIHD=O)HDIHNH])/C(=CUC(NEC(C(N(C

(CEHNMHNIHNHNCAHDAHDHD=CAHDIHD (HDIHD (HDIHDIHDHD(H]

17234410

SI'5



No. Compound IC50 |Dataset |SMILES Reference:
ID (nM) DOI / PubMed
Unique Identifier
161 1 0.2 Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HD[HD[HN[H)C(N(C4= 16970394
i C(C(=C(C(=CA[HN[HN[HNC(F)(F)AIHNIHN=O)HNIHNN(HD[H]

162 9 0.3|Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HD[HD[HN[H)C(N(C4= 16970394

i C(C(=C(C(=CA[HN[HN[HNC(F)(F)RIHNIHN=O)HN[HNIN(CIHD[(HDIHD[H]
163 27 0.01|Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HD[HD[HD[H)C(N(C4= 16970394

i C(C(=C(C(=CA[HN[HN[HNC(F)(F)F)CIHN(HDHDHD=O)HDIHDN(CHD [HDIHDIH]

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HD[HD[HN[H)C(N(C4= 16970394

164 28 0.3(Train C5C(=C(C(=CA[HDHNHNC(C(CS(HNHN ((HDHD(HDIHDIHD=O)HDIHDN(CHD[HNIHNIH]
N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])([HD[H])[HN)[H])C(N(C4= 16970394

165 29 1{Train C(C(=C(C(=CA[HNH])OCS(C(C(N(C(CS(HDHD(HDIHDCAHN (HDHD(HDIHD HDIHDIHDIH
DIHDHD=O)HNHDIN(CIHD[HDIHDIH]

166 30 0.5 Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((H)[HD[HN[H)C(N(C4= 16970394

i C(C(=C(C(=CA[HN[H])CNC(F)(F)R)HDHD=O)HDIHDN(CHD[HDIHDIH]

167 a altrain N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HD[HN[HN[H)C(N(C4= 16970394
C(C(=C(C(=CA[HN[H])CNC(F)(F)F)CAHN[HDHDHD=O)HDHDN(CIHD(HDIHDIH]
N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HN[HN[HN[H])C(N(C4= 16970394

168 32 0.5(Train C(C(=C(C(=C40C5(C(C(N(C(CS(HDHDIHNHNCHN ((HDHD (HDIHDHDIHDIHDIHDIHIC(
F)(F)R)HDIHD=O)HDIHDN(CHD(HNIHDIH]
N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([HD)(HDHDHDIH])C(N(C4= 16970394

169 33 48|Train C(C(=C(C(=CANSC(C(C(C(CS(HDHDHDIHDHNHDHDHD ((HDHDIHDHD C(F)(F)F)IHNI
H)=0)[HDHDN(CHDHDIHDIH]
N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HD[HN[HN[H)C(N(C4= 16970394

170 34 2|Train C(C(=C(C(=CAN5C(C(N(C5=O)C(HD([HDIHD[HNH)(HDHNHNIHN) C(F)(F)F)IHNIH])=0)[H
DIHDN(CHDAHDIHNDIH]
N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])([HD[H])[HN)[H])C(N(C4= 16970394

171 35 0.4(Train C(C(=C(C(=CAN(C(=O)N(C(C(NSC(C(OC(CS(HDHDHDIHDHNIHN (HNHD ((HDHD(HDIH
DIHDHDIHDIHDC(FR)(F)R)HDHD=O)HDIHDN(CHDHDIHDIH]
N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HD[HN[HN[H)C(N(C4= 16970394

172 36 0.5(Train C(C(=C(C(=CAN(C(=O)C(N(C(C(H)(HDHD(HDIHD C(CHDHNHD(HNIH) (HDIHDIHDIH]
JMHNCEYF)RIHDIHD=O0)HNHNN(CHD[HDHDIH]
N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])([HD[H])[HN[H])C(N(C4= 16970394

173 37 2|Train C(C(=C(C(=CANSC(C(C5=0)(C(HDHDIHDCHN(HDHD(HDIHDIHDIHDC(F)(F)FHDHD)=
O)HNHDN(CIHD([HDIHDIH]

172 38 10| Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3[H])[H])[H])C(N(C4=C(C(=C(C 16970394
(=CAHNHDHDCE)E)RHNHN=O)HDHDN(CIHD[HDHDIH]

175 39 35|Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3[H]IH])IH])C(N(C4=C(C(=C(C 16970394
(=CAHNHDHNCE)E)RHNH)=O)HDHDNH]DIH]

176 20 150 Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3[H])[H])F)C(N(C4=C(C(=C(C( 16970394
=CA[HD[HDIHNCE)F)RIHDIHD=O)HDIHDN(HD[H]

177 . alTrain N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3CI)[H])[H])C(N(C4=C(C(=C(C( 16970394
=CA[HD[HDIHNCE)(F)RIHDIHD=O)HDIHDN(HD[H]

178 42 0.5 Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])(H))[H])[H])F)C(N(C4=C 16970394

i (C(=C(C(=CA[HDIHDIHN C(F)(F)AIHDIHD=O)HDIHDN(CHDHDIHDIH]
179 43 0.9\ Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])([H))[H])[H])F)C(N(C4=C 16970394
i (C(=C(C(=CA[HN[HDIHN C(F)(F)AIHDIHD=O)HNIHNN(HD[H]

180 4 200 Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3[H])[H])[H])C(N(C4=C(C(=C(C 16970394
(=CA[HDHDHNCE)E)RHNIH)=0)CHDIHNIHNIHDINHDIH]

181 13 0.3 Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HN[HN[HN[H)N(C(=O) 16970394

i C4=C(C(=C(C(=CA[H])C(F)(F)AIHDIHDIHDIHDIHDIHDN(CIHD[HDIHDIH]

182 14 8[Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HN[HN[HN[H)N(C(=O) 16970394
N(C4=C(C(=C(C(=CAHDIHDIH) C(FY(F)A)[HDHDHDHDHDN(CIHD(HDHDIH]

183 15 297|Train N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HN[HN[H])[H)N(CAN( 16970394
C5=C(N=4)C(=C(C(=C5[H])C(F)(F)RHNHNHNIHDIHDIHDN(CHD[HNIHNIH]

184 5 94| Trai N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])((HDHNHNHNHNIHNI 16970394

AN |HDNEHDH]

185 24 5550|Train N1=C(N=C2C(=CIN([H])[H])C(=C(N2C(C(H)(HDIHD(CHN(HDHDHDH])C3=C(C(=C(C( 11012022
=C3[H])[H])OCA4=C(C(=C(C(=CA[H])[H) CHN)[HD[HD[HD[HD[H]

186 25 520 Train N1=C(N=C2C(=CIN([H])[H])C(=C(N2C(C(HN(HDIHD(CHD(HDHDHDH)C3=C(C(=C(C( 11012022
=C3[H])[H])OC4=C(C(=C(C(=CA[H]D[HDHDHDC(OMHDHDIHDIHDIHDIH]

187 26 751|Train N1=C(N=C2C(=CIN([H])[H])C(=C(N2C(C(H(HDIHD(CHN(HDHDHDH)C3=C(C(=C(C( 11012022
=C3[H])[H])OC4=C(C(=C(C(=C4[H][H]) C(O[HD(HNIHDIHDIHDIHDIHDIH]

188 27 15800/ Train N1=C(N=C2C(=CIN([H])[H])C(=C(N2C(C(H(HDIHD(CHN(HDHDHDH)C3=C(C(=C(C( 11012022
=C3[H])[H])OC4=C(C(=C(C(=CA[H][HDIHDIH)C(=O)O[HN[HN[HNIH]

189 28 1310|Train N1=C(N=C2C(=CIN([H])[H])C(=C(N2C(C(H)(HDIHD(CIHN(HDHDHDH)C3=C(C(=C(C( 11012022
=C3[H])[H])OC4=C(C(=C(C(=CA[H][H]) C(=O)O[HN[HN[HNIHNIHDIH]

190 1 3200\ Train N1=C(N=C2C(=C1[H])C(=C(N(N2C([H])((HD[HD)C(H])([H])[H])C3=C(C(=C(C(=C3CI)[H])H])I 16757169
H])CN[HYN(C4=C(C(=C(C(=CAHDIHDF)HNIHNIH]

191 12a 124|Train N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=CACI)[H])H]I 16757169
H])CN[HYN(C5=C(C(=C(C(=C5[HDIHDA)HNIHNIH]

192 12b 182|Train N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=CACI)[H])H]I 16757169
H]) CN[HYN(C5=C(C(=C(C(=C5[HDIHDIHDIHDIHDIH]

) N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=CACI)[H])H]I 16757169

193 1 28LATran ) oNIHDN(CHDIHDIHDIH]

104 12d 71| Train N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=CACI)[H])H]I 16757169
H])CH[HYN(C5=C(C(=C(C(=C5[HD[H)OCHD[HNIHNIHDIHDIH]

195 126 170\ Train N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=CACI)[H])H]I 16757169
H])CN[HYN(C5=C(C(=C(C(=C5[HDHD[HDOCHDHNIHDIHDIH]

196 12 7260 Train N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=CACI)[H])H])I 16757169
H])CN[HYN(C5=C(C(=C(C(=C5[HDHDHDHDOCHDHDIHDIH]

197 12 285 | Train N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=CACI)[H])H]I 16757169
H])CN[HYN(C5=C(C(=C(C(=C5[HDH)OC(CHN(HDHD(HDIHDIHDIHDIH]
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198

12h

143

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H)[H])C4=C(C(=C(C(=CACH[H])[H])[
H))COIHDN(C5=C(C(=C(C(=CS[HD[H) C(=O)OC(HD((HN[HDIHDIHDIH]

16757169

199

12i

26

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])(H)[H])C4=C(C(=C(C(=CACHHI)H[
HN)CH[HDN(C5=C(C(=C(C(=C5[HDHNN(CIHN[(HNHN CAHD(HNIHN[HDIHNDIH]

16757169

200

12j

43

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=C4CI[H])H]
H]CHHNN(C5=C(C(=C(C(=CSHNHNN(C(CHDIHDIHDHNHNC(CIHDHNHD (HDHDH
DIHDH]

16757169

201

12k

21

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[HI)([H])[H])C4=C(C(=C(C(=C4CHN)HI
H)CHIHDN(C5=C(C(=C(C(=C5[H)HNC(CN(C(HNHDIHDCAHDHDHNHDIHD(HDIHDIH
DIHDH]

16757169

202

121

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H)[H])C4=C(C(=C(C(=CACH[H])[H])[
HDCHIHDN(C5=C(C(=C(C(=CS[HNIHNNEC(C(OC(CEHDIHN(HDIHD[HDIHD(HNIHDIHDIH]
)H]

16757169

203

12m

N

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[HI)([H])[H])C4=C(C(=C(C(=C4CHN)HI
H)CHIH)N(C5=C(C(=C(C(=C5[H)HNOC(C(N(C(C(HNIHNIHD(HNHNC(C(HNIHNIHD([H]
NHDIHDIHDHDHDIHDHDIH]

16757169

204

12n

4802

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H)[H])((H)[H])C4=C(C(=C(C(=CACI)[H])[H])
OC(HN(HDHDHNIHDN(CS=C(C(=C(C(=C5[HN[HDF)HNIHN[H]

16757169

205

120

2837

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H)[H])C4=C(C(=C(C(=CACI[H])[H])
OC(HN(HNHNHNHDN(C5=C(C(=C(C(=CSHNHNN(C(HNHNH) C(HDIHNHDHDIHDIH
]

16757169

206

12p

10

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([H])[H])([H])[H])C4=C(C(=C(C(=C4CI[HD[H])
OHNHNIHDN(CS=C(C(=C(C(=CS[HNHDN(C(HNHDHD CHN(HDIHDIHDIHDIH]

16757169

207

12q

a7

Train

N1=C(N=C2C(=C1[H])C(=C(N3N2C(C(C3=0)([HI)[HI)([H])[H])C4=C(C(=C(C(=C4CI)[H][H])
O[HDHNIH)N(C5=C(C(=C(C(=C5[HN[H)N6C(C(N(C(CE(HNHN([HNIHDCAHDHDIHNIHNDI
HD(HDHDIHDHDH]

16757169

208

100

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2C3(C(C(C(C3(HDHD(HDHDIHNHDHNHNIHDIHDC
4=C(C(=C(C(=CA[H])[H]))OC5=C(C(=C(C(=CS[HN[HD[HNHDHDHDIHD[H]

12039590

209

42

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2[C@]3(C(C(OCI(HDHD([HNHN[HNHDIHDIHDC4=C(
C(=C(C(=CA[HNH])OC5=C(C(=C(C(=CS[HNHN[HDHD[HDHN[HD[H]

12039590

210

120

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2C3(C(C(OC(CI(HNHD([HNHDHNHDHNHDIHDIH])
C4=C(C(=C(C(=CAH][H])OCE=C(C(=C(C(=CS[H][HNHN[HDHN[HD[H][H]

12039590

211

130

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2C(C(O[HN(HDHN([HDIHNH]C3=C(C(=C(C(=C3[H]I
H])OC4=C(C(=C(C(=CAHDHNHDHNHDIHDH]DIH]

12039590

212

890

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2C(C(N(HNHD(HNHN(HNHNH)C3=C(C(=C(C(=C3[
H][H)OCA=C(C(=C(C(=CAHNHDIHDHDHNHD[HD[H]

12039590

213

46

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2[C@]3(CIN(OC3([HD[HDIHN(HDIHDIHNH])C4=C(C(=
C(C(=CAH])[H)OC5=C(C(=C(C(=CSH[HNHN[HDIHN[HD[H][H]

12039590

214

240

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2[C@]3(CN(C(C3(HDIHD(HDHDIHD(HDIHDIHDH]C
4=C(C(=C(C(=CA[H])[H))OC5=C(C(=C(C(=C5[HN[HNHNHDIHDHD[HD[H]

12039590

215

170

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2C3(C(CIN(C(C3([HDIHD(HDIHDIHD (HDIHD(HDIHDIH]
MH]CA=C(C(=C(C(=CAHNH])OC5=C(C(=C(C(=CS[HNHN[HNHN[HDHN[HD[H]

12039590

216

10

520

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2[C@I3(C(C(IC@](C(C3(HNH)(HNHN(N4C(C(C(C(C
A(HDHD((HDHD(HDIHD (HDHD(HDHDHD(HDIHD (HDHDIHNH) C5=C(C(=C(C(=C5[H])[
H])OC6=C(C(=C(C(=CE[HDHNHNHNHDIHDIHDIH]

12039590

217

11

82

Train

N1=C(N=C2C(=C1IN([H][H])C(=C(N2[C@]3(C(C([C@](C(C3([HN[HN(HNHN)(N4C(C(C(C(C

A(HDHDHDHDAHDHDAHDIHD(HDHDHDHDHD(HDHDHDH)C5=C(C(=C(C(=CSHI)
H])OC6=C(C(=C(C(=CE[HD[HN[HDHNHDIHNH][H]

12039590

218

12

240

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2[C@@]3(C(C([C@](C(C3([HNH](HDIHN(N4C(C(N(C(
CA(HDHDHDHD CHDHDIHD (HDHDHDHDHD(HDHD (HNHDHDH)DC5=C(C(=C(C(5
CS[HNHNOCE=C(C(=C(C(=CEHNHNHNHDIHDIHNIHNH]

12039590

219

13

15

Train

N1=C(N=C2C(=C1IN([H])[H])C(=C(N2[C@]3(C(C([C@](C(C3([HN[HN(HN[HN(NAC(C(N(C(C

A(HDHDHDHDCHDHDHDAHDHDAHDHDIHDAHDHDIHDHDIHDIHD C5=C(C(=C(C(=C
S[HPH]OCE=C(C(=C(C(=CE[HNHN[HDHNHDIHDH]DIH]

12039590

220

15

Train

N1=C(N=C2C(=CIN([H)[H])C(=C(N2[C@@]3(C(C([C@](C(C3([HNH](HNIHN(N4C(C(N(C(
CA(HNHDHDHD CHDHDIHD (HDHDHDHD HD(HDHD (HNHDHNH)DC5=C(C(=C(C(5
CS[HNHNOCE=C(C(=C(C(=CEHNHNHNHDHDIHDIHDH]

12039591

221

40

Train

N1=C(N=C2C(=C1IN([H])[H])C(=NN2[C@@]3(C(C([C@](C(C3(HNIHN(HDH])(NAC(C(N(C(

CA(HDHDHDHDCHD(HDIHD(HDHD(HDHDIHD(HDHDHDIHDIHD C5=C(C(=C(C(=C5]
H][H)OCE=C(C(=C(C(=CE[HNHDIHNHDHDHD[HDIH]

12039591

222

40

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C([C@](C(C3(HNIHN(HN[H])(NAC(C(N(C(
CA(HDHD[HDHD CHDHDHD (HDHD(HDIHDHD(HDIHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDHDN(C6=C(C(=C(C(=CEHNHNHN[HDIHDIHDHNHN(H]

12039591

223

110

Train

N1=C(N=C2C(=C1IN([H])[H])C(=NN2[C@@]3(C(C([C@](C(C3(HNIHN(HNIH])(NAC(C(N(C(

CA(HDIHDHDHDCHD(HDIHD(HDHDAHDHDIHD (HDIHDHDIHDIHD C5=C(C(=C(C(=C5]
H][H])C(C6=C(C(=C(C(=CEH][HNHN[HDIH])=O)HD[H][H]

12039591

224

93

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HN[HN([HNH])(NAC(C(N(C(
CA(HDHDHDHD CAHDHDHD (HDHD(HDIHDHD(HDIHD (HDHDIH]) C5=C(C(=C(C(=C5]
HDHDN(C(=0)C6=C(C(=C(C(=COHNHNHNHNHDIHDOCIHN (HDIHDIHNIH]

12039591

225

Train

N1=C(N=C2C(=C1IN([H])[H])C(=NN2[C@@]3(C(C([C@](C(C3(HNIHN(HNIH])(NAC(C(N(C(

CA(HDIHDHDIHDCHD(HDIHD(HDHD(HDHDHD(HDHDHDHDIH) C5=C(C(=C(C(=C5]
HDHDN(C(=0)OC(C6=C(C(=C(C(=CE[HDHNHDIHNHD(HDIHDHDOCHN(HNHDIHDH]

12039591

226

209

Train

N1=C(N=C2C(=C1IN([H])[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HNIHN(HNIH])(NAC(C(N(C(

CA(HDHDHDIHDCAHD(HDIHDHDHDHDHDIHDHDIHDIHDIHDIH) C5=C(C(=C(C(=C5]
HDIHDN(C(=0)N(C6=C(C(=C(C(=CE[HDHNHDHNHDIHNHNOCHN(HNHDIHDH]

12039591

227

3120

Train

N1=C(N=C2C(=C1IN([H])[H])C(=NN2[C@@]3(C(C([C@](C(C3(HNIHN(HNIH])(NAC(C(N(C(

CA(HDHDHDIHDCAHD (HDIHDHDHDHDHDIHD(HDIHDHDIHDIH) C5=C(C(=C(C(=C5]
HDIHDN(S(=0)(=0)C6=C(C(=C(C(=CE[HNHNHDHNHDIHN OC(HDN(HDIHNHDIH]

12039591
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228

167

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HN[HN([HNH])(NAC(C(N(C(
CA(HDHDHDHD CAHDHDHD (HDHD(HDIHDHD(HDHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDHDN(S(=0)(=0)N(C6=C(C(=C(C(=CE[HDIHDIHNHNHNHDIHDOC(HD([HDIHDIHDIH]

12039591

229

10

55

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C([C@](C(C3(HN[HN([HNH])(NAC(C(N(C(
CA(HDHDHDHD CHDHDHD (HDHD(HDIHDHD(HDIHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDHDN(C(CE=C(C(=C(C(=CE[HNHNHNHDIHD[HDIHDIHDOCHN(HDIHDIHDIH]

12039591

230

11

28

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HN[HN([HNH])(NAC(C(N(C(
CA(HDHDHDHD CHDHDHD (HDHD(HDIHD HD(HDIHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDHDN(C(=0)C(C(CE=C(C(=C(C(=CB[HDHNHNHNHDHNHD(HNHDIHNOC(HD(IHNIH]
JHDH]

12039591

231

12

92

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C([C@](C(C3(HN[HN([HNH])(NAC(C(N(C(

CA(HDHDHDHD CHDHDHD (HDHD(HDIHDHD(HDIHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDHDN(C(=O0)C(C(HN(HDIHN(CHD(HDIHDC(CE=C(C(=C(C(=CE[HNHDIHDIHDIHD(HDI

HD[HDOC(HD(HDIHDHN[H]

12039591

232

13

31

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HN[HN([HNH])(NAC(C(N(C(

CA(HDHDHDHD CAHDHDHD (HDHD(HDIHDHD(HDIHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDHDN(C(=O0)C(C(CHN(HDIHN(CHD(HDIHDCE=C(C(=C(C(=CE[HNHDIHDIHNIHN(HDI

HD[HDOC(HD(HDIHDHNH]

12039591

233

14

19

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HNIHN(HNH])(NAC(C(N(C(

CA(HDHDHDHD CHDHDIHD (HDHD(HDIHDHD(HDIHD (HNHDIH]) C5=C(C(=C(C(=C5]
HD[HDN(C(=0)[C@]6([C@@](CE(HNIH])(C7=C(C(=C(C(=C7[HN[HDHNHDIHNHDIHNIH)O
C(HD(HDHDIHDIH]

12039591

234

15

10

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HNIHN([HNH])(NAC(C(N(C(
CA(HDHDHDHD CAHDHDHD (HNHD(HDIHDHD(HDHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDHDN(C(=0)C6=C(C7=C(06)C(=C(C(=C7[HDHDHNHNHNIHNOC(HD(HNIHDIHDIH]

12039591

235

16

50

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HNIHN([HNH])(NAC(C(N(C(
CA(HDHD[HDHD CAHDHDIHD ((HDHD(HDIHDHD(HDIHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDHDN(C(C(CE=C(CT=C(N6[H])C(=C(C(=CT7[HDIHNHNHDHD[HNHD(HNHDHDIHDIHDI
H]

12039591

236

46

0.6

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C(H)(HNHNHDIHDC(N(C4=
C(C(=C(C(=CAHN[HDHNC(A)(F)F) CUHNHNIHDH])=O)HDH)N(HD[H]

16970394

237

47

0.2

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=CIC([H)(HNHN[HDIHDC(N(C4=
C(C(=C(C(=CAHNHDHNC(F)(F)R)HNHD=O)HNHDN(C(CNSC(C(OC(CS(HNIHN(HDIHI)
HDHDAHDHDAHEDHDHDHDH]

16970394

238

48

w

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])(HNHDHNH)C(N(C4=
C(C(=C(C(=CAHNHNHN C(F)(F)F)CHN(HNHNH])=O)HDIHDN(C(C(NSC(C(OC(CS(HDL
HD(HDHDHDIHD(HDHD(HDIHD(HDIHDIH]

16970394

239

49

0.4

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=CIC([H)(HNHNHDIHDC(N(C4=
C(C(=C(C(=CAHNHDHNC(F)(F)F)C(HN(HNIHDHN)=O)HNHNN(C(C(C(NSC(C(OC(C5([H]
JHDAHDHDHDIED (HDIHD (HDIHDHDHD(HDIHDIH]

16970394

240

50

14

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])(HNHDHNH)C(N(C4=
C(C(=C(C(=CAHNHNHNC(F)(F)F)CHN(HDHNIH])=O)HDIHDN(C(C(C(NSC(C(OC(C5([H]
JHDHDHDHDHDAHDIHED(HDHDAHDIED(HDHDCHD(HDIH]

16970394

241

51

[=2)

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=CIC([H)(HNHNHDIHDC(N(C4=
C(C(=C(C(=CAHN[HDIHN C(F)(F)F)C(HN(HNIHDH])=O)HNHNN(C(C(NSC(C(C(C(C5(HNI
HDHDIHED (HDIHDHDHD(HDHDAHDHDAHDHD[H]

16970394

242

52

(2]

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])(HNHDHNHDC(N(C4=
C(C(=C(C(=CAHNHNHNC(F)(F)F)IC(HN(HNHNH)=O)HDIHDN(C(C(NSC(C(C(CS(HDIH])
(HDHDHDHD(HDHDHDIHD(HDIHDIH]

16970394

243

53

0.6

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C(H)(HNHNHDIHDC(N(C4=
C(C(=C(C(=CAHNHDHNC(F)(F)F)C(HN(HNIHDHN)=O)HNHNN(CS(C(CIN(C(CS(HDIHN(
HDHDCHDAHDHD(HDIHD(HDIHDHDIH]

16970394

244

54

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C([H])(HNHDHNHDC(N(C4=
C(C(=C(C(=CAHNHNHNC(F)(F)F)CHNHNHNH)=O)HDIHDN(C5=C(C(=C(C(=C5[H][H]
JHDIHDHDIH]

16970394

245

55

Train

N1=C(N=C2C(=C1[H])C(=C(C(=C2[H])[H])C3=C(C(=C(C(=C3C(H)(HNHNHDIHDC(N(C4=
C(C(=C(C(=CAHDHDHN C(F)(F)F)C(HD(HDIHNHN)=O)HNHNN(CS(C(CSHNHD([HDIHNL
HD[H]

16970394

246

14

Train

N1=C(N=C(C(=C1[H)[H]N(C(OC2=C(C(=C(C(=C2C([H)(HNHDHNHDIH) C(HD(HDIH])=
0)C3=C(C(=C(C(=C3[HN[HDIHDHNHNN(CA=C(C(=C(C(=CA[HNHNNSC(C(N(C(CS(HNHI)
(HDHDEHDHDHD(HDIHD(HDIHDIHDIHDIH]

16884310

247

25

Train

N1=C(N=C(C(=C1H])HNN(C(OC2=C(C(=C(C(=C2C([HN)(HDIHDIHNHNH)C(HD(HDH])=
0)C3=C(C(=C(C(=C3OC(H])(HNIHNHNIHNHNIHDN(CA4=C(C(=C(C(=CAH][H)N5SC(C(N(
CES(HPHDHDHDEHDHDIHDHDIHDIHDIHDIHDIHDIH]

16884310

248

26

12

Train

N1=C(N=C(C(=C1[H])[H]N(C(OC2=C(C(=C(C(=C2C([H)(HNHDIHNHDIHD) C(HD(HDIHD=
0)C3=C(C(=C(C(=C3[HN[HNOC(HN(HNHDIHNIHNN(C4=C(C(=C(C(=CAHDIHNNSC(C(N(
C(CSHDHDHDHNCHDHDHD[HDIHD(HDHDIHDHD(H]

16884310

249

27

Train

N1=C(N=C(C(=C1[HN)HNN(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNHN C(HD([HDH])=
0)C3=C(C(=C(C(=C3OC(C(HN(HDHN(CHN(HNHDIHNHDF)HNHDN(C4=C(C(=C(C(=C
AHDIHDNSC(CN(C(CS(HDHD(HDIHD CHD (HDIHD AHDIHD(HDIHDHDIHDH]

16884310

250

28

Train

N1=C(N=C(C(=C1[H])H)N(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNH) C(HD(HDH])=
0)C3=C(C(=C(C(=C3OC(HN)(HNHDHNOC(HN(HNHDHNHNN(CA=C(C(=C(C(=CAH]H
INSCCN(C(CSIHDHD(HDHNCAHDAHDHD(HDHD(HDIHDHDHD[H]

16884310

251

29

Train

N1=C(N=C(C(=C1[H])[H]N(C(OC2=C(C(=C(C(=C2C([HN)(HNHDHNHDIHD) C(HD([HDIH])=
0)C(C3=C(C(=C(C(=C3[HNOC(HN(HNHNHDIHDOCHN(HDIHD(HDIHDN(CA=C(C(=C(C(
=CA[HDHDNSC(C(N(C(CE[HNHDIHDHD CAHDHDHD (HDHD(HDIHDHDIHDH]

16884310
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252

30

10

Train

N1=C(N=C(C(=C1H]HNN(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNH) C(HD(HDH])=
0)C3=C(C(=CAC(=C3[H])C(=C(C(=CA[HDHNHDHNHDIH)N(C5=C(C(=C(C(=C5[H][H])NE
CENCCEHDHDIHDIHDC(HDHDHDAHDHDIHDHDIHDIHDIH]

16884310

253

31

13

Train

N1=C(N=C(C(=C1[H)H])N(C(OC2=C(C(=C(C(=C2C([H)(HNHDHNHDIHD) C(HD(HDIH])=
0)C3=C(C(=C(C(=C3[HN)[H])C4=C(C(=C(C(=CAHN[HNHDIHDIHNHNHNN(CE=C(C(=C(C(
=CS[HNHDNEC(C(N(C(CEHNHD(IHDHD CAHDHDIHD(HDHD(HDIHDHDIHDH]

16884310

254

32

49

Train

N1=C(N=C(C(=C1[H)[H])N(C(OC2=C(C(=C(C(=C2C([H)(HNHDIHNHDIHD) C(HD(HDIH])=
0)C3=C(C(=C(C(=C3[H])CA=C(C(=C(C(=CA[HNHN[HNHDIHDIHNHNHNN(CE=C(C(=C(C(
=C5[HNHDNEC(C(N(C(CEHNHD(IHDHD CAHDHDIHD (HDHD(HDIHDHDIHDH]

16884310

255

33

Train

N1=C(N=C(C(=C1[H)[H]N(C(OC2=C(C(=C(C(=C2C([H)(HNHDHNHDIHN) CHD(HDIHD=
0)C3=C(C(=C(C(=C3OC(HN(HNHNHNOCHN(HNHNHDIHDN(CA=C(C(=C(C(=CA[H])[H
DNSC(CN(C(CS(HDHDHDHD CHD (HNHD(HDHD ((HNHDOC(H) (HNHDIHDH]

16884310

256

34

Train

N1=C(N=C(C(=C1[H)[H]N(C(OC2=C(C(=C(C(=C2C([H)(HNHDHNHDIHD) CHD(HDIHD=
0)C3=C(C(=C(C(=C3OC(HN(HNHNHNOCHN(HNHNHDIHDN(CA=C(C(=C(C(=CA[H])O
C(HD(HDHDNSC(CN(C(CS(HDHD (HDHDCHD(HDIHD (HDIHD((HDHD OC(HD(HDIHDIL
HD[H]

16884310

257

35

=

Train

N1=C(N=C(C(=C1[H)[H]N(C(OC2=C(C(=C(C(=C2C([H)(HNHDHNHDIH) CHD(HDIHD)=
0)C3=C(C(=C(C(=C3OC(HN(HNHNHNOC(HN(HNHNHDIHDN(CA=C(C(=C(C(=CAH]H
INSC(CN(C(CSHDHDHNHDCHD(HNHDHDIHD(HDHDAH](H]

16884310

258

36

Train

N1=C(N=C(C(=C1[H])H)N(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNHDC(HD(HDH])=
0)C3=C(C(=C(C(=C3OC(HN(HNHDHNOC(HN([HNHNHDIHNN(C4=C(C(=C(C(=CA[H]H
DOCCINCHNHDIHD CAHDHDIHED (HDIHDHDIHDIHDIHDIH]

16884310

259

37

=

Train

N1=C(N=C(C(=C1[H)[H]N(C(OC2=C(C(=C(C(=C2C([H)(HNHDHNHDIHD) CHD(HDIHD)=
0)C3=C(C(=C(C(=C3OC(HN(HNHNHNOCHN(HNHNHDIHDN(CA=C(C(=C(C(=CA[H][H
DOC(CCNCHDNIHDHDCAHDIHDIHD(HDHDIHDIHD(HDHDIHDHDIH]

16884310

260

38

Train

N1=C(N=C(C(=C1[H])H)N(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNHDC(HD(HNH])=
0)C3=C(C(=C(C(=C3OC(H])(HNHDHNOC(HN(HNHNIHNHNN(C4=C(C(=C(C(=CA[H][H
DOC(CINSC(CN(C(CSHNIHDAHDIHD CAHDAHDIHD (HDIHD (HDIHDHDIHDHDIHDAIHDT
H]

16884310

261

39

[ay

Train

N1=C(N=C(C(=C1HNHNN(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNH)C(HD(HDH])=
0)C3=C(C(=C(C(=C30C(H])(HNHDHNOC(HN(HNHNIHDIHNN(CA=C(C(=C(C(=CA[H])O
C(HDHNHNOC(CINSC(CN(C(CS(HNHN ((HDIHN CAHDAHDHD (HDIHDAHDIHD (HDIHD(
HD[HDOC(HD(HDIHDHDH]

16884310

262

40

Train

N1=C(N=C(C(=C1[H])H)N(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNH)C(HD(HDH])=
0)C3=C(C(=C(C(=C30C(H])(HNHDHNOC(HN(HNHNIHDHNN(C4=C(C(=C(C(=CA[H])O
C(HDHNHNOC(CINSC(C(OC(CS(HNHNHDIHD(HDIHD (HDIHD (HDIHD(HDIHDOCHI)(
HD[HD[HD[H]

16884310

263

41

Train

N1=C(N=C(C(=C1H])H)N(C(OC2=C(C(=C(C(=C2C([HN ((HDIHDHNHNHD C(HD(HDH])=
0)C3=C(C(=C(C(=C30C(HN(HNHDHNOC(HN([HNHNIHDHNN(CA=C(C(=C(C(=CA[H][H
DOC(CCNSC(C(C(CCSHNHDIHDIHD(HDIHD (HDIHDHDHDAHDIHDAHDHDHDHDIH
DIHD[H]

16884310

264

42

[ay

Train

N1=C(N=C(C(=C1H])H)N(C(OC2=C(C(=C(C(=C2C([HN (HDIHDIHNHNHD C(HD(HDH])=
0)C3=C(C(=C(C(=C3OC(HN(HNHDHNOC(HN(HNHNIHDHNN(CA=C(C(=C(C(=CA[H][H
DOC(C(CNSC(CN(C(CSHNHD[HDIHD CAHDAHDIHD (HDIHD(HDIHDAHDIHD(HDIHD(IHD)
[HDOC(HN(HNHDIHDH]

16884310

265

43

0.6

Train

N1=C(N=C(C(=C1H])H)N(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNHD C(HD(HDH])=
0)C3=C(C(=C(C(=C30C(H](HNHDHNOC(HN(HNHNHDHNN(CA=C(C(=C(C(=C4[H])O
C(HDHNHNOC(C(CNSC(CN(C(CS(HNHD(HDHN CAHDAHDIHD (HDIHD(HDIHDHDIHD)
(HDHDHDHDOCHD(HDHDIHDH]

16884310

266

44

Train

N1=C(N=C(C(=C1HN)H)N(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNHDC(HD(HDH])=
0)C3=C(C(=C(C(=C30C(HN(HNHDHNOC(HN(HNHDIHNH)N(CA=C(C(=C(C(=CA[H])H
DOC(C(CNSC(CN(C(CSHDIHD[HDIHD CAHDAHDIHD (HDIHD (HDIHDAHDIHD(HDIHD(IHD)
[(HDP)[H)(H]

16884310

267

45

N

Train

N1=C(N=C(C(=C1HN)H)N(C(OC2=C(C(=C(C(=C2C([HN (HDIHDHNHNHDC(HD(HDH])=
0)C3=C(C(=C(C(=C30C(HN(HNHDHNOC(HN(HNHDIHNH)N(CA=C(C(=C(C(=CA[H])H
hoc(CeNscecCCsIHNHNHDIHD (HDIHD(HDHDHDHDAHDHDIHDHDHDIHDF)
H][H]

16884310

268

A420983

37

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2[C@@]3(C(C(IC@](C(C3(HN[HN([HNH])(NAC(C(N(C(

CAHDHDAHDHD CHDHDHD) (HDHD(HDHDHD(HDIHD (H)HDIH]) C5=C(C(=C(C(=C5]
HDOC(HD(HDIHDN(C(CE=C(C7=C(N6C([HN([HDIHD C(=C(C(=C7HDHDIHDIHNIH]=O)IH])
[HD[HD[H]

16216497

269

141

Train

N1=C(N=C2C(=CIN([HD[H])C(=NN2[C@@]3(C(C([C@](C(C3(HNIHN([HNH])(NAC(C(N(C(
CAHDHDHDHD CHDHDHD (HDHD(HDIHDHD(HDIHD (HNHDIH]) C5=C(C(=C(C(=C5]
HDOC(HD(HDIHDN(C(CE=C(C(=C(C(=CER)[HNC(F)(F)RIHNHN=O)HNHNHDH]

16216497

270

196

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2C3(C(CIN(C(C3([HDIHD(HDIHDIHD (HDIHD(HDIHDIH]
MH]CA=C(C(=C(C(=CA[HNH])OC5=C(C(=C(C(=CS[HNHN[HNHN[HDHN[HD[H]

16216497

271

80

Train

N1=C(N=C2C(=CIN([H][H])C(=NN2C3(C(C(N(C(C3(HNHN(HNHNHD(HNHD(HDHNIH])
C4=C(C(=C(C(=CA[H])OC(H](HNIHDN(C(CE=C(C(=C(C(=CER)[HNC(F)(F)FIHNH])=O)[H]
MHDHDH]

16216497

272

106

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2C3(C(C(N(C(C3(HNHD(HDHNC(HD(HDIH) (HNIHI(
HD[HD[H])C4=C(C(=C(C(=CA[H)OC(HN(HDHDN(C(C5=C(C(=C(C(=CSRIHNC(F)(F)FIH])
[(H)=O)HDHDIHDH]

16216497

273

341

Train

N1=C(N=C2C(=C1N([H])[H])C(=NN2C3(C(C(N(C(C3([H])[H])([H])[H])C(C4=C(C(=C(C(=C4]
HDIHDIHDIHDIHD(HDHD (HDHD (HDIHDIH) C5=C(C(=C(C(=C5[HNOC(HN(HDIH)N(C(CE
=C(C(=C(C(=C6R)HNCA)EIRHNHN=O)HDHD[H][H]

16216497

274

102

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2C3(C(C(N(C(C3(HD[HD(HD[H])C4(C(C(OC(CA([H]H]
AHDIHDHDIHDHDIHDIHD (HDIHD(HDIHDIHD C5=C(C(=C(C(=CS[HNOCHN(HDIHDN(C(

C6=C(C(=C(C(=CER)[HNC(R)E)NIHNH]=O)HNHDIHDIH]

16216497
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275

23

Train

N1=C(N=C2C(=CIN([H][H])C(=NN2C3(C(C(N(C(C3(HNHN(HNHNCA(C(CN(C(CA(H]IH]
YHDHDCHD (HDHDAHDHD (HDHDIHD (HDIHD(HDIHD H) C5=C(C(=C(C(=C5[H)OC([H]
)[HDIHDN(C(CB=C(C(=C(C(=CER)[HN C(R)(RMIHNHN=O)HNHN[HD[H]

16216497

276

93

Train

N1=C(N=C2C(=CIN([H])[H])C(=NN2C3(C(C(N(C(C3(HNHD(HDIH])CA(C(C(N(C(CA(H]H]
)HDIHDC=O)CHD ((HDIHDHDHDHDHDIHDHDIHD(HDIHDIHN C5=C(C(=C(C(=C5[H])
OC(HD(HNMHNN(C(CE=C(C(=C(C(=CERH])C(F)(ARHDIHN=O)HNIHN[H]I[H]

16216497

277

106

Train

N1=C(N=C2C(=C1IN([HD[H])C(=NN2C3(C(C(N(C(C3(HNH]([HDIH])CA(C(C(OC(CA(H][H]
YHDHDHDHDHDHDIHD (HDIHDIHDIHDH] C5=C(C(=C(C(=C5[H)OC(HI)(HDIHDN(C(
=0)C6=C(C(=C(C(=CB[HDHDN(C(HN[HDIHD CHD(HDIHDIHNIHDIHDIHDIHDIH]

16216497

278

10

8960

Train

N1=C(N=C2C(=C1IN([HD[H])C(=NN2C3(C(C(N(C(C3(HNH]([HDIH])CA(C(C(OC(CA(H][H]
YHDHDHDHDHDHDIHD (HDIHD(HDIHDH]) C5=C(C(=C(C(=CS[H)OC(HI)(HDIHDN(C(
=0)C6=C(C(=C(C(=CE[HNHN CUHN(HDIHDHNHD{HDIHDIHDIH]

16216497

279

11

2350

Train

N1=C(N=C2C(=CIN([H])[H])C(=NN2C3(C(C(N(C(C3(HD[HD(HD[H])C4(C(C(OC(CA([H]H]
YAHDIHEDHDHDHDIHDIHD (HDIHD(HDIHDIHD C5=C(C(=C(C(=C5[H)OC(HN([HDIHDN(C(
=0)C6=C(C(=C(C(=CE[HD[H])OC(R)(F)R)HN[HDHN[HDIHN[H]

16216497

280

12

23200

Train

N1=C(N=C2C(=C1IN([HD[H])C(=NN2C3(C(C(N(C(C3([HNH]([HDIH])CA(C(C(OC(CA(H][H]
YHDHDHDHDHDHDIHD ((HDIHDIHDIHDH] C5=C(C(=C(C(=CSHNOC(HI)(HDIHDN(C(
=0)C6=C(C(=C(C(=CE[HNO[HNHNHNHN[HDIHDIHDIH]

16216497

281

13

318

Train

N1=C(N=C2C(=CIN([H])[H])C(=NN2C3(C(C(N(C(C3(HD[HD(HD[H])C4(C(C(OC(CA([H]H]
YAHDIHEDHDHDHDIHDIHD (HDIHD(HDIHDIHD C5=C(C(=C(C(=CS[HNOC(HN([HDIHDN(C(
=0)C6=NC7=C(NEC([H])(HDHNC(=C(C(=CT[HDHN[HDHNHDIHN[H]DIH]

16216497

282

14

107

Train

N1=C(N=C2C(=C1IN([HD[H])C(=NN2C3(C(C(N(C(C3([HNHN(HDIH])CA(C(C(OC(CA(H][H]
YHDHDHDHDHDHDIHD ((HDIHDIHDIHDH] C5=C(C(=C(C(=CS[HNOC(HI)(HDIHDN(C(
=0)C6=C(C7=CN6C([HN(HNIHNC(=C(C(=C7[HDHNHNHNHDHDIHDIHNH]

16216497

283

15

54

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2C3(C(C(N(C(C3(HD[HD(HD[H])C4(C(C(OC(CA([H]H]
YAHDIHEDHDIHDHDIHDIHD (HDIHDHDIHDIHD C5=C(C(=C(C(=CS[H)OC(HN([HDIHDN(C(
=0)C6=C(C7=C(N6C([H])([HNH])C(=C(C(=C7[H)CHHDIHDHDIHDHD[HDIH]

16216497

284

16

3480

Train

N1=C(N=C2C(=C1IN([HD[H])C(=NN2C3(C(C(N(C(C3([HNH]([HDIH])CA(C(C(OC(CA(H])[H]
YHDHDHDIHDHDHDIHD ((HDIHDHDIHDH]) C5=C(C(=C(C(=CSHNOC(HI)(HDIHDN(C(
=0)C6=C(C7=C(N6C([H)([HDIHNC(=C(C(=C7[HDCHN)H]D[HDHDIHNHNHN(H]

16216497

285

17

>50000

Train

N1=C(N=C2C(=CIN([H)[H])C(=NN2C3(C(C(N(C(C3(HD[HD(HD[H])C4(C(C(OC(CA([H]H]
YAHDIHEDHDIHDHDHDIHD (HDIHDHDIHDIHD C5=C(C(=C(C(=CS[H)OC(HN([HDIHDN(C(
=0)C6=C(C7=C(N6C([H])([HNH)C(=C(C(=CTH)C(=OIN(HNHDHNHDIHDHDIHDHDIH]

16216497

286

18

9180

Train

N1=C(N=C2C(=C1IN([H][H])C(=NN2C3(C(C(N(C(C3(HDHI)(HN[H])C4(C(C(OC(CA(HD[H]

YAHDIHEDHDHDHDIHDIHD (HDIHDHDIHDIHD C5=C(C(=C(C(=CS[HNOCHN([HDIHDN(C(
=0)C6=NC7=C(C(=C6[H])O[H])C(=C(C(=C7[HD[HD[HN[HDHNHDIHNH]

16216497

287

19

7.4

Train

N1=C(N=C2C(=CIN([H][H])C(=NN2C3(C(C(N(C(C3(HNHN(HNHNCA(C(C(N(C(CA(HDIH]
YHDHDCEO)CHDNIHDHD ((HDIHDHDHDIHD (HDHD(HDHDH)C5=C(C(=C(C(=C5[H])
OC(HN(HNHDN(C(=0)C6=C(C7T=C(NEC(HN(HDIHD C(=C(C(=C7[HNHDIHDIHDHNIHDIH]
JHDIH]

16216497

288

170

Train

C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4[H])[H])[H])[H])Br)[H])=C(N=C3[H]
JHDHD[HDIH]

12372522

289

N

Train

CL(=C(C(=C2C(=C1[H])N3C(C(=N2)N(CA4=C(C(=C(C(=CAC([HD)(HDIHDHNHNHDCHIH)=
C(N=C3[HNH[HNOCHD(HDHDOC(HD([H]DIH]

12372522

290

2a

2.4

Train

CL(=C(C(=C2C(=C1[H]N3C(C(=N2)N(CA4=C(C(=C(C(=CAC([H([HDIHDHNHNHD C(HD(H
DHD[H)=C(N=CIH[HDH)OC(HN(HNHNOCIHN(HNH]

12372522

2901

1la

IS

Train

C1(=C(C(=C2C(=C1IH)NIC(C(=N2)N(C4=C(C(=C(C(=CACTHN HDHDIHDIHDIH) D=
CN=C3[HD[H)[H)O[H)O[H]

12372522

292

11b

IS

Train

C12=C(C(=C3C(=C1[H])NAC(C(=N3)N(C5=C(C(=C(C(=CSC(HN(HDHDIHDIHNHNCHIH])=
C(N=CA[H)[H][H)OC(O2)([HD[H]

12372522

293

1llc

10

Train

C12=C(C(=C3C(=C1[H])NAC(C(=N3)N(C5=C(C(=C(C(=C5C(HN(HDHDIHDIHNHNCHIH])=
C(N=CA[H)[H][H)OC(C(O2)(HNH])(H]IH]

12372522

294

11d

w

Train

CL(=C(C(=C2C(=C1[H])N3C(C(=N2)N(CA4=C(C(=C(C(=CAC(HN/(HDIHDHNHNHDCHIH)=
C(N=C3[HNH[HDHNOC(HN(HD[H]

12372522

295

11f

8.7

Train

CL(=C(C(=C2C(=C1[H])N3C(C(=N2)N(CA4=C(C(=C(C(=CAC(HN(HDIHDIHNHNHDCHIH])=
C(N=C3[H)H)[HNOCH)(HD[HD[H]

12372522

296

119

280

Train

CL(=C(C(=C2C(=C1[H]NIC(C(=N2)N(CA4=C(C(=C(C(=CAC(HN(HDIHDIHNHNHD CHIH)=
C(N=C3[HNH)OC(HN(HDMHDIHD[H]

12372522

297

11h

9.4

Train

CL(=C(C(=C2C(=CLOC(HN)([HDIHDNIC(C(=N2)N(C4=C(C(=C(C(=CAC([HD(HDIHDIHDIH])
[H)CH[HD=C(N=C3[HNHD[HD[H][H]

12372522

298

240

Train

CL(=C(C(=C2C(=C1OC(C3=C(C(=C(C(=C3[HDIHDHNHNHN(HNH)NAC(C(=N2)N(C5=C(
C(=C(C(=C5C(HN([HNHDHNHDIHD CHH])=C(N=CA[H][HNH][HD[H]

12372522

299

11

100

Train

C1(=C(C(=C2C(=C1[N+](=0)[O-
DN3C(C(=N2)N(C4=C(C(=C(C(=CAC(HI)(HNHNIHDHNIHN CAHD(HNIHD[H)=C(N=C3[H])[
HDIHDIHDIH]

12372522

300

11k

70

Train

CL(=C(C(=C2C(=C1IN([H[H)N3C(C(=N2)N(C4=C(C(=C(C(=CAC(H])(HNHDIHNHDIH]C(]
HD(HDIHDHD=C(N=C3[HN[HD[HDIHD[H]

12372522

301

111

26

Train

CL(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC(HN(HDHNHDHNHDCHIH])=
C(N=C3[HNHNHN[HDF

12372522

302

11m

15

Train

C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC[H) [HDHNIFDHNH)CHIAN=
C(N=C3[H][H]H][H]Br

12372522

303

11n

26

Train

CL(=C(C(=C2C(=C1[H])N3C(C(=N2)N(CA4=C(C(=C(C(=CAC([HN([HDHNIHDHNHDCHIH])=
C(N=C3[HNHNHN[HNC(=0)OC(HN(HNH]

12372522

304

1lo

24

Train

C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CACIH[H][HN)H])CN[H])=C(N=C3[H])
[HD[HDIHDIN+](=0)[O-]

12372522

305

11p

100

Train

C1(=C(C(=C2C(=C1[H)N3C(C(=N2)N(C4=C(C(=C(C(=CACH () IFNIFNIHNIHNCHIH)=
CN=CEH)HDHD[HDCHN

12372522

306

11q

Train

CL(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([HN(HDHNHDHNHDCHIH)=
C(N=C3[HNHNHDHDN(HDIH]

12372522

307

Train

C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC(HD([HNHDHDIHNHNCH[H])=

C(N=C3[HNHNHNHDN(C(=O)CHDHNHN(H]

12372522

Sl 10



No. Compound IC50 |Dataset |SMILES Reference:
ID (nM) DOI / PubMed
Unique Identifier
) C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNIHDIH)CHIH])= 12372522

308 11s 14|Train C(N=C3[H])[H)H])BOH]

309 11t 21|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])((HDHDHNHN[HN)CH[H])= 12372522
C(N=C3[HD[HDH)NHDIHDH]

310 11u 11|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H))(IHDIHDIHDIHDIHDCHIH])= 12372522
C(N=C3[HDHN[HNN(C(=O)CHN(HNIHDIHDH]

311 11y 30| Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDIHDHNHDH)CHIH])= 12372522
C(N=C3[H]DHD[HNC(=OIN([HDIH]DH]

312 12a 5| Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNHDIH)CHIH])= 12372522
C(N=C3[HDHDHNHDNCIHDHDHDCIHN(HNIH]

313 12b 2|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])((HDHDHNHN[HN)CH[H])= 12372522
C(N=C3[HDHDHNHDN(CCIHNIHNHD(HDHNCCHDHNIHDIHDIHI

314 12¢ 10|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])((HDHDHNHNH))CH[H])= 12372522
C(N=C3[HDHDHNHDN(CCIHNIHDHDHDHNH]

315 12d ol Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNHDIH)CHIH])= 12372522
C(N=C3[HDHNHNHDN(CCINCHD(HDHNCAHNHDHD (HDHDHDIHDH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([H)HDHNHDH])CHIH])= 12372522

316 12e 7|Train C(N=C3[H])HDHNIH)N(C(C(NSC(C(OC(CS(HNHN(HNIHD(HDHN(HDIHD(HDIH)(HNDIH]

JH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])([HDIHDHNIHDIH)CHIH])= 12372522

317 12f 3|Train C(N=C3[H])[HDHNIH)N(C(C(C(NSC(C(OC(CS(HDHN(HNIHNHDIHD(HDIHD(HDIHD(HDL
HD(HD[HDIH]

318 12 alTrain C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNHDIH])CHIH])= 12372522
C(N=C3[H])HN[HNIH)NSC(C(OC(CSHDHD(HNHD(HDIHDHDH]

319 12h a|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNHDIH)CHIH])= 12372522
C(N=C3[H])[HD[HNIHDNSC(CN(C(CS[HNHNHNHDHD(HNHDIHDIH]

320 12i 1|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])((HDHDHNHN[HN)CH[H])= 12372522
C(N=C3[H]DHDHNIHDNSC(CN(C(CS[HNHN[HNHDCHD(HDHDHDIHD(HDH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([H)HD[HNHDH])CHH])= 12372522

321 12j 2|Train C(N=C3[H])[HDHNIH)NSC(C(N(C(CS(HDHNHNHDC(CHDHDHD (HNHDHDIHD(HDL
H]

322 1ok oltrain C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])(HDIHDHNIHDIH)CHIH])= 12372522
C(N=C3[HDHD[HNIHDNSC(CN(C(CE(HNHD[HDIHDCEO)HD(HDIHD(HDIH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])([HDIHDHNIHDIH)CHIH])= 12372522

323 12 3|Train C(N=C3[H])[HD[HDHDNSC([C@@]N(C@@](CS(HNH)(CHNIHNHNIHNIHN(CHDIHNI
HDHD(HDIH]

C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNHDIH])CHH])= 12372522

324 12m 9|Train C(N=C3[H])[HDHNIH)NSC(C(N(C(C(CS(HDHN(HNHDHDHDCHD ((HNHDHDIHD(HDL
H]

35 2n ol train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])([HDIHDHNIHDIH)CHIH])= 12372522
C(N=C3[HDHDHNNC(CHDIHNHDHDIHDCS(CHD(HDIHDIHDIHDIH]

226 120 1olTrain C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])([HDIHDHNIHDIH)CHIH])= 12372522
C(N=C3[HDHDHPNC(CNCIHDHDIHDCAHD[HDIHDHDIHD(HDHDIHDIH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])([HDIHDHNIHDIH)CHIH])= 12372522

327 12p 9|Train C(N=C3[H])HDIHNN(C(C(CN(C(HNHNHDCAHD(HDIHDHDIHD(HDIHD ((HDIHDIHDH]

328 12 ol Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNHDIH)CHH])= 12372522
C(N=C3[H])HN[H)NSC(C(OC(CSHNHD(HDHD(HNIHD(HDIHDH]

329 1or 11| Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHD[HNIHDIH])CHH])= 12372522
C(N=C3[H])[HD[H)NSC(CN(C(CS(HDHD(HDHDHD(HDHD(HDIHDIH]

330 12 8|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])((HDHDHNHN[H))CH[H])= 12372522
C(N=C3[H])HD[HNNSC(CN(C(CS(HDHD(HDHNCAHDHDIHD(HDHD(HDIHDH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([H)HDHNIHDH])CHH])= 12372522

331 12t 13|Train C(N=C3[H])[HD[H)N5C([C@@](N([C@@](C5([HNIH(CHD[HDHNHNIHD(CHDHDHNI
HD(HD[HDIH]

C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])([HDIHDHNIHDIH)CHIH])= 12372522

332 12u 36(Train C(N=C3[H])HD[HNOC(HN(HNIH)OC(C(NSC(C(OC(CS(HNIHDHDIHN(HDIHDAHDIHD/(H]

JMHDIHDMH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNHDIH)CHIH])= 12372522

333 12v 18|Train C(N=C3[H])[H)[H)OC(H])(HNH)N5C([C@@](N([C@@](C5(HDHI)(C(HN)((HDHNHNH])
(CHDIHDIHDIHDIHDIH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])([HDIHDHNIHDIH)CHIH])= 12372522

334 12w 2.4{Train C(N=C3[H])[HD[H)OC(C(NSC(C(OC(CS(HNIHDIHDIHN((HNIHDAHDIHD ((HNIHD(HDIH)OC
(HD(HDIH]

C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNIHDIH)CHIH])= 12372522

335 12x 5.4|Train C(N=C3[H])[HD[H)N(C(C(NSC(C(OC(CS(HDHD(HNHNHDIHD(HDHD(HDIHD(HDIHNIH]

JOC(HD(HDIH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4C([H])([HDIHDHNIHDIH)CHIH])= 12372522

336 12y 1.7(Train C(N=C3[H])HDHNN(C(CN(C(HD[HNIHDCHD(HDHDAHDIHD(HDIHNIHDOC(HN)/(HNH]

337 127 5|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4F)[H])[HD[H])CH[H])=C(N=C3[H])[ 12372522
HDHDIN(CS(CNCIHDIHDIHD CAHDHDHDHDIHD(HDHDIHDOCIHD(HNDIH]
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CAC([H])([HDHDHNIHDIH)CHIH])= 12372522

338 13 3|Train C(N=C3C(H)([HNHDHNHDN(C(CN(CHDHDHDCHN(HDIHDHDHD(HNHDIHDOC([

HD(HDIH]
; C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])((HD[HNHDIHN[H)CH[H])C( 15317463

BB O[T |=c(c(=CaH)HHDIH]

; C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])((HN[HNHDIHN[H)CH[H])C( 15317463

340 10 30(Train —C(CEN2HDH)IH]

341 14 1400(Train Séf;zcgﬁﬁgﬁ]c(=NC=3[HD[HDN(C4=C(C(=C(C(=C4C([H])([H])[HJ)[H])[H])[H])CI)[H])C( 15317463

} C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])((HN[HNHDIHN[H)CH[H])C( 15317463

342 15 77(Train NC(=C2HDHDIH]
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No. Compound IC50 |Dataset |SMILES Reference:
ID (nM) DOI / PubMed
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343 16 90| Train g(lgfzcég'[;]c)([gmc(=NC=3[HD[HDN<C4=C(C(=C(C(=C4C<[H])([H])[H])[H])[H])[H])CI)[H])N= 15317463
. C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([HN)([HN[HDHNIHDHDC(HN)(H] 15317463
a4 v 150]Tain ) [HDIH)N=C(C(=C2[HDIHDIH]

345 18 ~780|Train [C@@)12([C@@](N=C(C3N1C(=NC=3[H])C([H])([H)[H)N(C4=C(C(=C(C(=CAC(IH])([HD[H] 15317463
MIHDIHDHDCHHD(N=CN2C[HD (HDHDIHDIHDIH]

346 19 780l Train [C@@)12([C@@](N=C(C3N1C(=NC=3[H])C([H])([H)[H)N(C4=C(C(=C(C(=CAC(IH])([HD[H] 15317463
)IHDIHDHDCHHD(N(=CN2CHD (HDIHDHD(CIHDHDIHDHDHDIH]

347 20 780/ Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([H])[H])[HDH])[H])C[H])N= 15317463
C(N=C2[H))OC(H)(HD[H]

248 2 olTrain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H])([HD[HD[HDHN[H])CHIH)C( 15317463
=C(C(=C2[HNHDOCHD(HDIHDIH]

349 12 25| Train Séﬁ;g(g;—)g(&gg{lkﬁ(—NC—3[H])[H])N<C4—C(C(—C(C(—C4C<[HD([H])[H])[H])[H])[HDCI)[H])C( 15317463

) C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HD[HDHNHDH)CHIHI)C( 15317463

30 2ea [N |-c(c=N2)OCH)(HDHDIHDH]

351 22b 1 rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HD[HDHN)HD[H)CHIHI)C( 15317463
=C(C(=N2)N(CHDHDHDCAHD (HDIHDIHDIH]

352 22c o|Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HD[H)HNHD[H)CHIHI)C( 15317463
=C(C(=EN2)N(CCHDHDHD(HDIHD S(CHD (HDHDHDIHDIHDIH]
C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([HD)([HN[HDHNIHDHDCH[H])C( 15317463

353 22d 71|Train =C(C(=N2)N(C(HD([HDH) CCNCIHDHDHDCAHD HDIHDHDIHD (HDHNHDH]

. C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HDHDHDMHDMHDCHHNC( 15317463

S I 3TN |=C(C(=N2)NSC(=NC(=CS[HDHDHDIHDH]

355 291 1|7rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H])(IHNHDIHNHDIH])CHH])C( 15317463
=C(C(=N2)N5C(C(OC(CS(HDHDAHDIHD (HDHD (HDHDIHD[H]

356 229 2l rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HD[HNHDIHD[HN)CH[H])C( 15317463
=C(C(=N2)N5C(C(C(C(CEHNHDHDIHD(HDIHD(HDIHD (HDHDIHDIH]

357 29h 1l7rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H])(IHDHDIHNHDIH])CHH])C( 15317463
=C(C(=N2)N5SC(CIN(C(CEHNHD(HDIHDHD(HDIHD (HDHDIHD[H]

358 22i 1| Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([H])[HDH)H)[H])CHH]C( 15317463
=C(C(=N2)N5C(CN(C(C(HDIHDIHDIHDCAHDAHDIHD (HDIHD(HDIHDIHDIH]

359 2] 6lrain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])(IHNHDIHNHDIH])CHH])C( 15317463
=C(C(=N2)N5C(CN(C(C(CS(HDHN(HDIHD (HNIHDIHD (HDIHD(HDIHDIHDIH]
C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HDHDHDMHDMHDCHHNC( 15317463

360 22k 2|Train =C(C(=N2)N5C([C@@](N([C@@](C5([HDIHI)(CHN[HNHDIHDIH)(CAHDHNHDIHD (HD
HDIHD[H]

C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HD[HDHN)HD[H)CHIHI)C( 15317463

361 23 29|Train =NC(=C2[H)N5C([C@@](N([C@@](C5(HNH])(CHD)HNHDIHNH)(CIHDHDHDIH])([H]

)IHD[H]

362 24a 163|Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC(H])(HDHDIHNHDHDCHIHI)C( 15317463
=C(N=C2[H])NSC(C(N(C(C(HDHDIHDIHDIHD (HNHD (HDIHDIH]

363 2ab 240\ Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H])(IHNHDIHNHDIH])CHH])C( 15317463
=C(N=C2[H)N(CHDIHDIHDC(CNCIHDIHDIHDCAHD HDIHDAHDIHD(HDIHDIH]
C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HDHDHDMHDMHDCHHNC( 15317463

364 24c¢ 103|Train =C(N=C2[H)N(C([H)(HD[H)C(C(NSC(C(OC(CS(HDHDIHDIHD(HDHN (RN HD HDIHD(H
DIHDIH]

365 25 alTrain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HD[HDHN)HDH)CHIHI)C( 15317463
=C(C(=N2)N5C(C@)(C(C5(HDIHD(HDIHD(OHDHDIHDIHDIHDH]

366 26 8|Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H)(IHDHDIHDHDIH)CHIHDC( 15317463
=C(C(=N2)N5C([C@@](C(CE(HNHD (HDHD(OIHDIHD (HDHDIHD[H]

367 27 5|Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C(HD(IHDHDIHDHDIH)CHIHDC( 15317463
=C(C(=N2)N5C([C@](C@@](C5(HNHD(OHDIHD(OMHDIHD(HDIHDIHDIH]

368 28 13| rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H])([HD[H)[HD[HN[H])CHIH])C( 15317463
=C(C(=N2)N5C([C@@]([C@](C5(HD[HN(OHNHD(OIHDHD (HNHDIHD[H]

369 29 6lTrain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HD[HDHNHDH)CHIH])C( 15317463
=C(C(=N2)N5C(C@](C(CSIHDIHD(HDHDNCHDIHDHD(HDHDIHDIH]

370 20 2| 7rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])([HD[HDHNHDH)CHIH])C( 15317463
=C(C(=N2)N5C([C@@](C(CE[HNHD (HDHDINHDHDIHDHDIHDIHDH]

a71 4 alTrain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([HD)([HN[HDHNIHDHDCH[H])C( 15317463
=C(C(=N2)N5C([C@@](N(C(C5(HDHD(HDIHDIHD(CAHDHDIHDHD(HDHDIHDIH]

372 a1 o|Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H])([HD[HD[HDHN[H])CHIH)C( 15317463
=C(C(=N2)N5C(C@](N(C(C5(HDHD (HDHDHN(CHD(HDIHDHD (HDIHDIHDIH]
C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([HN)([HN[HDHNIHDHDCH[H])C( 15317463

373 32 5|Train =C(C(=N2)N5C([C@@](N(C(C5(HD[H](HDHNH](C(OHN(HNHNH) (HDHDHNH]

374 23 3l7rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([H])(IHNHDIHN[HDIH])CHH])C( 15317463
=C(C(=N2)N5C(C@](N(C(C5(HDHD[HNHDIH)(COIHDHDIHDIHD(HDHDIHDIH]
C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC(H])((HD[HNHDIHD[HNCH[H)C( 15317463

375 34 9|Train =C(C(=N2)N5C(C(N(C(C5([HDHDHDIH) C(COHN[HNHDIHDIHDHDIHD (HDHN)HDIH]
C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC([HN)([HN[HDHNIHDHDCH[H])C( 15317463

376 35 2|Train =C(C(=N2)N5C(C(N(C(C(HNHD(HDH) C(CNCHDHDHDCHD (HNHDHDHD (HDIH
DAHDHDAHDIHDIHDIH]

377 26 4l Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H])(IHNHDIHN[HDIH])CHH])C( 15317463
=C(C(=N2)N(C(C(O[HD [HNHD(HDIHDC(CO[HD(HDIHD (HNHDIHD[H]

378 a7 2l rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C([H])(IHNHDIHNHDIH])CHH])C( 15317463
=C(C(=N2)N(C(HD(HDIH)C(C@](C(O[H) (HNHD(OIHDIHD(HDIHNHDIH]

379 8 13| Train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC[H])((HD[HNHDIHD[H])CH[H)C( 15317463
=C(C(EN2N(C(H)(HDHDC(C@@N(C(OMHD (HDHDOHNHD (HDIHDIHDIH]

380 29 3l7rain C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=CAC(H])([HD[HNHDIHD[H])CH[H])C( 15317463
=C(C(=N2)N(CHDIHDIHDC(CO[HN(HDIHD (HNHDIHDH]
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o1 » sl train C12=C(N=C(C3N1C(=NC=3[H])[H])N(C4=C(C(=C(C(=C4C(H)(HDHDIFNIHDIFNCHIHNC( 15317463
=C(C(=EN2N(C(HD(HIHDC(COM)HDHDHDHDIHDH]

. C1(ENC(=C2C(=N1)C(=C(C(=C2[H])[H]) C3=C(C(=C(C(=C3CH)HDIFNIFDH)C(N(C4=C 18083554

382 ! 02|Train | (c(=C(C=CAIHDC(F)ERIHDHDHDIH)=O)HDHDHDN(HDH]

283 5 Y _— N1=C(N=C(C(=CL[H])C(N(C2=C(C(=C(C(=C2C([H])([HNHDHNIH) C(N(C3=C(C(=C(C(=C3[ 18083554
HDC(F)(E)RHDHDH)HD=O)H)HD=0)OC(HD(HDIHDN(C(HD(H)IHDIH]

- 5 rrain N1=C(N=C(C(=CL[H])C(N(C2=C(C(=C(C(=C2C(HN(HNHNHDIHNC(N(C3=C(C(=C(C(=C3 18083554
F)CR)ERIHDHYHDH)=0)HDH)=0)OCHD(HDIHDN(CHD(HDIHDIH]
N1=C(N=C(C(=CL[H])C(N(C2=C(C(=C(C(=C2C(HN(HNHNHDIHNC(N(C3=C(C(=C(C(=C3 18083554

35| 4 aalTrain  |CHDIHDIHDCEAERIHDHNHDHD=O)H)H)=0)OCAHN(HNIHINCAHNHDIHDIH]
N1=C(N=C(C(=C1[H])C(N(C2=C(C(=C(C(=C2C([H])([HDHDHD[H])C(N(C3=C(C(=C(C(=C3[ 18083554

36| 5 25[Train |H)CREPIHDHNHDH=0)HDH)=0)0CA=C(C(=C(C(=CAHDHHDIHNIHIN(CH)(
HD[HDIH]
N1=C(N=C(C(=CL[H])C(N(C2=C(C(=C(C(=C2C(HNHNIFDHNH) C(N(C3=C(C(=C(C(=C3[ 18083554

7] 6 a1ftrain  [H)CRE)PHDHDIHDH)=O)H]H)=0)0C4=C(C(=C(C(=CAHDHNHDHDHDN(C(C(NS
C(COCCS(HYHDHDHDHDHDHDIHDHDIHDHDIHDIH]
N1=C(N=C(C(=C1[H])C(N(C2=C(C(=C(C(=C2C([H])([H)IH)H)H)C(N(C3=C(C(=C(C(=C3] 18083554

8| 7 101[Train  [HDCREPRIHNHDHNHD=O)H)H)=0)OCHNHNHDN(CAC(CN(CCAHDIHN[HDIH)
CHD(HDIHDHDIHDHDHDH)IH]
N1=C(N=C(C(=CL[H])C(N(C2=C(C(=C(C(=C2C(H)(HNIFDHNH) C(N(C3=C(C(=C(C(=C3[ 18083554

3| 8 22|Train  |H)CEREPIHDHNHDH)=O)H)H)=0)OCHNHNIHDIN(C(CINAC(COCCAHDIHNH])
[H)HDHD HDHD (HDHD HDIHDIH]
N1=C(N=C(C(=C1[H])C(N(C2=C(C(=C(C(=C2C([H])[H)H)H)H)C(N(C3=C(C(=C(C(=C3 18083554

30 9 19[Train  |CAHIHDIHNCE)FF)HDHNHDIH)=0)HDIH)=0)OCHNIHNHIN(C(C(CNAC(CN(C(C
AQHDIH)HDH)CHDHDIHDHDIHDAHDIHDAHDIHD HDIHD (HDIHDH]
N1=C(N=C(C(=C1[H])C(N(C2=C(C(=C(C(=C2C([H])([HDHNIHD[H])C(N(C3=C(C(=C(C(=C3 18083554

91| 10 a5[Train  |CHDIHDIHDCAERIHDHNHDHD=O)HDH)=0)OCAHNHNIHIN(C(C(CCNCHN(H
DH)CEHDAHDIHDAHDIHDAHDIHDAHDIHDCHDIHDI]
N1=C(N=C(C(=C1[H])C(N(C2=C(C(=C(C(=C2C([H])([HDHDHDIH])C(N(C3=C(C(=C(C(=C3 18083554

a2 1 06(Train  [F)CEEPHNHDHNIHD=O)H)IHN=0)OC(HI[HDIH)N(CA=C(C(=C(C(=CAHNHINSC(
C(N(C(CBHDH)HDHCAHD(HDIHD(HDIHD(HDIHDHDIHDH]
NI=C(N=C2C(=C1N([H])[H])C(=NN2[C@I3(C(C([C@](C(C3([H)[H])([(H])H])(NAC(C(N(C(C4 16216497
wsl 20 il [EHDIHDEHDIHDCEO)CAHDHDHD(HDHDHDHDHD HDHDHDHDIHC5=C(C(=C(C(=
CS[H)OC(H)HNHIN(C(=0)C6=C(CT=CNBC(H) (RN D C(=C(C(=CTIHNHDIHNIHDIH])
[HDIHDH)IH]
—|C1(=C(C=C(CECICTHN DA TR ARDIFDIHDC T (HDHIN(C(C2=C(N=C(S2)N(| 14592495

o4 1t S000Train | H)(HDCHD(HDIHD=0)H]

w7 ro00lrram _|CHECN=C(STIN(C(OC(CIRDAFNIHD TN AFDIHDCARNFDIFD=O)HDCAFN(FDIFIC(| 14592495
=0)N(C2=C(C(=C(C(=C2C([H) (HDHDIHDCAH)HDHDIHDCIHDHDIHDIH]

—[CECN=C(SHN(C(OCCH DD TR HDIHNCAHD (RN HD=O) ) CAHNHDIHNC(| 14592495

S 28000]Train | -o)N(C2=C(C(=C(C(=C2CHHDHDIHDCAHD(HDIHDIH]

— [CLECN=C(SHN(C(OCCH) DD CAHN DR CAFDHNIHD=O)HDCAHNHDIHNC(| 14592495

St I 4400|Train |- o)n(ce=c(c(=C(c(=C2C(H)(HDHDIHDHDIHDCAHD(HDHDIHL

wsl  7a ra00lrram |CHECN=C(STINC(OCCH)HNIANCHDFDHDCAHN(HDIHI=O)HDCARDGFDIFNC(| 14592495
=0)N(C2=C(C(=C(C(=C2C([H) (HDHIHDBNHDCAHD(HIHDIH]

—[CLECN=C(SHNC(OCCHN DD AR HDIHNCAHD (RN HD=O)FDCAHNHIHNC(| 14592495

39 e 12500 Train |- 0)n(C2=C(C(=C(C(=C2CNHDHDHDCHIH]

00 7g 20000k [CLECIN=C(SIN(C(OCCH) (MY CAHNFDIFNCAHHDIHD=ONFICAHTHDIFC(| 14592495
~0)N(C@@](CIHDIHDIHD(CCIHDHDIM)CTHDHDHDIHDIHDIH]

o ool [CLECIN=CSIN(COCHHNH)=O)HNCHIHNHC(=0)N(C2=C(C(=C(C(=C2C(IH)| 14592495
(H)IHDH)CHDHDHDIHDC(H) (HDHDIH]

402 7u s60lTrain | CHEC(NSC(SDN(C(=0)C20C(=C(C=2[HNHNHNHNC(HN(HNIH] C(=0)N(C3=C(C(=C(C( 14592495
=C3C(HD(HDHDHDCIHD(HDIHDH)CAHDAHDIHDIH]

— [CI(=C(N=C(SIN(C(=0)C2=C(C(=C(C(=C2HNHNHDIFNIMDIHNCAHNHNIHIC(=O)N(C3 | 14592495

i B 8O0™ain |—c(c(=c(e=C3CH)IHDHDIHDC(H) HDHDIHDCAHDHDHDIFL

Y srolrram |CLECIN=CSN(CEON(C(HN HIHDIFDIH)CIH[HDIH) C(=0)N(C2=C(C(=C(C(=C2C| 14592495
(H)(HDIHDIHDCAHD(HDIHDH) CAHDAHDIHDIH]

P ol |CLECIN=C(SN(CEOIN(C(C(C(C(HNHHDHDIFDGFDIFDGFDIADIFDIFDCAFDRDIH| 14592495
C(=0)N(C2=C(C(=C(C(=C2C(H)(HDHDIHDCAHDHDIHDIHDCAHD(HIHDH]

. C1(=C(N=C(SL)N(C(=0)C20C(=C(C=2[HD[HNHDHD C(HN(IRDIHNC(EO)N(C3=C(C(=C(C( 14592495

B I 10Tain  |—caChHDHHDCH)(HDHDIH]

— [CI(=C(N=C(SIN(C(=0)C2=C(C(=C(C(=C2MDIHNMDIHNIHDIHNCAHNHNIHIC(=O)N(C3 | 14592495

o 4500 Train |- (c(=C(C(=CaCHHDH)IHDCAHD(HDIHDH]

o soolrram |CLECIN=CSIN(CEON(C(C(C(CRN HHDAFDIFDGFDIRDGFDIRDIFDIFDCAFDHDIF| 14592495
)C(=0)N(C2=C(C(=C(C(=C2CNH)HDH)C(H)HDHDIH]

C1(=C(N=C(SHN(C(OCCHN HDIF(CIHNHDIHNCAHDHNIFD=O)FDCAHNHDIHNC(| 14592495
a09|  7bb >50000(Train  |[=O)N(C2=C(C(=C(C(=C2C(HI/HDIHDIHDCHDAHDIHDIHDCIHDHDHDCAHD AHDIH]
CIECN=C(S DN(COCCHN RDIFDCAHDFDIHDCAFDHDIFD=O)CTHDGHDINDCAHD | 14592495
a0 7cc >50000(Train  |([MDHNC(=0)N(C2=C(C(=C(C(=C2C(HIHNHNIHNCHD HDIHDIHNCAHDHDIHDIH]
CI(=C(N=C(S DN(C(OCCT HFDCTHN T DIHDCAFD RN IHD=O)HDCCIHNFDIHD | 14592495
am| s >30000[Train  |([HDIHDC(=0)N(C2=C(C(=C(C(=C2C(HAHNHNHDCHDHDHDIHDCAHDHDIHDIH]
CIECN=CS DN(COCCHN RDIFDCAHDFDIHDCAFDHNIFD=O)H)C2=C(C(=C(C(=| 14592495
a2l o >30000[Train  |C2[HDHHDHHNC(=0)N(C3=C(C(=C(C(=CICHAHDHNIHDCHD (HDHDIHNCHN(
HD[H)IH]
—[C1=C(N=CSDNCOCCHHDFNCTHN DN CAFDHNHD=O)H)CFNPF)C=0) | 14592495

i I >30000]Train  |n(c2=c(e(=c(C(=C2C(HD(H)IHDH)CHDIHDIHDHDC(H) (HDHDIH]

v 20000k |CLECIN=CSNCOCCIHN M)A CHN(HDH)CAHN(HDIHD=O)HIHDC(=OIN(CZ=| 14592495
C(C(=C(C(=C2C(HHDHDHDC(H) (HDHDIHDCAHDHDHDIH]
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. C1(=C(N=C(SL)N(C(C2=C(C(=C(O2)[H])H)[H)=O)[HNH])C(=O)N(C3=C(C(=C(C(=C3CI)[ 14592495
a5 b 3100]Train | W) H)IHDCAHD(HDIHDIH]
. C1(=C(N=C(S1)N(C(C2=C(C(=C(C(=C2[HN)HDIHNHNIHD=0)HDIH])C(FO)N(C3=C(C(=C( 14592495
416 e 890TaIn  |c(=CaCHDHIHDCAHD(HDIHDIHL
17 11 asltran |CLECN=C(SIN(C(C2(C(C2(HNHNTHDHDHD=O)HDIH) C(=0)N(C3=C(C(=C(C(=C3CI) 14592495
HD[HDIHDC(H)(HDHDIH]
1 110 Y — C1(=C(N=C(SL)N(C(C2(C(C2((HNHN)[HNIHDIH)=O)[H])[H])C(=0)N(C3=C(C(=C(C(=C3C([ 14592495
HD(HDIHDH)CAHD(HDIHDH)CHDHDHDIH]
aol 7ad ra00lrram | CHEC(N=CSIN(C(C2(C(C2(HNIH) HDIHDIH)=ONFNCAF(HDIHIC(=ON(C3=C(C(=C(| 14592495
AN |c=cac)HHDHDCHDIHDIHDIH]
420 1 170|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4Br)[H]HN)[H)[H)H])=C(N=C3[H] 11992777
JHDHDIHDH]
421 2 >50000|Train ;i1§)=[C](;E(=D?2]C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4Br)[H])[H])[H])[H])[H])=NC(=C3[H] 11992777
H]HD[HD[H
| CI(=C(C(=C2C(=CIH)N3C(C(=N2)N(CA(C(C(C(CCATDIFD MDD AFDIFDMFDIHDMD] 11992777
42 6 S170]Train | H)H)IHD=C(N=C3[H)IHDHDIHDIH]
o S . ;1]§[=Hc](<:<=c2C(=anl)N3C<C(=N2)N<C4(C(C4<[H])[H])([H])[H])[H])[H1)=C(N=03[H1>[H1)[H]) 11992777
424 6c 2680|Train E}l)E;;Eg](;g]ZCFCllHDN3C<C(=N2)N<C(C(C([Hl)<[HD[H])([H])[H])([H])[H])[H1)=C<N=c3[H])[ 11992777
—|[C1(=C(C(=C2C(=CIH)N3C(CEN2)N(C(C(CCCC RN DA MDA DIHD D] 11992777
i >12500Train ) IHD(HDIHDH)=CN=C[HDH)HDH)IH]
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C(C(C4=C(C(=C(C(=CARNCNHDHDFN(HNHD{H] 11992777
a6 o 4390 Train ) [H](H)=C(N=CaH)HDH)IHDIH]
227 og 820\ Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(N=CAHNHDH)HNH)=C(N=C3[H]H] 11992777
JHDHDIH]
128 o ~12500|Train ;&é;[ﬁ](ﬁ'gTCZCFCl[H])N3C(C(=N2)N(C4=C(C(=NC(=C4[H])[H])[H])[H])[H])=C(N=C3[H])[H] 11992777
129 7a 2700 Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)OC4=C(C(=C(C(=C4Bn)[HNHDH)HN=C(N=C3[H])[H]) 11992777
[HDIHDIH]
230 7 ~12500|Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)SC4=C(C(=C(C(=C4Bn[H])[HNHD[H)=C(N=C3[HD[H]) 11992777
[HDIHDIH]
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)C(C4=C(C(=C(C(=C4C ([N (HNHDFDIFNIHDC(HN(H 11992777
il B >125001Train | IHD(H)IHD=C(N=C3[H)HDHDIHDIH]
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CACH[HDHDHDHDCHN(HNH])= 11992777
432 7d >12500|Train
C(N=C3[HDH][HDIHDIH]
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C(C4=C(C(=C(C(=C4Br)[HD[H])[HD[H])=O)[H])=C(N 11992777
o 60T |-CaHDHIHDHDIHI
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C(C4=C(C(=C(C(=CAC(HD(HDHNIHDHDIHDIH])= 11992777
s >12500]Train | 0)[HD=C(N=C3[HDIHDIHDIHDIM]
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C(C4=C(C(=C(C(=C4CI[H])[HNIR]CN=O)[H)=C(N= 11992777
i B 810Tain | CaHDHDHDHDIH]
236 n 890 |Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CA[H)[HNHNIFDIHNH])=C(N=C3[H 11992777
DHDIHDHDIH]
237 - 290 |Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4F)[H)[HNHDH)H)=C(N=C3[H]) 11992777
[DIHDHDIH]
238 - 1330/ Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4[H])F)[HNHDHDH)=C(N=C3[H]) 11992777
[DIHDHDIH]
239 " solrain C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4CNHDH)HNHDH)=C(N=C3[H] 11992777
JHDHDIHD(H]
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C40C(H)RDFNHNIRDIFDIHNIHD 11992777
Mmop ™ P520[Train  |—c(N=Ca[H)HDHDIHDIH]
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4[N+](=O)[O- 11992777
an 12500/Train | [HDHDHDIHDIHD=CN=C3H)[HDH)IHDIH]
ol per ol |CL2=CCENNACCHDTHMFDCAHD (RN RN C3=C(C(=CIC=CaRNIFIC 8557675
HD(HDHDHDIHDC(ENC(=N2)HDN(HDIH]
R 2l |C12=CCENNICCHRDIHNCIHD HDFDCIRDGHDIRNC3=CC(=CIC(=CIFNHNCHT 8557675
4N |HDIHDC(ENCENHDN(HDIH]
™ ro00lrram | CHEC(CEC(CECACIH) AHDIHDHCTHD RDIFDIFDCAFD[RDIHDN(C(C2=CN=C(SN(| 17154512
C(=0)0C(CHD(HHD(CH)HDH)CAHDAHDIHDH)CH) (HDHD=0)H]
v Se000lrram  |CLEC(C=C(C(=CICHNHDHDIHDIDIHDCIN(C(C2=C(N=C(S2)N(C(=0)OC(CRIHDI| 17154512
HD(C(H)(HDH)CHDAHDIHDHDC(H) (HDH)=0)H]
P aoohram  |CLEC(C=C(CECICHNHHDIHDFDHDCAHD(HDIFDN(C(C2=CN=C(S2IN(C(=0)OC{| 17154512
CHDHDIHD(CH)HDH)CHDAHDIHDIHDCH) (HDHD=O)H]
e raoolrram | CHEC(C(=C(CECACH)AHDIHDIHBNHICAHHDIHDN(C(C2=CIN=C(S2N(C(=O)OC( | 17154512
fan | CqHDHHNCH)HDHDCHDAHDIHDHDC(H) (HDH)=0)H]
s s SN C1(=C(C(=C(C(=CLCHHNHNIH) CHN(C(C2=C(N=C(S2)N(C(=0)OC(CH) (HNIHNCIHN 17154512
N N [HHDCHDHDIHDHDCHDHDIHD=O)H]
7 ool |CLEC(CECC=CICHNHHDIFDCAHDFDRDIFDCTHDAFDHDN(C(CZ=C(N=C(SDN(| 17154512
C(=0)OCHD(HDIHDHDCIHD(HIHD=O)[H]
PN 2aohram  |CLEC(C=C(CECICHNHDHDHNCAH (HDFDHDCARDFDIDN(C(C2=CIN=C(S2)IN(| 17164512
C(=0)C(HDHDIHDH)C(H)(HDH)=O)H]
o soolrram |CLEC(CEC(C(=CACHN HIRDIHDCHD (FDRDIFDCTHDAFDIHDN(C(CZ=C(N=C(SDN(| 17154512
N |c=0)ca=c(C(=C(C(=CHNHHDHDHDHDCAHD(HDHD=0)H]
P o0g0lrram | CHEC(CECCECACTH)AHNHNHCIHD HDIHDCAHD[HDIHDN(C(C2=CN=C(S2N(| 17154512
C(=0)C(CHIHDHD(CIHDHYHDCAH)HDHDIHDCIHD(HDIHD=O)H]
PP soolrram  |CLEC(CEC(CECICHN HHDIHDCHDFDHDIHDCHDF)HDN(C(CZ=C(N=C(SDN(| 17154512
N |cE0)c3=c(C=CO3)HNHHDHDCHDIHDHD=O)H]
o o0olrram  |CHEC(CECCECACIH) HNHDHCIH) HDHDH)CIFDIRDIFDN(C(C2=CN=CS2N(| 17154512
9 C(=0)C3C(=C(OC=3[HDH)IHDH)CHD(H)IHD=O0)(H]
P tsoltram  |CHEC(CECCECICH)AHDIHDIHDCAHD AHDIFDHCAFD[RDIFDN(C(C2=CN=C(SN(| 17154512
C(=0)C3C(=C(SC=3[H)HDHDHDC(H)(HDH)=O)[H]
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No. Compound IC50 |Dataset |SMILES Reference:
ID (nM) DOI / PubMed
Unique Identifier
256 . s00lTran |CHEC(CECCECLCHNHNHDHDHDHNCON(C(C2=C(N=C(SIN(C(=0)C3C(=C(SC=3[| 17154512
HD[HDIHDH)CAHD(HDIHD=0)H]
257 7 10| Train C1(=C(C(=C(C(=C1C(H])(HNIHNIRDFDIF)CHN(C(C2=C(N=C(S2)N(C(=0)C3=C(C(=C(03 17154512
JIHDHDIHDHDCAHD(H)IHD=O0)[H]
258 - 130|Train C1(=C(C(=C(C(=C1C([H])(HNHNHDIRDIF)CHN(C(C2=C(N=C(S2)N(C(=0)C3=C(C(=C(S3 17154512
JIHDHDIHDHCAHD(HDIHD=O0)[H]
250 I w470l Tran | CHEC(CECCECICHHDHNHDIHNIHDCIN(C(C2=CN=C(S2)N(C(=0)C3=C(C(=C(C( 17154512
=C3[H)HDHDIHDH)IHDCIHD(HIHD=O)(H]
. C1(=C(C(=C(C(=C1C([H])(HNIHNHDIHDIF)CHN(C(C2=C(N=C(S2)N(C(=0)C3(C(C3(H]H 17154512
a0 m 1400 Train ) (qHDHDIHDHDCAHDAHDIHD=0)H]
e saolrram | CLECICEC(C(=CICHN H)FDIH)CERDAFDHDIFDCTHDAFDHDN(C(CZ=C(N=C(SDN(| 17154512
C=ON(C(H)(HDHDIHDH)CAHDH)IHD=0)[H]
o reolrram _|CHEC(CEC(C=CACH) HNHDHNCIH) HDHDFCIHD(RDIFDN(C(C2=CN=C(SN(| 17154512
C(=0)N(C3=C(C(=C(C(=C3[H)HDHHDHHDH) CAHD(HDIHD=O0)H]
PP ol |CLEC(CECCECICRNHHDIHDCAHDIHDHDIHDCHDIHDIHDN(C(C2=C(N=C(SDN(| 17154512
C=ON(C(C(C(CHD(HDIHDHIHD(HDHDHDHDHDIHDC(H)(HDHD)=O)[H]
wodl oa s00lrram _|CHEC(CEC(CECICH) HNFDFCAHNHDIHDHCAHD[HDIHDN(C(C2=CN=C(S2N(| 17154512
C=ON(C(C(H)(HDH)(CHDAHDIHDCIHDHDHDHDIHDC(H)(HDH)=O)[H]
CI(=C(C(=C(C(=CICHIHDIHNHDCTHNAHDHNIHDC D (HDHDN(C(C2=CN=C(S2)N(| 17154512
a65|  8e 130[Train | C(=0)N(C(C3=C(C(=C(C(=C3HNHDHIHDHAHDIHDIHDIH CAHD (HDIHD=O)[H]
266 o s20ltran  |CLEC(CECCECLCHNHNHDDHDHICON(C(C2=C(N=C(SIN(CFO)NC(C(C(C(H]| 17154512
(HDIHDAHDIHDAHDIHDCHDIHDHDIHDCAHDHDIHD=O)H]
167 n 25| Train C1(=C(C(=C(C(=C1C([H])(HNIHNIHDIHDIAD) CIN(C(C2=C(N=C(S2)N(C(=0)C3(C(C3([H])[H 17154512
DHDIHDHDHDHD=0)H]
—[CI(=C{C(=C(C(=C1CHIMDHNFDIHNDCN(C(C2=CIN=C(SN(C(=0)CCHNIFDIH] 17154512
o 22000[Train |) (HD[HDHDIHD=O)[H]
—|[CI(=C(CEC(C(=C1CRNMDHNMDHNICN(C(C2=C(N=C(SN(C(=0)[C@B(C@@]| 17154512
B I 15000]Train | ca(HDIH(CHDHDHDHDHDIHDHD=0)H]
JEN 5000lmram | CEEC(C(=CICECACH) HDHDH)HDIH) CON(C(C2=CIN=C(S2IN(C(=OIIC@B(CIC@] | 17154512
3(CHDAHDIHDIHDHDIHDIHDHDIHD=O)(H]
a1 o 800l Train | CLEC(CECCECICHD(HDIHDHDIHDIHD CIN(C(C2=C(N=C(S2IN(C(=0)C3=C(C(=C(C( 17154512
=C3[H)HDHDIHDIHDIHDIHD=O)H]
. C1(=C(C(=C(C(=C1C([HD)(HDHDHDHDH)CHN(C(C2=C(N=C(S2)N(C(=0)C3=C(C(=C(S3 17154512
e 2230/Train ) [HDIHDHDIHD=O)H]
i T 17| train C1(=C(C(=C(C(=C1C([H])(HNIFNHDIHDIF)CIN(C(C2=C(N=C(S2)N(C(=0)C3C(=C(SC=3] 17154512
HD[HDIHDHDIHD=O)(H]
. C1(=C(C(=C(C(=CLC(H])(HNIHNHDIHDIF)CIN(C(C2=C(N=C(S2)N(C(=0)C3=C(C(=C(O3 17154512
i 29000 Train | [HD[HDHDIHDIHD=O)H]
. C1(=C(C(=C(C(=C1C([HD)(HDHDHDHDHDCHN(C(C2=C(N=C(S2)N(C(=0O)C3(C(C(C3([H]) 17154512
i 17000]Train | () HDIMDHDHDIHDHDIHD=O)(H]
i w 1340/ Train C1(=C(C(=C(C(=C1C([H])(HNIFDIHDIFDIANCIN(C(C2=C(N=C(S2)N(C(=0)C3(C(C(C(C3([ 17154512
HDHD(HDHDAHDHDAHDIHDIHDIHDIHD =O)(H]
. N oltran |C12=CIN=C(SLN(C(=0)C3(C(C3(HDIHNHDHDIHNHNC(=C(C(=C2IHI C(N(C4=C(C(=C( 17154512
C(=CACHD(HDIHDIHDIHDIH)CHH) =) HD[H]
J LolTran |CHECCEC(C=CLCHNHDIHNHNHDIHCON(C(C2=C(N=C(S2N(C3=C(C(=C(C(=N3)[ 17154512
: HD[HDIHDHDIHDH)=0)[H]
. C1(=C(C(=C(C(=C1C([H])(HNIFDIHDIFDIANCIN(C(C2=C(N=C(S2)N(C3=C(C(=C(N=C3[H] 17154512
aep e7|Train  hHDHDIHDHDIHD=O)H]
. C1(=C(C(=C(C(=C1C([H])(HNIFDIHDIFDIANCIN(C(C2=C(N=C(S2)N(C3=C(C(=NC(=C3[H] 17154512
80 SATraN  hHDHHDHIHD=O)H]
ol 12 Loltam | CLEC(CE=C(C(=CICHHDHIADIFDHNCAH(HDIHDN(C(C2=C(N=C(S2IN(C3=C(C(=| 17154512
: C(CENI)HDHDHDHDIHDIHD=O)H]
o2l 120 ol |CLEC(CEC(C=CACHNHADIHD CIRDAFDADIFDCIHD(FDHDN(C(CZ=C(N=C(SDN(| 17154512
C3=C(C(=C(CENIHDHHDHIHDH)=0)H]
183 121 alrrain C1(=C(C(=C(C(=CLC(H])(HNHNF)IHDIF])CIN(C(C2=C(N=C(S2)N(C3=C(C(=C(N=N3)[H 17154512
DIHDIHDHDIHD=O)(H]
—|CI=C(CEC(C=CICRNMDHNFDIHNFD TR (FDHDN(C(C2=C(N=-C(S2N(C3=C(C(=| 17154512
84 1 03|Train | o(N=N3)HDHDHDIHDHD=0)H]
185 120 6.3/ Train C1(=C(C(=C(C(=C1C([H])(HNIHNFDIHDIF])CN(C(C2=C(N=C(S2)N(C3=C(N=C(C(=N3)[H 17154512
: DCHD(HDIHDC(HDHDHDIHDHD=0)H]
PO rolmram | CHEC(CECICECACH) HDHNHCIH) RDIFDFNCAHD(RDIFDN(C(C2=CN=C(SIN(| 17154512
C3=C(N=C(CENIHDHHDHDIHD=O)(H]
w7 12 oolmam  |CLEC(CEC(CECLCHHDIHDH)HDIH)CON(C(C2=CN=C(S2IN(C3=C(C(=C(CENA)C| 17154512
: ((HD(HDHDIHDHDIHDHDIHD=O)[H]
288 1ok 0.5 Train C1(=C(C(=C(C(=C1C([H])(HNHNH)IHDIF)CIN(C(C2=C(N=C(S2)N(C3=C(C(=C(C(=N3)[ 17154512
: HD[HDCHDHDIHDIHDIHDIHD=O)(H]
289 12 alrrain C1(=C(C(=C(C(=C1C(H])(HNIFNIHDIHDIA)CIN(C(C2=C(N=C(S2)N(C3=C(C(=C(C(=N3)C 17154512
((H)(HDHDIHDCHDHDIHDIHDIHDIHD=O)(H]
20l 1om rran [CLEC(CEC(CECICHDH)HDIHDH)HDCIN(C(C2=CN=C(S2IN(C3=C(C(=NC(=NS)C(| 17154512
[M)HDHDCHDAHDIHDIHDIHDIHD=O)H]
201 1on soltrain C1(=C(C(=C(C(=CLC([H])(HNHNHDIHDIH)CN(C(C2=C(N=C(S2)N(C3=NC(=C(C(=N3)C( 17154512
[M)HDHDIHDCAHDHDIHDIHDIHD=O)H]
ool 120 e |CLEC(CECICECICHNHNHDIHDC(RDFFDIFDC (RN (FDHDN(C(C2=C(N=C(SDN(| 17154512
C3=C(C(=NC(ENS)CHDHDIHDCAHD(HHDHDHDH)=O)H]
493 7n >12500|Train ;ﬁg;{ﬁﬁﬁ};ﬁ}c(zcﬂ'*l)N3C(C(=N2)N(C4:C(C(:C(C(=C4[H])[H])Br)[H])[H])[H])=C(N=03[H] 11992777
. C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4CI)[H])CHD{HDHDIRDIHNHN= 11992777
e 240Train | c(N=CHDHDHDHDIH]
495 7p 20| Train C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=C4ACH[H)C(H)(HDHNHNCIHN(H] 11992777
JIHDIH)=C(N=C3[HDHDHDHDIH]
296 7 oltran  |CLHEC(CEC2C(=CLHDNC(C(=N2)N(CA=C(C(=C(C(=CACTHD(HNHDIHDCTHD(HDHDH| 11992777
DCHDHDIHDIHD=C(N=C3HHDIHDIHDIH]
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Reference:
No. | Compound IC50 [Dataset [SMILES Usghgﬁgzmi‘?ﬁ
°p =CCECACT DT 11992777
I S A Y 02777
7 rain H])=C(N=C3[H])[H — =C(N=C3[H 119
il r soltrai g[ﬂ]z)[c(]é(zézc@c1[H])N3c(c(=N2)N(C4=C(C(=C(C(—C4Br)[H])[H])[H])Br)[H]) C( [HD) __
7 rain HD[HD[H] —— =C(N=C3[H]) 119
= - olrran giicp({:(]:czc(:c1[H1)N3c<c(=N2)N<c4=C(c<-C(c(—C4CI)[H])[H])[HDCI)[HD (N=C3[ _
7t rain HI)HDIH] — =C(N=C3[H])[ 119
= 360 Trai gzlzé)(g(]zczcﬁc1[H])N3C(C(=N2)N(C4=C(C(—C(C(—C4F)[H])[H])[H])F)[HD ctmesy 92777
7 rain H][H]D[H] —— HDIHDIH)= 119
o - . 2]1)([=<]:)Ec]()=c2c(=c1[Hl)N3C(c(=N2)N(C4=C(C(—C(C(—C4CI)[H])[H])[HDC([HD([ DIHDIHD
> i il C(N:CSU(-'D[22[(H2[1'-[||]-)l][;-|l\]l3C(C(—N2)N(C4—C(C(:C(C(=C4C(C([H])([H])[H])([H])[H])[H])[H])[H 11992777
. C1(=C(C(=C2C(= N T
s I = DC(C([(Fcl:]2([212)&'*(])&['3[]&53[3@22?—%Eﬁgﬂgﬁﬂ)c[;lc){g:ztsr)[H])[H])[H])[H])[HD=C<N=C3[H] 11992777
- Cl(=C = = =
12 >12500|Train 5=C(C(=C(CECSIHDHHHDHDIHDIHDIAL —CN=C3H]| 11992777
> - soltrai 2:(:1(=<:Ec§=c2c(=c1[H]);\13c(c(=N2)N(C4=C(C(—C(C(—C4CI)[H])[H])[H])[H])[H]) (N=C3[ _
12b rain HD((HDIHDHDHDH —— =C(N=C3C([ 119
504 . 2301(([=<];)((([:(]=c2c(:C1[H])N3C(C(=N2)N(C4=C(C(‘C(C('C4Br)[HD[HD[HD[HmHD (
505 12¢ M H])([leg])g'z]g?]gmgk3c(c(—N2)N(c4=c(C(=C(C(=C4CI)[H])[H])[H])C([H])([H])[H])[HD: 11992777
- C1(=C = = =|
7.4(Train _ HDHDOCHDHDIHDOC(IHD(HDIHDIH] — 11992777
i s g(llzlzgéii[glz)gg():[ﬂ]zl[l)£3C(C(:N2)N(C4=C(C(=C(C(=C|_:1C[:_)|[]H])[H])[H])C([H])([H])[H])[H])
507 12e 6.2[Train c(N:cacxo[H])(([211[{:]};@@2E['ﬂﬁ}{,‘}’é’;‘??fé}!@f@é}g)[HD[HD[HDC([H],([HD[HD[HD= 11992777
) C1(=C(C(=C2C(= = -
10(Train =C3C(= H)OC(HD((HDIHDOC(HD(HDIHDIH] = 11992777
08 M gg’z‘:gg:c(ic%)([;i?l)([:ll[)m)N([3C(C(=N2)N(C4=c(C(=C(C(=<|3_|4§3][H])[H])[H])C([H])([H])[H])[H])
| L 10 a20 OIS NN IO AT = | 1582777
, C1(=C(C(=C2C(= = = HD[HDIH]
5100 2 R e L L S
. C1(=C(C(=C2C(=C1 ~ HD[H)C OC(H)(HDIHDIH]
T L s T P
. CL(=C(C(=C2C(= N H OC(H)(HD[H[H]
s i C(N:CSC(:C;)clzq((cc((f[ﬂ]*)]r)u(g::?c[:'*(?gg)ng?é)‘g'jgl(g]()fcc(gg3:(23%:%([Hl()[[H]])[H])[H])[H])C([H])([H 11902777
. C1(=C(C(=C2C(= - N H
3 — e s e L
. CL(=C(C(=C2C(= N
il i Ni=C-CoC-INHIFIC-Ce M FICTNIFIFDFICSe] Tiotzeet
: N1=C(N=C2C(= —C(C(=C(Ce H)[HDHDIH]
e e
. N1=C(N= = - H
e T e R B
- N1=C(N=C2C(= A HDIHD[HDIHD[H]
517 6 i M R = B i e T e S e A R e
i N1=C(N=C2C(= H])OC5=C(C(=C(C(= HD[HDHDHDHDHD[H]
*e ! i [HD[H])C4:Cc((c(czz(l:r(\lc([(;]():[ﬂ;g[(ﬁlc)(()rfz?é%]%((cc(c(:((:[(c%Sg]()c[s]()[hlg)[hl)(O[Hl)[H])([H])[H])([H])[ 11012021
N1=C(N=C2C(= - SPANOS-phvi HDIHDIHDIHDH]
519 8 5|Train HD[H]D[H])C4=C(C(=C(C(=CA[H][H])OCE=C(C(=C(C(=CSH)HNHNHDHNI [ 11012021
= @](C@@](C3([(HNH](OMHNH)(O[H)
NI=C(N=C2C(=CIN(H)[M)C(-C(N2IC@R(C(C® =C(C(=CS[HDHDIHDHDIHDIHDIHDI
520 9 23| Train H)HYHNHDIHDCA=C(CECCECAHNHPOCS=CCECEECSIHDL C 11012021
HJ HDHD(HDIHDHDH
—oeo = 3(C(C(C(C3(HN[HN)((HDHD(HDIH]
Bo[Train | o e o e e s —
i it Ni=CiN=C2 NN ECNCS O SN FIFHTFDFFIENS | Tio1
) N1=C(N=C2C(= AR HDHDIHD[H]
i i NiCN=CoCEC NN NECSC G S DIFDFDFIFBIS | 11012072
- N1=C(N=C2C(= A - H)HDIHD[H]
523 3 75| Train e T S T e e T e ey R e
- N1=C(N=C2C(= ISR HDIHD[HDIH]
24 ® e e oo
N1=C(N=C2C(= - =C(C(=C(C(=C5[H)HNHDHNHDIHDHDIH]
525 6 290(Train HD(HDH])C4=C(C(=C(C(=CA[H])[H])OC5=C(C(=C(C(=C5[H]H]I - —
= DHDHDHD(HDHD(HDIHDHDC(N
N1=C(N=C2C(=CIN([H][H])C( C(N2CS(C(C(53(C3([:H =CS[H)HDH)HDIHDHDHDH]
526 9 3090(Train HDIHD([HNH))C4=C(C(=C(C(=CA[H])[H])OC5=C(C(=C(C(=C5[H]) _ S
= = C(C3(HNHD[HNHDHDH) ((HDIHDHN)C(=
o[Train |8 o oA O oo o D DD -
Nl I AT lojolcecletcicrc CCNaCC AT HIFeE | oo
OGO CAINOCEC (KD DD
528 11 26200|Train O)N(IHD[H])C4=C(C(=C(C(=CAH] o
N1—C(N—CZC(=C1N([H])[H])C(=C(N2C(C([H])([H])[H])(C([HF]&([H])[H])[H])[H])C3:C(C(:C(C( 1
i ~LAN= - H
il o NI=CN=C2C NI EC NI D FFICTFIFDIFIGSe| Tio1622
. N1=C(N=C2C(= o l(m HD[H
>0 - i (°‘=C(C‘=C3[(”]’C[T]N)E?Hc]i‘;‘f)‘é:{—:&‘ﬁééfé%ﬂﬂ1[53552[(?3]%[]&[])&[HMHD[HmHDcs:c 11012022
- N1=C(N=C2C(= - - HDIHDH
RN T L
. N1=C(N=C2C(= Ay HDIHDIHDH]
R U DA R —
- N1=C(N=C2C(= S~ HDIHT)H
i L NIZG =20 CEIN IO CENCS S e o102
N1=C(N=C2C(= Rpiviipivhiing HDHDHDHDH]
534 20 2110|Train 4=C(C(=C(C(=CA[H][H])OC5=C(C(=C(C(=CS[HDHDHNHNOC(HN(HDIHNI
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No.

Compound
ID

IC50
(nM)

Dataset

SMILES

Reference:
DOI / PubMed
Unique Identifier

535

21

633

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2C3(C(C(C(C3(HDHD(HNHNIHNHD(HNHNHDIHDC
4=C(C(=C(C(=CA[H])[H])OC5=C(C(=C(C(=CS[H[HN[HN[HO[HN[HD[HN[H]

11012022

536

22

790

Train

N1=C(N=C2C(=CIN([HD[H])C(=CN2C(C(HN([HDIHN(CHD([HDHDIHDIHN C3=C(C(=C(C(
=C3[H])[H])OC4=C(C(=C(C(=CAHNH][HDHD[N+](=0)[O-NH][HD[H]

11012022

537

23

459

Train

N1=C(N=C2C(=CIN([HD[H])C(=CN2C(C(HN(HDHN(C(HD(HDHDIHDIHN) C3=C(C(=C(C(
=C3[HN[H])OC4=C(C(=C(C(=CAHNHDIHNH)CAN)HNH][H]

11012022

538

13

20

Train

C12=C(N=C(S1)N(C3=NC(=NC(=C3[HNC([H(HDIHDC(HD (HDIHNH) C(=C(C(=C2[H]))C(
N(C4=C(C(=C(C(=CAC(H)(HDHNHDIHNH)CH{HN=O)H][H]

17154512

539

13a

0.5

Train

C12=C(N=C(S1)N(C3=NC(=C(C(=C3[H[HDHDN(C(C(OHN(HDHD(HNHDIHDIHDC(=C(C
(EC2[H])C(N(CA=C(C(=C(C(=CAC(H)([HDHNHDIHNH])CH{HD=O)H][H]

17154512

540

12p

<0.2

Train

CL(=C(C(=C(C(=CLC(HN(HNHNHDIHDIHDCHN(C(C2=C(N=C(S2)N(C3=C(C(=C(C(=N3)N
(CCOMHDIHDHNHDHDHDHDIHDHDIHDH])=O)[H]

17154512

541

12q

0.5

Train

CL(=C(C(=C(C(=CLC(HN(HNHNHDIHDIHNCHN(C(C2=C(N=C(S2)N(C3=C(C(=C(C(=N3)N
(CeeNac(COC(CAHHDHDHDIHDIHDHD (HDIHDHDIHD (HDIHD ((HDIHDHDHDIHDH]
)HD[HD=0)[H]

17154512

542

12r

<0.5

Train

C1(=C(C(=C(C(=CLC(HN(HDIHDHNIHDH) CHN(C(C2=C(N=C(S2)N(C3=C(C(=C(C(=N3)N
(C(C(CNAC(=NC(=CAHDHDIHD(HDIHD(HDHDAHDHDHDIHDIHDHNHDH)=0)[H]

17154512

543

12s

0.5

Train

CL(=C(C(=C(C(=CLC(HNHNMHNHDHDIHDCIN(C(C2=C(N=C(S2)N(C3=C(C(=NC(=N3)[H
INAC(C(OC(CAHDIHD (HDMHDHDIHD (HDHDIHDHD{HD=0)[H]

17154512

544

12t

13

Train

CL(=C(C(=C(C(=CLC(HN(HNHDHDIHDIHNCHN(C(C2=C(N=C(S2)N(C3=C(C(=NC(=N3)C(
(HDHDHDNAC(C(OC(CA(HDHDHDHD(HNHD(HDIHN[HDHN[H)=O)[H]

17154512

545

12u

0.7

Train

CL(=C(C(=C(C(=CLC(H)(HNMHDHDIHDIHDCHN(C(C2=C(N=C(S2)N(C3=C(C(=NC(=N3)C(
(HD(HDHDN(C(C(CNAC(C(OC(CA(HDIHD (HDHD(HDIHD (HDHD(HDIHD (HDIHD(HDIHD)
[HDHD[HDIHD=O)[H]

17154512

546

12v

0.2

Train

CL(=C(C(=C(C(=CLC(HN(HNHDHNHDHNCHN(C(C2=C(N=C(S2)N(C3=C(C(=NC(=N3)C(
HDHDIHDNC(COHD(HDIHD (HDIHDIHDHDHD[H) =0)(H]

17154512

547

12w

0.7

Train

C1(=C(C(=C(C(=CLIC(H)(HDHNIHNHNH)CHN(C(C2=C(N=C(S2)N(C3=C(C(=NC(=N3)C(

(HD((HDIHDNAC(C(C(C(CAHDHD (HDIHD(COHDHDIHDIHD(HDIHD(HDIHDIHDIHDHD)=
O)[H]

17154512

548

0.4

Train

CL(=C(C(=C(C(=CLC(H)(HNHNIHDHDIHD CHN(C(C2=C(N=C(S2)N(C3=C(C(=NC(=N3)C(
(HD(HDHDNAC(CN(C(CAHDHD(HDIHD C(COMHD (HDIHDIHDHD (HDIHD(HDIHDHDH]
[H)=O)[H]

17154512

549

81

Train

N1=C(N=C2C(=C1IN(C(C(N3C(C(N(C(C3([HDHN(HDHDH) (HDHD(HDIHD (HNHD(HDH
DIHNC(=C(02)CA4=C(C(=C(C(=CA[HNHNHDHDIHDC5=C(C(=C(C(=CS[HDHDIHDHNHNH

17276681

550

2100

Train

]
N1=C(N=C2C(=C1IN(C([C@]3(OC(C(C3(HNHN(HDIHD(HDIHDIHD (HDIHDH)C(=C(02)C
4=C(C(=C(C(=CAHN[HNHN[HD[H])CE=C(C(=C(C(=CS[H][HNHN[HDH](H]

17276681

551

210

Train

N1=C(N=C2C(=C1N(C(C(N3C(CN(C(C3([HDIHD(HDIHDIHD (HDIHD(HDIHD(HDIHD(HDH
DIHDC(=C(02)C4=C(C(=C(C(=CAMHNHNHDHNH)C5=C(C(=C(C(=CS[HNHDHNHDIHNH

17276681

552

13

22

Train

]
N1=C(N=C2C(=C1IN(C(C(N3C(C(N(C(C3([HDHD(HDHDH) (HNHD(HDIHD (HNHD(HDH
DIHNC(=C(02)CA4=C(C(=C(C(=CA[HNHNOC(C(NSC(C(OC(CS(HDHN(HDIHD(HDIHD(HDI
H])(HDHD(HDHDHDIH]CE=C(C(=C(C(=CO[HD[HNHDIHNH]([H]

17276681

553

14

54

Train

N1=C(N=C2C(=C1N(C(C(N3C(CN(C(C3([HDIHD(HDIHDIHD (HDIHD(HDIHD(HDHD([HN)H
DIH)C(=C(02)C4=C(C(=C(C(=CA[H]H])OC(C(NSC(C(C(CS(HNHN (HNHD(HDIHD (HDH]
)(HDIHDHDIHDIHNHNC6=C(C(=C(C(=CE[HNHNHN[HDIHDIH]

17276681

554

15

30

Train

N1=C(N=C2C(=C1IN(C(C(N3C(C(N(C(C3([HDHD(HDHDH) (HNHD(HDIHD (HNHD(HDH
DIHNC(=C(02)CA4=C(C(=C(C(=CA[HNHNOC(C(NSC(=C(N=CS[HDHNHN(HDHD (HDIHDH
DIH])CE=C(C(=C(C(=CE[HNHDHNHN[HD[H]

17276681

555

16

19

Train

N1=C(N=C2C(=C1N(C(C(N3C(CN(C(C3([HDIHD(HDIHDIHD (HDIHD(HDIHD(HDHD(HNH
DIH)C(=C(02)C4=C(C(=C(C(=CAHNH])OC(CN(C(C(HD(IHDHN(CHN (HNHDIHN) C(C(H
DAHDIHDCHDHDHDIHDHDHD(HDIHDIHDIHD C5=C(C(=C(C(=CS[HDIHDIHNHNHNIH]

17276681

556

17

29

Train

N1=C(N=C2C(=C1N(C(C(N3C(CN(C(C3([HDIHD(HDIHDHD (HDIHD(HDIHD(HDIHD(HDH
DIH)C(=C(02)C4=C(C(=C(C(=CA[H][H])OC(C(NSC(C(C(C(CE(HNHN(HNHD(HDHD(HD]
HD(HDIHED(HDIHD(HDIHDIHNH] C6=C(C(=C(C(=CE[HNHNHN[HDIHDIH]

17276681

557

18

1600

Train

N1=C(N=C2C(=C1N(C(C(C3=C(C(=NC(=C3[H])HNHNHN(HDH)(HDHDH])C(=C(O2)C4
=C(C(=C(C(=CAHN[H)OC(CNSC(C(C(C(CS(HNHDHNHDIHNHD(HDIHD(HDHD(HDIH
DHDHDHNH]C6=C(C(=C(C(=CE[HNH[HNHN[HDIH]

17276681

558

19

170

Train

N1=C(N=C2C(=C1N(C(C(C3=C(N=C(C(=C3[HDHNHNHD(HNHD(HDHNH)C(=C(02)C4
=C(C(=C(C(=CA[H]HNOC(CNSC(C(C(C(CE(HNHNHDIHD(HDIHD (HDIHD(HDHD (HDH
DAHDHNHNHDCE=C(C(=C(C(=COHNHDIHDIHDIHNH]

17276681

559

20

380

Train

N1=C(N=C2C(=C1N(C(C(C(N3C(=NC(=C3[HDHNHD(HDH)(HNHD(HDHNH)C(=C(02)
C4=C(C(=C(C(=CAHNHNOC(CNSC(C(C(C(CS(HNHN(HDIHDAHDIHD (HDIHD ((HDIHD([H]
IHD[HDIHPHDIH] CE=C(C(=C(C(=CE[HN[HNHN[HDH][H]

17276681

560

122

Train

N1=C(N=C2C(=C1IN(C([C@]3(C(C(C(O3)(HNHN(HDIHD(HDIHDHN(HDHNH)C(=C(02)
C4=C(C(=C(C(=CAH][HNHDIHNH])CE5=C(C(=C(C(=CS[HNHN[HDHN[H]DIH]

17280833

561

81

Train

N1=C(N=C2C(=C1N(C(C(N3C(CN(C(C3([HDIHD(HDIHDIHD (HDIHD(HDIHD(HDIHD([HDH
DIHDC(=C(02)C4=C(C(=C(C(=CAHNHNHDHNH)C5=C(C(=C(C(=CS[HNHDHNHDIHNH

17280833

562

17

Train

]
N1=C(N=C2C(=CIN(C([C@]3(C(C(C(O3)(HNHN(HDH) (HNHDH) (HNHDIH])C(=C(O2)
CA4=C(C(=C(C(=CA[HNHNOC(CN(C(HNHDIHN CHN(HNHD(HDIHD(HDIHDHNHD C5=
C(C(=C(C(=CS[HNHDHDHDIHDH]

17280833

563

18

11

Train

N1=C(N=C2C(=CIN(C([C@]3(C(C(C(O3)(HNHN(HDHD (HDIHDHD(HDHNH)C(=C(02)
C4=C(C(=C(C(=CA[H][HN)OC(CNSC(C(C(CS(HDHN (HNHD(HDIHD (HDHD(HDHD (HDI
HHND[H)C6=C(C(=C(C(=COHNHNIHDIHDIHNIH]

17280833

564

19

Train

N1=C(N=C2C(=CIN(C([C@]3(C(C(C(O3)(HNHN(HDH) (HNHDHD (HNIHDIHNC(=C(O2)
C4=C(C(=C(C(=CA[HNHNOC(C(NSC(C(C(C(CS(HNHN(HDIHD AHDIHD ((HDIHD ((HDIHD([H]
HDHDHDOCHD[HDIHNH])C6=C(C(=C(C(=CE[HNHN[HDHN[HD[H]

17280833

565

20

Train

N1=C(N=C2C(=CIN(C([C@]3(C(C(C(O3)(HNHN(HDHD(HDIHDHN (HDHNH) C(=C(02)
C4=C(C(=C(C(=CA[H][HN)CINSC(CN(C(CS(HDHN(HNHD CHN (HNHDHDIHD (HDHD(

HDHNDHD[HDCE=C(C(=C(C(=CE[HD[HDIHDIHNIHNIH]

17280833

Sl 17



No. Compound IC50 Dataset |SMILES Reference:
ID (nM) DOI / PubMed
Unique Identifier
N1=C(N=C2C(=CIN(C(IC@I3(C(C(COI MDD HDHDARDIFDIHDHDIHDIHIC(=C(02) | 17280833
se6| 21 11|Train  |C4=C(C(=C(C(=CAIHDH)CNSC(CN(CCSHNHDHNHNCCAHDHIHDHDIHDHDH]
)(HDIHD=0)HD[H))C6=C(C(=C(C(=CEIHDHDIHDIHDIHDIH]
N1=C(N=C2C(=CIN(C(C(N3C(C(N(C(C3IHDHD (RDIFDIFDEEDFDHENFDEDIFD(HDH| 17280833
se7| 22 11fTrain  [)M)C(=C(02)C4=C(C(=C(C(=CAHNHINSC(C(OCCSHNHNHNIHNHNIHDHDIHDIH])
H])C6=C(C(=C(C(=CHIHDHDIHDHDIHDIH]
N1=C(N=C2C(=CIN(C(C(N3C(C(N(C(C3IHDIFD ARDIFDIFHD DD HDFD(ADIFD(HDH| 17280833
ses| 23 a2|Train  [DIH)C(=C(02)C4=C(CE=C(C(=CAHDIHIN(C(C(OS)(HNHDHDIHDC(H) (HDHDHNCE=C]
(C(=C(C(=CHHDIHDIHDIHDIHDIH]
N1=C(N=C2C(=CIN(C(C(N3C(C(N(C(CAIRDIFD (FDIFDIFDEENIFDENFDEDIFD(HDH| 17280833
seo| 24 27|Train  |DIH)C(=C(02)C4=C(C(=C(C(=CAHNHNCNSC(C(OC(CEHNHDHDIHD AHDIHD AHDIHD
H][H)IHD[H)) C6=C(C(=C(C(=CEIHDH)HDHDIHDIH]
N1=C(N=C2C(=CIN(C(C(N3C(C(N(C(C3IHDIHDHDIFDIFDEHIFDHDIFD(ADIFD(HDH| 17280833

s 25 22|Train | DIH)C(=C(02)C4=C(C(=C(C(=CAHNHNCNSC(C(C(C(CS DD HDIHDHDIHDHDIHI
[HDIHD=O)[M)IH)CE=C(C(=C(C(=CEIHDHIHDHDIHDIH]
N1=C(N=C2C(=CIN(C(C(N3C(CN(C(C3IHDHD (HDHDIFDEEDIFDEDFDEDIFD(HDH| 17280833

s71| 26 14|Train  [)M)C(=C(02)C4=C(C(=C(C(=CAHNH)OCCN(CHD (HNHDCAHNAHDIHDHDIHN DI
H[H)IHDC5=C(C(=C(C(=C5H)HDHDHDHDIHL
N1=C(N=C2C(=CIN(C(CN3C(C(N(C(C3IHDHD (MDIFDIFD DD HDIFD(ADIFD(HDH| 17280833

s72| 27 oTrain  [)[M)C(=C(02)C4=C(C(=C(C(=CAH]H)OC(CNSC(C(C(CHIHNHDHDIHDAHDIHD HDIH]
)(HDHDHDIHDIHDIH) C6=C(C(=C(C(=COIHDHDIHDIHDIHDIH]
N1=C(N=C2C(=CIN(C(C(N3C(CN(C(C3IHDHD (MDIFDIFD(HDIFDEDFDEDIFD(HDH| 17280833

U poltran  [DHDC(=C(02)C4=C(C(=C(C(=CAIHDIH)OC(C(NSC(C(C(C(CBHNHD(HMH(HMH) (HD
HD(HDIHDHDIHDHDIHNOCHI HDIHD ) C6=C(C(=C(C(=COHNHDHNHDHDIH]
NI=C(N=C2C(=CIN(C(C(C3(C(CN(C(CAIFDIFD FDIFDIFDHDIFDEDIFDIEDAFDIAD( | 17280833

574 29 14|Train  |H)HDH)C(=C(02)CA=C(C(=C(C(=CAHDHOC(CNSC(C(C(CS(HDIHNHDIHN HDIHI)(
HD[HD(HDIHD (HDIHDIHDIH) C6=C(C(=C(C(=COIHDHDIHDIHDIHDIH]
N1=C(N=C2C(=CIN(C(C(C3=C(C(=C(C(=CIHNHDIANHDIA(HDIHDIHDIHNMIC(=C(02 17280833

575 30 5|Train  |)C4=C(C(=C(C(=CAIHI)H)OC(CNSC(C(C(CEIHDIHD MDD AHDH AHDHD AHDIHD AHDL
HD[HDIHDCB=C(C(=C(C(=CHIHDIHDIHDIHDIHDIH]

N1=C(N=C2C(=CIN(C(CAHD(HDHN(C(H) (HDHDCHNIFDIHNFDC(=C(02)C3=C(C(=C| 17280833
s76| 31 83|Train  |(C(=C3[H)HNOC(CINAC(C(C(CATHNIHDHNIHDHNIHDHNHDHDHDHDHDIHDHDCS

=C(C(=C(C(=C5HHDHIHDHDIH]

N1=C(N=C2C(=CIN(C(C([H])(HDHD(CIHD(HNIHDHN[H])C(=C(02)C3=C(C(=C(C(=C3[H] 17280833

5771 %2 36[Train  |)IH)OC(C(NAC(C(C(CAHDIHDHDIHDHIHDHDIHDHDIHDHDIHDHIHDCE=C(C(=C(
C(=CSHDHHDHDIHDIH]

P 2t |C12=C(C(=C(C(=CLIH)H))C(=0)N(C3=C(C(=C(C(=CACTHDFNIHDIHNADIFDCODIDS| 12852972
C(=N2)N(C(=OIN(C(CHDHDH(CHDHDIHDCHDAHDIHDIHDH]

N o5lmam |C12=C(C(=C(C(=CAHHC(=O)N(C3=C(C(=C(C(=C3CH)(HDHIFDIFDIFCHIFDIADS| 12852972
C(=N2)N(C4=C(C(=C(C(ENAN(C(C(OMH)HDIHD(HDIHDIHDIHDIHDIHDIH]
C12=C(C(=C(C(=CIH)IM)C(=0)N(C3=C(C(=C(C(=CICRI(HDIHNHDIHDIFDCIFDIHDS| 12852972

ss0| 3 1Train  |C=N2IN(C4=C(C(=NC(ENAN(C(C@IS(C(C(COS)(HHDHDIHDHDIHDIHDHDIHDH)
C([H])(&HIE[H%[H(D[H][ DH)C(=O)N(C3=C(C(=C(C(=CACTHNMDIHNIFMDCHDAFDIFDIFD | 12852972

. C12=C(C(=C(C(=C1[H][H])C(=O)N(C3=C(C(= =i

% 6 15070Train | c(HD(HDIHDHDIHDSC(EN2)NHDIH]

% 7aolrram | C12=C(C(=C(C(=CAHHC(=OJN(C3=C(C(=C(C(=CCARNFIFNIFDCARNGFDIFDIFD | 12852972
CHD(HDIHDH)HDSC(EN2)N(CA=C(C(=C(C(=CAHDHHDHDIHDH]

ol oo o100k |C12=C(C(=C(C(=CLIHIH) C(=O)N(C3=C(C(=C(C(=C3C(H(HDIHDIFICAF(HDIFDIA] | 12852972
CUHD(HDIHDHDHDSC(EN2)N(C(CAC(CATHDH)HDHDIHD(HIHDIH]

Y o100k |C12=C(C(=C(C(=CLIHIH) C(=O)N(C3=C(C(=C(C(=C3CHI(HNIHDIHICAF(HDIFDIA] | 12852972
CHD(HDHDH)HDSC(N2)N(CA=NC(=C(SAHDH)IH]

% o100k |C12=C(C(=C(C(=CLIHIF)C(=O)N(C3=C(C(=C(C(=C3C(F(HNIFDIFCAF(HDIFDIA] | 12852972
CUHD(HDHDH)HDSC(EN2)N(CA=NC(=CNAH)HDH)IH]

ool o ~a100kam |C12=C(C(=C(C(=CLIHIF) C(=O)N(C3=C(C(=C(C(=C3C(H)[RNIFDIFCAF(HDIFDIA] | 12852972
CUHD(HDHDH)IHDSC(N2)N(CA=CN(C(ENAH)HDH)IH]

557 og o100k |C12=C(C(=C(C(=CLIHIF) C(=O)N(C3=C(C(=C(C(=C3CH(HNIFDIFCAF(HDIFDIA] | 12852972
CUHD(H)HDH)HDSC(N2)N(CA=NC(=NNAH)H]H]

ol o sl |C12=C(C(=C(C(=CAH)HNC(=OIN(C3=C(C(=C(C(=CCHNFDIFIFDCARNGFDIFDIFD | 12852972
CUHD(HDIHDH)IHDSC(N2)N(CA=C(C(=C(CENAHDHDHDHDIHL

% o100k |CL2=C(C(=C(C(=CLIHIF) C(=O)N(C3=C(C(=C(C(=C3CHI(HNIHDIFCAF(HDIFDIA] | 12852972
CHD(HDHDH)HDSC(EN2)N(CA=C(C(=C(N=CA[HDH)HDH)IH]

s o o100k |C12=C(C(=C(C(=CLIHIH))C(=O)N(C3=C(C(=C(C(=C3C(HHDIHDIFCAF(HDIFDIA] | 12852972
CUHD(H)HDH)HDSC(EN2)N(CA=C(C(ENC(=CAIHDH)HDH)IH]

. ~a100kam |C12=C(C(=C(C(=CLIHIF)C(=O)N(C3=C(C(=C(C(=C3C(H)(HNIHDIFICAF(HDIFDIA] | 12852972
CHD(H)HDH)HDSC(N2)N(CA=NC(=C(C(ENA)HDHDHDIH]

% 2oaltram |C12=C(C(=C(C(=CLIHDIH))C(=0)N(C3=C(C(=C(C(=C3C(H) (HIFDIMNCIHDAFDIFDIFD | 12852972
CUHD(H)HDH)HDSC(EN2)N(CA=C(C(ENCENA)HDHDIHDIH]

sl om ts00lrram | C12=C(C(=C(C(=CAHHNC(=OIN(C3=C(C(=C(C(=CAC(H)(HNIFNFDCARNGFDIFDIFD | 12852972
CUHD(H)IHDH)HDSC(N2)N(CA=NC(=C(N=N4)HDH][H]

S sasrram | CL2=C(C(=C(C(=CAIHIF)C(=O)N(C3=C(C(=C(C(=C3C(H) (RDIMDIFCUF(HDIFDIA] | 12852972
CHD(H)HDH)HDSC(N2)N(CA=C(N=C(C(ENA)HDHIHDIH]

sl oo o7t |CL2=C(C(=C(C(=CAIHIH)C(=O)N(C3=C(C(=C(C(=C3C(H(HNIFDIFDHDIFDCOIHDIF)S| 12852972
C(:N2)<N ((C 4:<CEC(:([:(IC)([:1C>4[(H D[;* D([HD[H?[TD[T]( DADEDHDFDHDCHHD D

. C12=C(C(=C(C(=C1[H]D[H]C(=O)N(C3=C(C(=C(C(=CI3C([HD(HDHDHDIHDMHDCH[HD[HDS 12852972

S I >3100]Train | c(=N2)N(CA=NC(=C(NA[HDH)IHDH]

—[C12=C(C(=C(C(=C1H)[H)C(=O)N(C3=C(C(=C(C(=CACTHHDIHNIMDIHNIMDCIFDIHDS| 12852972

o7 G 1990]Train | c(=N2)N(CAC(=CN(N=A)H)HDH)IH]

wal o oaltram | C12=C(C(=C(C(=CAIHIH)C(=O)N(C3=C(C(=C(C(=CCqHHDIFDIFDIHDIFDCOHDIF)S| 12852972
C(=N2)N(C4=C(C(=C(C(NAHDHDHDIHDIH]

ool o e |C12=C(C(=C(C(=CIH)IF)C(=O)N(C3=C(C(=C(C(=C3CIHHNIFDIFDIHDIFDCIIHDIF)S| 12852972
C(=N2)N(CA=C(C(=NC(ENAH)HDH)IH]
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No. Compound IC50 Dataset [SMILES Reference:
ID (nM) DOI / PubMed
Unique Identifier

ool o ailam  |C12=C(C(=C{C=CIHDIHIIC(=0)N(C3=C(C(=C(C(=CACHD HNHDIFDIFDIFDCOIFDIDS| 12852972
C(=EN2)N(NAC(C(=C(CENAHDHDHDHDIHDIH]

o ol |C12=C(C(=C(C(=CAHIHI)C(=OIN(C3=C(C(=C(C(=C3CqH RN FDIFDIFCOHDIF)S| 12852972
C(=N2)N(C4=NC(=C(N=CAH]H]IHD[H]

ool ov o100k |C12=C(C(=C(C(=CLIHNIHI)C(=O)N(C3=C(C(=C(C(=C3CHHNIFDIFCUF(HDIFIA] | 12852972
C(HD([HDIHDHDIHDSC(=N2)N(C4=C(C(=C(CENA)HDHDHDCAHDIHDIHDIH]

sl om ol |CL2=C(C(=C(C(=CAIHIH)C(=O)N(C3=C(C(=C(C(=C3CHI(HDIHNHICAH(FDIFDIAD | 12852972
C(HD(HDIHDHDHDSC(=N2)N(C4=C(C(=C(CENA)HDHNCIHD[HDIHDIHDIH]

> e |CL2=C(C(=C(C(=CAIHIF)C(=O)N(C3=C(C(=C(C(=C3CH(HNIHNHICAH(FDIFDIAD | 12852972
C(HD([HDIHDIHDIHDSC(=N2)N(C4=C(C(=C(C(E=NA)HDCIHD[HDIHDIHDIHDIH]

05| o tsolrram _|C12=C(C(=C(C(=CAHFNC(=OIN(C3=C(C(=C(C(=CACH)(HDIHIHNCAHN (FDIFDIFD | 12852972
C(HD(HDIHDIHDIHDSC(=N2)N(C4=C(C(=C(C(=N4) C(HD(HDIHDIHDIHDIHDIH]
C12=C(C(=C(C(=C1[H][H)C(=O)N(C3=C(C(=C(C(=C3C([HI)(HNIHNHD C(HN(HDHDIH]) 12852972

606 6z 17|Train C(HD(HDIHDIHDIHD)SC(=N2)N(C4=C(C(=C(C(=N4)HDC(HD(HDHDHDC(HI)([HDIHDH]

] C12=C(C(=C(C(=C1[HD[H])C(=O)N(C3=C(C(=C(C(=C3C(HD(HNHDHDIHDIHDCNHDHDS 12852972

607 Gea BATrIN | c(EN2)N(CA=C(C(=CCENAHDHDHDH)IH]

sl oab Soltam  |C12=C(C(=CIC(=CAHDFIIC(=0)N(C3=C(C(=C(C(=CIC(HIHDIHDIFDIHDIFDCHIFDIHDS| 12852972
C(=N2)N(C4=C(C(=C(C(=NA)HNHNCHD(HNIHDHDIH]

PO I woltam |C12=C(C(=CIC(=CAMDFIIC(=0)N(C3=C(C(=C(C(=C3C(HIHDIHDIFDIHDIFDCHIFIHDS| 12852972
C(=N2)N(C4=C(C(=C(C(=N4)HNCHN([HDHNIHDIHDIH]

ool oea otam |C12=C(C(EC(C(=CAMDHIIC(=0)N(C3=C(C(=C(C(=C3C(HIHNHDIHDIHDIFDCNIFDIFDS| 12852972
C(=N2)N(C4=C(C(=C(C(=N4)C(HN(HDHDHNIHDIHDH]

ol oee oltam |C12=C(C(EC(C(=CAMDHIIC(=0IN(C3=C(C(=C(C(=C3C(HIHDIHDIHDIHDIFDCHIFDIFDS| 12852972
C(=N2)N(C4=C(C(=C(C(=N4)C(HNIHNHDHNCIHD (HDIHNIHD[H]

o our clram |C12=C(C(ECIC(=CAMDHIIC(=0IN(C3=C(C(=C(C(=CC(HI)(HDIHDIHDIHDIFDCNIFDIFDS| 12852972
C(=N2)N(C4=C(C(=C(C(=NA)HDHNC(CAHDIHNIHD(HDIHNIHD[H]

013 oag wosltran |C12=C(C(=CIC(=CTIHDHDC(=O)N(C3=C(C(=C(C(=CC(H)(H)HDHDIHDIFDCHIFDIHDS| 12852972
C(=N2)N(C4=C(C(=C(C(=NA)[HDHNN(HDHNIHNIH]
C12=C(C(=C(C(=C1[HD[H])C(=O)N(C3=C(C(=C(C(=C3C(HD(HNHDHDIHDIHDCNHDHDS 12852972

614 6ah 9|Train C(=N2)N(C4=C(C(=C(C(=N4)[HDHNCN(CHD[HNHDCHNHDHD(HDIHDHDIH]
C12=C(C(=C(C(=C1[H][H)C(=O)N(C3=C(C(=C(C(=C3C([HI)(HNIHDHDHNIHNCH[HDIH])S 12852972

615 6ai 1|Train C(=N2)N(C4=C(C(=C(C(=N4)HD[HDC(NSC(C(N(C(CS(HDHD(HDHDC(HD(HDHD(HDIHI
Y(HDHDHDHDIHDIH]
C12=C(C(=C(C(=C1[HD[H])C(=O)N(C3=C(C(=C(C(=C3C(HD(HNHDHDHDIHDCNHHDHDS 12852972

616 6aj 1{Train C;;N]z))[N](C“:C(C(:C(C(:N4)[H])[H])C(N5C(C(OC(C5([H])[H])([H])[H])([H])[H])([H])[H])([H])[

H)[H]D[H

PO e |C12=C(CEC(CECIHM)C(=ON(C3=C(C(=C(C(=C3CIH(HNIFDIFDIHDIFICIHDIFDS| 12852972
C(=N2)N(CA=C(C(=C(C(=N4)N(HD[HD[HDIHDIHD[H]
C12=C(C(=C(C(=C1[H])[H)C(=O)N(C3=C(C(=C(C(=C3C([HI)(HNIHDHDHNIHNCH[HDIH])S 12852972

618 6al 10| Train C(=N2)N(C4=C(C(=C(C(=N4)CN(CHN([HDHDCAHNHDHD(HDHDIHDIHDIHDIH]
C12=C(C(=C(C(=C1[HD[H])C(=O)N(C3=C(C(=C(C(=C3C(HD(HNHDHDHDIHDCNHHDHDS 12852972

619 6am 13(Train C;;N]z))[N](C“:C(C(:C(C(:N4)C(N5C(C(OC(C5([H])[H])([H])[H])([H])[H])([H])[H])([H])[H])[H])[

H)[HD[H
C12=C(C(=C(C(=C1[H])[H)C(=O)N(C3=C(C(=C(C(=C3C([HI)(HNIHNHDHNIHNCH[HDIH])S 12852972

620 6an 2|Train ]()3[(:]'\12)N(C4:C(C(:C(C(:N4)N(C(C(N(C(:O)C([H])([H])[H])[H])([H])[H])([H])[H])[H])[H])[H])[H
H
C12=C(C(=C(C(=C1[HD[H])C(=O)N(C3=C(C(=C(C(=C3C(HD(HNHDHDHDIHDCNHHDHDS 12852972

621 6ao 6|Train C]()=[N]2))[N](C4=C(C(=C(C(=N4)N(C(C(C([H])([H])[H])(C([H])([H])[H])N([H])[H])([H])[H])[H])[H])[

H)[HD[H
C12=C(C(=C(C(=C1[H][H)C(=O)N(C3=C(C(=C(C(=C3C([HI)(HNHNHD C(HN(HDHDIH]) 12852972

622 6ap 53|Train C(HD(HDIHDIHDIHD)SC(=N2)N(C4=C(C(=NC(=N4)C(H])([HDHD)CHN(HDHDIHDIH]
C12=C(C(=C(C(=C1[H])[H])C(=O)N(C3=C(C(=C(C(=C3C(HD(HDHDHDC(H)(HDHD[H] 12852972

623 6aq 77|Train C(HD(HDIHDHDH)SC(=N2)N(C4=C(C(=NC(=N4)[H)C(CHN)(HDHN(HDHNIHNIH]

] C12=C(C(=C(C(=C1[H])[H)C(=O)N(C3=C(C(=C(C(=C3C([HI)(HNIHNHDHNIHNCH[HDIH])S 12852972

624 bar 31|Train C(=N2)N(C4=C(C(=NC(=N4)C)[HD[HDIH]

ool oms solram|C12=C(C(=C(C(=CLIH)H)C(=O)N(C3=C(C(=C(C(=C3C(HHNIHDFDHDIFDCOHDIF)S| 12852972
C(=N2)N(CA=C(C(=NC(E=NYN(CHN([HDIHDIHDIHDIHDIHI

ool o e |C12=C(C=C(C(=CLH)H)C(=O)N(C3=C(C(=C(C(=C3C(H[RDIFDIFDIHDIFICIHDIF)S| 12852972
C(=N2)N(C4=C(C(=NC(E=NYN(C(CO[HN([HD[HD(HDHD[HD[HD[HD[H]

ol om oilram|C12=C(C(=CC(=CIH))C(=O)N(C3=C(C(=C(C(=CC(H[HDHNHDIFDIFDCOHDIFDS| 12852972
C(=EN2)N(CA=C(C(=NCENYHDCHD[HDIHDIHDIH]

ool o ol |C12=C(C(=C(C(=CLIH))C(=ON(C3=C(C(=C(C(=C3CTH(HNIFDIFDIHDIFICIHDIF)S| 12852972
C(=EN2)N(CA=C(C(=NCE=NYHDCCAHD(HDHD(HDHDIHD[H]

ool o solram |C12=C(C(=C(C(=CIHH)C(=ON(C3=C(C(=C(C(=C3C(H)(HDIFDIFDIHDIFDCIHDIF)S| 12852972
C(=N2)N(C4=C(C(=NC(=N4)[H])CHH]IH]

ol o e |C12=C(C(=C(C(=CIH)H)C(=O)N(C3=C(C(=C(C(=CCqH RN ADIFDIFICOHDIF)S| 12852972
C(=N2)N(C4=C(C(=NC(=N4)[HDOCHD(HDIHDIHDIH]

o1  oay ohram | C12=C(C(=C(C(=CLIH))C(=ON(C3=C(C(=C(C(=C3CH[HNIFDIFDIHDIFICIHDIF)S| 12852972
C(=EN2)N(CA=C(C(=NC(E=NYHDN[HD[HD[HD[H]

ol o e |C12=C(C=C(C(=CLH))C(FON(C3=C(C(=C(C(=C3CHHNIFDFNIHDIFICIHDIF)S| 12852972
C(=N2)N(CA=C(C(=NC(=NYHPN(CHD(HDIHDIHDIHDIHI

P olam | C12=C(C(=C(C(=CLIH)H)C(=ON(C3=C(C(=C(C(=C3C(H)[HDIFDIFNIHDIFICIHDIFDS| 12852972
C(=N2)N(CA=C(C(=NC(E=NYHDN(C(CO[HN([HDHD[HD[HD[HD[HD[H]
C12=C(C(=C(C(=C1[H])[H)C(=O)N(C3=C(C(=C(C(=C3C([HI)(HNIHDHDHNIHNCH[HDIH])S 12852972

634 6bb 6|Train C(=N2)N(C4=C(C(=NC(=N4)H)DN(C(C(N(CEO)C(HDN[HDHDHD[HDHDIHDIHDIHDIHDIH]

PO I Soltam |C12=C(CEC(CECIMNHICEO0IN(C3=CC(=C(C(=CICHNHDIFDIFDIHDIHDCHIFDIHDS| 12852972
C(=N2)N(C4=C(C(=NC(E=N4)CHD(HNIHDCIHDIHD[HDIHNDIHI
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ool oog e |C12=CICECCECINHICEOIN(C3=C(C(=CIC(=CC AR RNIFDIFDIFDIFNCHIFDIFDS| 12852972
C(=N2)N(C4=C(C(ENC(=N4)CHDHDH)CNCHDIHDHDIHD(HDHDIHDIH]
C12=C(C(=C(C(=C1[H)H])C(=0)N(C3=C(C(=C(C(=C3CHN(HDIFNHNHDIFNCIIDIADS| 12852972
637|  6be 6|Train  |C(=N2)N(CA=C(C(=NC(=N4)C(H])([HDIH)CNSC(C(OC(CSHNHNHDIHDAHDHD HDIHD
((HDHDIHDIH]
o8| obg Sl |C12=C(C(=C(C=CINHIC(OIN(C3=C(C(=C(C(=C3C AR THDIFDIFDIFDIFNCHIFDIFDS| 12852972
C(=N2)N(C4=C(C(ENC(=NAN(C(C(OH)HDHD(HDIHDIHDCAHDHDIHDHDIH]
C12=C(C(=C(C(=C1[H)H]) C(=0)N(C3=C(C(=C(C(=C3CH)(HDIHNHNHDIHDCIIFDIHDS| 12852672
639|  6bh 6|Train | C(=N2)N(C4=C(C(=NC(=NAN(C(CCHNHDIHDCIHDAHDHDOMHDHDIHDHDCAHN(HI)
[HDIHDIH]
C12=C(C(=C(C(=C1[H)H])C(=0)N(C3=C(C(=C(C(=C3CHNHDIFDHNIMDIFDCIDIADS| 12852972
640|  6bi 10[Train  [C(=N2)N(C4=C(C(=NC(=N4)C(N5C(C(OC(CE(HDHNHDIHDIHDHD (HDIHD[HDIHD CH)
((HDHDIHDIH]
a1 s 19600|Train (|-:|]l(:C(C(:C2C(:C1[H])OC(:C(CZ:O)[H])C3:C(C(:C(C(:C3[H])[H])[H])[H])[H])O[H])[H])O[ 14980632
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC(H])[H)IH)OMHNOC( 14980632
a2l ¢® 26000 Train | (HDIHDIHDIHDIHDIH]
43 10 24900/ Train g[l:EC(C(:CZC(:Cl[H])OC(:C(CZ:O)[H])C3:C(C(:C(C(:C3[H])O[H])O[H])[H])[H])O[H])[H]) 14980632
oad 1 20000/ Train (|-:|]1(:C(C(:C2C(:C1[H])OC(:C(CZ:O)[H])C3:C(C(:C(C(:CS[H])O[H])[H])[H])[H])[H])[H])O[ 14980632
sl 25000l Tram [cH1]§;<[:F(ﬂc)(N:(c[::]c):[S]c1[H1>oc:(:c<c2:0)[H])c3:c<C(:C(C(:cs[H])N([H])[H])[H])[H])[H])N([H]) 14980632
. C1(=C(C(=C2C(=CIN([H])[H)OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)N{HNFDIHDIFDIAD 14980632
baop 18 °6000[Train | HpoCHAHDIHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC([HD(HDHDOCIH)(H 14980632
arp 4 60000 Train |\ H)OCHD(HDIHDHDIHDOIHDH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)O[H])C3=C(C(=C(C(=C3[H]))OC([H){H])[H)O[H)OC( 14980632
bag 15 69000 Train | (H)HDH)OHDIHDOIH]
649 16 99000 Train E]l)(g[i{(]c(:CZC(:Cl[H])OC(:C(CZ:O)O[H])C3:C(C(:C(C(:CS[H])O[H])[H])O[H])[H])O[H])[ 14980632
650 17 103000 Train ﬁ_ll]§[:}_(é)(;:H(]:C2C(:Cl[H])OC(:C(C2:O)[H])C3:C(C(:C(C(:C3[H])[H])N([H])[H])[H])[H])[H])N( 14980632
w1 18 06000 e [cH1]§;c(:[Lc]§[:Hﬁ)ziﬁ]<=01N([H])[HJ)OC(:qcz:O)[H1)03:C(C(:C(c<=c3[H1>[H])N([H])[H])[HD[H]) 14980632
w2 10 17000k [cH1]§;c[:|g]c)ﬁ:2c<=01N([H])[HJ)OC(:qcz:O)[H1)03:C(C(:C(c<=c3[H1>[H])N([H])[H])[HD[H]) 14980632
653 2 118000 Train (|-:|]l(:C(C(:C2C(:Cl[H])OC(:C(C2:O)[H])C3:C(C(:C(C(:CS[H])[H])O[H])[H])[H])[H])O[H])[ 14980632
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC(H])[HDIH)OHNOC( 14980632
S 120000]Train | ) (HDIHDIHDIHDIHDOIH]
655 - 110400l Tran | CLEC(CEC2C(=CIHNOC(=C(C2=0)[H)C3=C(C(=C(C(=C3MHDHNOIST(C(CIHNIHDIHI( 14980632
CHDAHDHDCHDHDIHDCAHDHDIHDCHDHDHDIHDIHDIHDOMHDH]
o8 2 123000] Train [CHl]§[:Pﬁ)(;:H(]:C2C(:ClN([HD[HDOC(ZC(CZZO)[HDC3:C(C(:C(C(:C3[HD[H])N([H])[H])[H])[H]) 14980632
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC(H])[HDIH)OH)OC( 14980632
Sl 1304501 Train | ) HDIHDIHDIHDOMHDIH]
658 25 138000|Train )Col[(;]C(C(:CZC(:CllHDOC(:C(CZZO)[HI)C3:C(C(:C(C(=C3[H])[H])N([H])[H])[H])[H])[H])[H] 14980632
659 26 141000|Train %ﬁ;gf;f20(=CllHDOC(=C<C2=O)[HDC3=C(C(=C(C(:C3[H])[H])N([H])[H])[H])[H])[H])N( 14980632
660 27 169000|Train ﬁ}l(=C(C<=CZC(=CllHDOC(=C<C2=O)[HDC3=C(C(=C(C(:CS[H])[H])o[H])[H])[H])[H])[H])O[ 14980632
c61 28 177600 Train ﬁ-ll](:C(C(:CZC(:ClO[H])OC(:C(CZZO)[H])CS:C(C(:C(C(:CS[H])O[H])[H])[H])[H])[H])[H])O 14980632
662 29 200000|Train ﬁ_llﬁ[:}%(;;(]:CZC(:CllH])OC(:C(CZZO)[H])C3:C(C(=C(C(=C3[H])N([H])[H])[H])[H])[H])[H])N( 14980632
663 30 210000|Train ;ﬁzc(C(:CZC(:CllHDOC(:C(CZ:O)[HI)C3:C(C(:C(C(=C3[H])[H])N([H])[H])[H])[H])[H])[H] 14980632
664 31 223000 Train Ei{g‘)}f}&?C(=CllHDOC(=C(02=0)[HDC3=C(C(=C(C(:03[H])[HJ)N([H])[H])[H])[H])O[H]) 14980632
665 . 205000/ Train B:-ll](:C(C(:C2C(:Cl[H])OC(:C(CZ:O)O[H])CS:C(C(:C(C(:C3[H])[H])[H])[H])[H])O[H])[H])O 14980632
666 33 281000 Train g(ﬁ%{ﬁ§)=[E]Z)C(=CHHDOC(=C(CZ=O)[HI)C3=C(C(=C(C(:03[H])[Hl)o[H])[HJ)[H])O[HJ)[H])O 14980632
67 i 315000| Train (|-:|]l(:C(C(:C2C(:C1[H])OC(:C(CZ:O)[H])C3:C(C(:C(C(:C3[H])O[H])[H])[H])[H])O[H])[H])[ 14980632
668 35 315000|Train ﬁll(zc(c(zczc(:mo[HDOC(ZC(CZZO)[HDC?’:C(C(:C(C(=C3[H])[H])[H])[H])[H])[H])[H])O[ 14980632
PO R 226000172 gi,ﬂT)ff,]c)ﬁzc(ZClN“HD[HDOC(:C‘CZZO)[HDCg:C(C(:C(C(ZCS[HD[HDN([HD[HD[HD[HD 14980632
670 2 231000| Train ﬁ-llﬁ[:}_(é)(gE;?ZC(:ClN([H])[H])OC(:C(CZ:O)[H])C3:C(C(:C(C(:CS[H])[H])N([H])[H])[H])[H]) 14980632
671 8 235800/ Train C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[HDIRNHNIFDFDIHDIRDOIH] 14980632
C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC([HN)(HD[HDOI[SII(C([H] 14980632
672 39 373000[Train ) (HDIHD(CAHDHDIHDCCIHNHNIHNCAHDHDIHDCIHDAHDIHDOCIHDHDHDIHDIHY
O[H)IH]
. C1(=C(C(=C2C(=CIN([H])[H)OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[HNHDNHNHDIFDIHD 14980632
673 40 382000|Train [H)OCH) (HDIHDIH]
. C1(=C(C(=C2C(=C10[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H))OCHN[FNHNOCTHN 14980632
orap 4 395000]Train 1) [HDOCHDIHDHDIHDHDIHDOIH]
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675 2 439000|Train ;&é;[g](ﬁg)(ﬁg{(;]c1[H])OC(=C(C2=O)C(=O)OC([H])([H])[H])C3=C(C(=C(C(=C3[H])[H])O[H] 14980632

76 i3 502000 Train C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)[HDORDIFNIHDFNIFDH] 14980632

P so000Tan | G0 OO CTMDOCCIC=OTIC3=CCCICCaF NI DN | 14980632

ool roo00ran |G CC eI CTN G OC(=CC2=O ) 3=CCCCC NG DD | 14990632

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC(H])(HDIH]) C3=C(C(=C(C(=C3[H)HDN(H 14980632

oo %6 8100001Train || [H)HDIHDIHDIHDIH]

580 e 976000 Train C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3H)HN OIS C(CTHDIHDIHI 14980632
CHDHDIHDCH)HDHD(CHDAHDIHDCAHD(HIHDHDIHDHHDOIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)O[H])C3=C(C(=C(C(=C3[H)[H)OHNHNIHDIH 14980632

681 48 1032000(Train DIHDOCH)HDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H))OCH)IHDHNOHNOC( 14980632

S B 1272000)Train ) (HDH)IHDIHDIHDOLH]

C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H) OCHN{HDIHNOISI(C(C( 14980632

683 50 1530000[Train ~ |H)(HDHD(CAHDAHDIHDCAHDHDIHN(CIHDHDIHDCAHD AHDIHDOCHD HDHDIHDHD
HDO[H]

C1(=C(C(=C2C(=C1[N+](=0)[0-)OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H]HDIN+](=O)[O- 14980632

684 51 1565000|Train DIHDHNDHDIN+](=O0)[O-])O[H]

685 52 1596000|Train ](i[ﬁ]z);;(]c(=C2C(:Cl[H])OC(=C(C2=0)C(=0)0[H])C3=C(C(=C(C(=C3[H])[H])O[H])[H])[H])[H 14980632

. C1(=C(C(=C2C(=CIN(H][H)OC(=C(C2=0)[H])C3=C(C(=C(C(=C3H)HDNIHDIFDIHDIFD 14980632

686 53 1621000(Train OCH)IH)HDHDIH]

. C1(=C(C(=C2C(=C1[N+](=0)[O-]) OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[HDHNIN+]EO)[O- 14980632

687 54 1876000(Train DIHDHDHDH)O[H]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H]) (HD[H])C3=C(C(=C(C(=C3[H])OC(H)( 14980632

0% %5 |2O00000ITAN |pH)OCHH(HDHDOCIH(HHDIHDIHHDIH]

589 1 aalraim N1=C(N=C(C(=CL[H])C(N(C2=C(C(=C(C(=C2C([HN[HNHDHDIH) C(N(C3=C(C(=C(C(=C3 18083554
F)CR)ERIHDHHDH)=0)HDH)=OIN(CH)HDHDIHDN(CHD(HDIHDIH]

590 1 4200 Train 01C2=C(C(=N1)C3=C(C(=NC(=N3)N(C4=C(C(=C(C(=CAC(H] (HNHDHDIHNOIFDIRDIFD 16997556
[M)IHDC(=C(C(=C2H)HDIHDIH]

oL 1 5800 rain 01C2=C(C(=N1)C3=C(C(=NC(=N3)N(C4=C(C(=C(C(=CACH)(HDIFNIRDIFDNIHNIFDH] 16997556
JHDH)HDC(=C(C(=C2[HHDHDIH]

592 s o3l raim N1C2=C(N(C=1[H])C3=C(C(=NC(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIFDIHDOHDIFNL 16997556
HD[HDIHDC(=C(C(=C2[H)HDH)IH]

503 . oalraim N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIHDIHDOHDIFNL 16997556
HD[HDIHDC(=C(C(=C2[H)HDH)IH]

. N1C2=C(N(C=1[H])C3=C(C(=NC(=N3)N(C4=C(C(=C(C(=C4C(H) (MDRDIFNIRDOCIHN 16997556
b4 ¢® >10000]Train | ) [HDHDIHDIHDIHDC(=C(C(=C2HDHDIHDIH]

595 . —200rain N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)(MNRDIFNIFDOCIHN 16997556
HDHDIHDHDIHDH)C(=C(C(=C2IHDHDIHDH]

59 s s664lTrain N1C2=C(N(C=1[H])C3=C(C(=NC(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIFNIHDCEON{ 16997556
HD[HDIHDHDIHDH)C(=C(C(=C2HDHIHDH]

o7 s 6640 Train N1C2=C(N(C=1[H])C3=C(C(=NC(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIHNHDN(C(EO)C 16997556
((H)(HDHDIHDHDHDHDIHDC(=C(C(=C2HDHDH)IH]

. N1C2=C(N(C=1[H])C3=C(C(=NC(=N3)N(C4=C(C(=C(C(=CAHNH)HDOMHDIFNIHDIHNIFD) 16997556

698 6 >10000|Train C(=C(C(=C2[H)HDHIH]

. N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)((MDIRDIFNIFDF)HDIFNL 16997556

S >10000]Train | ) [HDC(=C(C(=C2AHDHDIHDIH]

. N1C2=C(N(C=1[H])C3=NC(=NC(=C3[H])N(C4=C(C(=C(C(=C4C(H])((FNIHDFNIF) OIFDHI 16997556

o 8 >10000]Train | [HDIH)C(=C(C(=C2IHHDHDIH]

o1 . 1286|Traim N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIFNIHDOHDIFNL 16997556
HD[H))C)C(=C(C(=C2[HHDH)IH]

. N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIFNIHDOHDIFNL 16997556

T2 1ea 294Train | H[HDN(HDH)C(=C(C=CRHDHDIHDH]

203 12 —olraim N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIFNIHDOHDIFNL 16997556
HDHDN(CHDIHDHDIH)C(=C(C(=C2[HDHDHDIH]

—0a 12 S —_— N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIFNIHDOHDIFNL 16997556
HDHDN(CHDAHDIHDCIHD(HDIHDC(=C(C(=C2HHDHDIH]

705 12d 71|Train N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC(H])([HNHNHNH)OHNIHNI 16997556
HD[H)OCH)(HDIH)C(=C(C(=C2[H)HDH)IH]

706 12e 137|Train N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C([H])(HN[HDIHNHNOIHNH]I 16997556
HD[H)N5C(C(OC(CS(HDH)HDHDHDHD HDH) C(=C(CC2HDHIHDH]
N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDHNIHDOHDIHNL 16997556

707 1f 3[Train  [HDIHDNSC(CIN(C(CSHDIHDHDIHDCHDHDIHD (HDHD HDIHD C(=C(C(=C2IHDHDIHD
H]

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC[HD(HDHNHNHNOMHNHDL 16997556
708| 129 3[Train  |HDIHDOC(CINSC(COC(CS(HDIHNHDIHNIHDIHDHDIHDHDIHDHDIHNC(=C(C(=C2[H)

(HDIHDH]

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H) ((MNIRDIFNIRDOCIHN 16997556
700|  12h 867[Train  [HDIHDIHDIHDIHDOC(CINSC(C(OC(CS(HDIHDHDIHDHDIHDHDIHDHDIHDHDHNC(=C

(C(=C2HDHDIHDIH]

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC[HD(HNHNHNMHNOMHNHDL 16997556

700 12i 17|Train  [HDIHDN(C(CINSC(COCCSHNHNHNIHDHDIHDHNIHDHDIHDHIHDIH C(=C(C(=C
2HDH)IHDH]

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C(H)(HDHDIFNIHDOHDIFNL 16997556
m| 12 65[Train  |H)IH)OC(C(NSC(CN(C(CS (D HNHNCAHDHDIHDHDIHDHDHDHDHD (HDHC
(=C(C(=C2H)HDHDIH]
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712

12k

w

Train

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC(H]([HDIHNHNHNOHDIHDI
HDHDN(CCNCHDHDIHDCHDHDHDHDIHD[HDHDIHD C(=C(C(=C2[HNHNDHDIH]

16997556

713

121

a4

Train

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC([H])(HNHDHNH)OHNH]I
HDHDN(C(CCNCHDIHDIHNCHDAHDIHDAHDIHD(HDIHD(HDIHDHD C(=C(C(=C2[H]I
H][HD[H]

16997556

714

12m

130

Train

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC(H)(HDHNHNHNOHNH]I
HD[HDN(C(C(CNSC(C(N(C(CS(HDHD (HDHDIHD (HDHD(HDIHD (HDHD(HDIHD (HDIHDI
H)C(=C(C(=C2[HDIHNIHNH]

16997556

715

12n

45

Train

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC([H])(HNHDHNH)OIHNH]L
HDHDN(C(CINSC(CN(C(CS(HNHD(HDIHN CAHDAHDIHD(HDIHDAHDIHD (HDIHD (HDIHDI
H])C(=C(C(=C2[H])[HD[H][H]

16997556

716

120

165

Train

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC(H)([HDIHNHNHNOHNH]I
HDHDN(NSC(CN(C(CSHDHD(HDIHD CHD(HDIHD(HDHD(HDHDIHD C(=C(C(=C2[H]I
HDHD(H]

16997556

717

12p

519

Train

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=C4C([H])(HNHDHNH)OIHNH]I
HDHDNNSC(C(OC(CS(HNHN(HDIHD[HDIHD (HDIHDIHD C(=C(C(=C2[HDIHDIHNH]

16997556

718

12q

43

Train

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC(HN(HDIHNHNHDOHNIHNI
HIH]C(C5(C(CN(C(C5(HDHDHDHDCCHD(HDIHD(HDHD(HDHDHD (HDIHD C(=C(C(
=C2[HHNHNH]

16997556

719

12r

333

Train

N1C2=C(N(C=1[H])C3=NC(=C(C(=N3)N(C4=C(C(=C(C(=CAC([H])(HDHN[HNHNOMHDIH]I

HDHNC(C(C(CS(C(CNC(CEHDHD(HDIHDIHD (HDIHD(HDIHDIHD (HDIHD(HDIHDHDIH]
)C(EC(C=C2HDIHNHNH]

16997556

720

1600

Train

C1(=C(C(=C(C(=C1[HHDC(C@@](CIN(C@I(C(N([C@](CIN([C@](C(=O)N(C([H]([HD[H]
JHD(C@@(C(HD([HDHD(C(CAHDHDHD (HNHDHDHDIHD)=0)(C(C(C(=O)O[H])([HDH]
(HDHDHDIHD=0)(C(C(C(=O)OHD((HNIHDIHNHDIHDIHD=O)(N(C(=O)C(HN (HDIHDIHNI
H)((HD[HDHD[H)OP(=0)(O[H])O[H]

11992778

721

1600

Train

CL(=C(C(=C(C(=CLHDHNCIC@]IN(C(C(HD(HNH])=O)H))(C(=O)N([C@]2(C(C(C(N3N(
€2=0)[C@@](C(C(C3(HDHN(HNHDIHDHN(C(=ON(IC@@](C(=O)N(C(H])(HNIHDIHN(
C@NCCAHNHDIHDAHDIHN(CHDAHDHDIHDIHDIHDHD=O)(HDIHD (HDIHDHDHDIHD(
H][HD[HD[H)OP(=0)(O[H])O[H]

11992778

722

20

1500

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N([C@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[HD(H
DHD(HDHN(C(=O)N(C(C4=C(C(=C(C(=CAHDHN HDHN HD(HDHN HDIH])=O) ((HNHD(H
DIHDHDIHD=O)N(C=O)CHN (HDIHDIHDHD(HDIHNHDIH) OP (=0)(O[HN)O[HNH]

11992778

723

21

400

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N([C@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[HN(H
DHDHDHN(C(=O)N(C(C4=C(C(=C(C(=CAHDHN CHIHDIHN (HDHDIHDH])=O)[HDIHN/([H]
YHDHDHD=O)N(CE=O)CHN (HDIHDIHDIHD(HDIHNHNHD OP (=O)(O[HN)O[HNH]

11992778

724

22

10000

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N([C@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[H](H
DHDHDHN(C(=O)N(C(C4=C(C(=C(C(=CAHNH]) OHDHNHD(HDHN HDIH])=O) (HNH])(
HDHDHDIHD=0)(N(C(=O)CHN(HDIHDIHDHD(HDIHDHNH) OP (=O)(O[HN)O[HN[H]

11992778

725

23

8500

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N([C@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[H](H
DHDHDHN(CEOINC(CHD ((HDHD(HDIHDHDIHD=O) (HNHD(HDIHDHDIHD)=0)(N(C(=
O)CIHN(HDIHDIHDHDIHDIHNHNHDOP(=O)(O[H])O[H][H]

11992778

726

24

6000

Train

C1(=C(C(=C(C(=C1[H])C([C@@](C(N([C@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3(HNH(H
DIHDIHDHN(CEOINC(C(CHDHDHDIHDHDAHNHDHDIHD=O)(HNHD(HNHDIHDIH])
=O)(N(C(E=O)C(HD (HDHDIHDHDHDIHDHN[H)OP(=0)(O[H])) O[H])[H]

11992778

727

25

1900

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N(IC@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[H](H
DHDHDHN(CEOIN(C(C(C(CHD(HDHD(HDIHD (HDHD(HDHDHDIHD=0) ((HDIHD/([HDI
HDHDHD=0)(N(C(=O)C(HD([HDIHDIHDIHD (HDIHDIHDH) OP(=O)(O[H) O[HNH]

11992778

728

26

1800

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N(IC@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[H](H
DHDHDHN(CEOIN(C(C(C(C(CHDHDIHD(HDHD ((HDIHD (HDIHD ((HDHDIHDHD=0)(H
DIHDIHDHDHDIHD=O)(N(C(=O)CHN(HDIHDIHDHD (HDIHDHDIH) OP (=O)(O[H])O[H]H]

11992778

729

27

1200

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N([C@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[H])(H
DHD(HDHD(C=ONC(C@YC(CHDHDIHD (HDHD(CHDHDIHNHD(HDHDHDIH)=0
)(HDIHD(HDIHDIHDHD=0)(N(C(=O)C(HD(HNHDHDIHD(HDHDIHDIH) OP(=0)(O[H]) O[H]
)H]

11992778

730

29

1600

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N(IC@]2(C(C(C(N3N(C2=0)[C@@)(C(C(C3([HN[H](H
DHDHDHD(C(=OIN(C(CA(C(C(C(C(CAHDHD(HDIHD (HDHD(HDHD (HDHDHD (HN)[H]
YHDHD=O)(HDHD(HDIHDHDHD=O)(N(C(=O)CHD(HDIHDIHDIHD(HDIHDHNHNOP(=O
JO[H)O[H]IH]

11992778

731

30

1100

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N(IC@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[H](H
DHD(HDIHN(C(=O)N(C(CA5C([C@@]6(C([C@@](C([C@](CA(HNHN)(CE(HDIHNHD(HDI
HD(CSHNHNHDHDHDHDAHNHD(HDHDHDHD=O)((HNHD(HNHDHDIHD=O)(N(C(=
O)CHN(HDHDHDHDHDHNIHDHNOP(=O)(O[H)O[H])[H]

11992778

732

31

1900

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N(IC@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[HN(H
DHDHDHD(C(=O)N(C(CAC(=C(C(=C5C(=C(C(=C(C=45)[HNHNHNHDHDIHNHD(HDIH])
(HDHD=O)((HDIHD[HDIHDIHDHD=O)(N(C(=O)C(HDHNHDIHDIHD(HDIHDIHNH) OP(=0)
(O[H])O[H]H]

11992778

733

28

1800

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N(IC@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[H])(H
DHDHDHN(CEOINC(C(CHD HNHDCHDHDIHD CHD (HDIHD ((HDHDIH)HD=0)(H
DIHDIHDHDHDIHD=O)(N(C(=O)CHN(HDIHDIHDHD(HDIHDHDIH) OP (=O)(O[H])O[H]H]

11992778

734

32

1100

Train

CL(=C(C(=C(C(=C1[H])C([C@@](C(N(IC@]2(C(C(C(N3N(C2=0)[C@@](C(C(C3([HN[H](H
DHD([HDHD(C(=O)N(CAC(=C(C(=C5C(=C(C(=C(C=45)[HNHNHDHNHDHNHDIHN[H])=O
)(HDIHD(HDIHDIHDIHD=0)(N(C(=O)C(HD(HNIHDHDIHD(HDIHDIHDIH) OP(=0)(OIH) O[H]

)H]

11992778
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CI(=C(C-C(C(=CIHNC(C@@ICINIC@I2(C(C(C(NAN(C2=O)[C@@I(C(CCAIFMDIH(H| 11992778
sl a3 to0olrran  DFDIHDIHD(C(OINIC@IA(C(C(CEC(=CIC(=C(CA=S)HNHDIHDHD(HDH) (HDH)HDIH
DIHD=0)(HDHD HDHDIHDH=0)(N(C(=O)CH) (HNHDIHDHD (HDHDIHDHNOP(=0)(O
[H)OIH)IH]
C1(=C({C(=C{C(=CIHNC(C@@ICINIC@I2(C(C(C(NAN(C2=0)[C@@I(C(C(CAFDIHN(H| 11992778
S ool trarn PFDHDHD(C(EON(C@@H(C(C@)(CEC(=CIC(=C(CA=S)HPHDIHHD(C(=0)OIH)IH)
((HDIHDIHDIHDIHD=0) (HDIHD (RN HDIHD HD=0)(N(C(=0)CHN(HDIHDIHDIHD (RN IHDIH]
[H)OP(=0)(O[H)OHIH]
C1(=C(C(=C(C(=C1H)C(C@@ICINIC@I2(C(C(C(NAN(C2=0)[C@@I(C(C(CAFDIHN(H| 11992778
I Tsolrran  IFDIHDHD(C(E0IN(C@IA(C(C@@)(CEC(=C(C(=C(CA=5)HNHDIHHD(C(=0)O[HDIH)
((HDIHDIHDIHDIHD=0) (HNIHD (HNHDIHD HD=0)(N(C(=0)CHNHNIHDIHDIHD (RN IHDIH])
[H)OP(=0)(O[H)OHIH]
C1(=C(C(=C(C(=C1H)C(C@@ICINIC@I2(C(C(C(NAN(C2=0)[C@@I(C(C(CAFMDIHN(H| 11992778
el a tooltrar DFDIHDIHD(CEONIC@@H(C(C@@YCEC(=C(C(=C(CA=5)H)HNHDH)(C(=0)O[HI
HD(HDIHDHDIHDIHD=0) (HDHDAHDIHDIHDIHD=0)(N(C(=O)CHDAHDIHDIHDHD AHDIHD
HD[H])OP(=O)(QHDOIH])H]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H])(H)[H])C3=C(C(=C(C(=C3[HNOC(HI) 14980632
739] %6 |>2000000[Train |k H)HDOCEHDAHDIHDIHDIHDIHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H])(H)[H])C3=C(C(=C(C(=C3[HN)OC(HI) 14980632
740 5T |>2000000[Train k) OCH)(HDIHDIHDIHDIHDIHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H])([H)[H])C3=C(C(=C(C(=C3[H[H])OC( 14980632
T S8 |>2000000/Train | cac(c(=c(C=CAHDH)IHDHDIHDAHDIHDHDIHDHDHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H])([H])[H])C3=C(C(=C(C(=Ca[H[H)OC( 14980632
42 59 |>2000000]Train | ca-c(c(=c(C(=CAIHDHIHDHDIHD(HDIHDHIHDHDHDOCIHDAHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H])([H])[H])C3=C(C(=C(C(=C3[H[H])OC( 14980632
T3] 80 |>2000000]Train | ca-c(c(=c(C(=CAIHDHIHDHDIHD(HDIHDHIHDH)OCAHD(HDIHDIH]
744 61 >2000000|Train E]JBE;?(C(=C2C(=C1[H])OC(=C(C2=O)C(=O)O[H])C3=C(C(=C(C(=C3[H])[H])Br)[H])[H])[H])[ 14980632
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)O[H])C3=C(C(=C(C(=C3[H])[H])[N+](=0)[O- 14980632
745 62 >2000000[Train |17y o
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)O[H])C3=C(C(=C(C(=C3[H])[HN)IN+](=0)[O- 14980632
746 88 |>2000000Train ) H)HDIHDOCIHD(HDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)O[H])C3=C(C(=C(C(=C3[H])[H)IN+](=0)[O- 14980632
AT &4 |>2000000]Train ) H)HDOCH)(HDHDIF]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)O[H])C3=C(C(=C(C(=C3[H])[HIN+](=0)[O- 14980632
748 65 >2000000(Train DIHDIHDOHDH)OH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])[H])[N+]=O)[O- 14980632
749 66 >2000000[Train |17y o
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)[H])N+](=0)[O- 14980632
750 67 |>2000000Train ) [HDH)IN+I=0)O-DIH]
751 68 >2000000|Train ](i[ﬁ]:);;(ﬁ[(;]():[i%([ﬁ]:ll'\"'](=O)[O'])OC(=C(C2=0)[H])C3:C(C(=C(C(=C3[H])[H])[N+](=O)[O— 14980632
C1(=C(C(=C2C(=C1[N+](=0)[O-])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)[H])[N+](=0)[O- 14980632
752 69 >2000000(Train  |DHD[H)H)OCH)(HDHDH]
C1(=C(C(=C2C(=C1[N+](=0)[0-)OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H]HDIN+](=0)[O- 14980632
753 70 >2000000|Train DIHDHNOCIHD(HNIHDIHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])[H])OC(C4=C(C(=C(C(=C#4 14980632
o 1928000)Train | [H)(H)IHDIHDIHDAH)IHDHDIHDHDIHDOLH]
. C1(=C(C(=C2C(=CLOC(H])([HNH])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)OC(HNTHDH 14980632
TS| T2 |>2000000]Train ) ocHDH)IHDOCH) (HDHDIHDHDIHDOCIHDAHDIH]
C1(=C(C(=C2C(=C10[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H))OCHN[HNHNOISI(C( 14980632
756| 73 |>2000000{Train  [HI(HDIHDCAHNHDIHDCCAHDIHDIHDCHDAHDIHDCAHDHDHDOCTHDAHDIHDIHDL
HD[HDO[H)
C1(=C(C(=C2C(=C10C(=0)C([H])(HDH])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC(HI)( 14980632
7571 74 |>2000000{Train  |[HDHDOISICAHNHDIHN(CAHDHNHDCCIHDIHDHDCAHNAHDIHNCAHNHNIHNOC(
HD(HDHDHDIHDH)OC(=0)CAHD(HDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)OC(HNIHDIH)OC(H)(H 14980632
785 |>2000000]Train pijocH)(HDHDIHDH)OCIHD(HDIHDH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)OC(HNIRDIH)OC(H)(H 14980632
796 |>2000000]Train pijocH)(HDHDIHDH)IHDOLH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)OC RN HNIHNOMHNOC( 14980632
760 T |>2000000Train |y ) [HDHDIHDH)OCE=0)CIHD(HDIH]
C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)OC(H)(HDIFNOISI(C{H] 14980632
761] 78 |>2000000{Train  [)HDIHD(CAHDHDIHDCCAHNHDIHDCHDAHDHDCIHDHDIHDOCHD HDHDIHDIH])
HDOC(=0)C(HD(HDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC([HD(HDHDOCIHI)(H 14980632
o2l 719 |>2000000]Tran lpi)ocH)(HDHDIHDHDIHDOCIHD(HDH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC([HD(HD[HDH]DOC(H] 14980632
73] 80 |>2000000[Train ) Hp(HDHDHDIHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])[H])OC(C4=C(C(=C(C(=C4| 14980632
o4l 8L |>2000000[Tran ) HDHDIHD(HDIHDIHDIHDOMHDHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H])([H)[H])C3=C(C(=C(C(=C3[H])[H)OC( 14980632
75 82 |>2000000/Tran |y H)[HDHDIHDIHDIHDH]
266 o3 2000000l Train E}l)ﬁ;EE]():[lcjlz)E:H(]:cuH])OC(:C(c2:0)C(:0)0(:([H])([H])[H])03:C(C(:C(C(:c3[H])[H])Br)[ 14980632
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC(H])([HN[H])C3=C(C(=C(C(=C3[H])[HI)[N+]( 14980632
767 84 >2000000|Train =O)[O-])[H])[H])[H])[H])[H]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC(H])(H)[H])C3=C(C(=C(C(=C3[HNHDIN+I( 14980632
78] 8 |>2000000]Tran |-0)(0-DH)HDHDIHDOCEHDAHDIH]
. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC(H])(H)[H])C3=C(C(=C(C(=C3[HNHDIN+I( 14980632
79 8 [>2000000[Tran |-0)(0-DH)HDHDOCAHD(HDIHDIH]
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C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC(H])(HD[H])C3=C(C(=C(C(=C3HNIHDIN+I( 14980632
_ =0)[o-

70 87 | >2000000iTraIn ) OC(CA=C(C(=C(C(=CAMDIHNIHDIHDIHD (HDHDIH) OC(C5=C(C(=C(C(=CS[HDIH]
JHDHDHD(HDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)O[H])C3=C(C(=C(C(=C3[H)) OCHNHDIHNO 14980632

T 8 |>2000000/Train oy (H)HDOCHDAHDHDIHDHDIHDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)O[H])C3=C(C(=C(C(=C3HNOCIHNHDFNIHI 14980632

Tr2] 89 |>2000000/Train o) (HDHDHDHDIHDH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)O[H])C3=C(C(=C(C(=C3[H)OCHNHDIFNO 14980632

T3] S0 |>2000000/Train |Gy H)HDHDIHDHDIHDH]

774 91 >2000000|Train ;ﬁ%iﬁﬁﬁ)ﬁ;&c1[H])OC(=C(C2=0)C(=0)0[H])C3=C(C(=C(C(=C3[H])[H])OC([H])([H])[H] 14980632

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC(HN)[HDIH])C3=C(C(=C(C(=C3H)HDOHI 14980632

TS| 92 |>2000000/Train |y H)HDHDOCH)(HDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC(HN[HDIH])C3=C(C(=C(C(=C3H)HDOHI 14980632

776l 93 |>2000000[Train k) H)HDOCIHDAHDIHDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC(H]) [HDIH])C3=C(C(=C(C(=C3HNHDN(C( 14980632

T %4 |>2000000/Train |- 6)oH(HIHDHDIHDHDIHDH)OCIHD(H)IH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H])[HDIH])C3=C(C(=C(C(=C3HNHDN(C( 14980632

T8 95 |>2000000/Train |- 6)c(H(H)IHDHDIHDHDIHDOCH)(HDHDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])[HDIN+](=O)[O- 14980632

719 %6 |>2000000Train | ) H)HDIHDOCIHD(HDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)[HDIN+(=O)[O- 14980632

7801 o7 |>2000000Train | ) H)HDOCH)(HDHDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)[HDIN+](=O)[O- 14980632

781 98 >2000000(Train DIHDIHDOHDH])OH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)[HDIN+](=O)[O- 14980632

782 99 |>2000000[Train ) HDH)IN+I=0)O-DOIH]

. C1(=C(C(=C2C(=C1[N+](=0)[O-])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[HDHNIN+]=O)[O- 14980632

783 100 >2000000(Train DIHDIHDOHDHDIH]
C1(=C(C(=C(C(=C1HNC(C@@ICINC@I2(C(C(C(NAN(C2=O)[C@@I(C(C(CAFDIHN(H| 11992778

Y] sooolrran  HDIHDHD(CEON(C@M(C(C@I(CEC(=C(C(=C(CA=B)HIHNHDIHI(C(=O)OHDIHI(
HDHDIHDHDIHD=O) HIHDHIHDHDIHD=0)N(C=0)CAHDHDIHDHDIHD (HDIHD DI
H)OP(=0)(O[H))O[H)[H]
C1(=C(C(=C(C(=C1H)C(C@@ICINIC@I2(C(C(C(NAN(C2=0)[C@@I(C(C(CAIFDIHN(H| 11992778

B solran DHDIHDHD(CEON(C@@IA(C(C@I(CEC(=CIC(=C(CA=5)HNH)IHDIHD(C(=0)O[HDIH)
((HDIHDIHDIHDIHD=0) (HDIHD (HDHDIHD HD=0)(N(C(=0)CHNHNIHDIHDIHD (RN IHDIHY
[H)OP(=0)(O[H)OHIH]
C1(=C(C(=C(C(=C1H)C(C@@ICINIC@I2(C(C(C(NAN(C2=0)[C@@I(C(C(CAFDIHN(H| 11992778

W ssoolrran  IHDIHDHD(C(EOIN(C@IA(C(C@@)(CEC(=C(C(=C(CA=5)HNHDIHHD(C(=0)O[HDIH)
((HDIHDIHDIHDIHD=0) (HDIHD (RN HDIHD H)=0)(N(C(=0) CAHNHNIHDIHDIHD (RN IHDIH])
[H)OP(=O0)(O[H)OHIH]

I rrolrram  |CHENCENC(=CIH)H)N(C2=C(C(=C(C(=CR)OCIHHDIHDOCHNGFINOCHI| 15032728
H[HDIHD[H))C3=C(C(=C(C(=C3[HDHDIHDHDIH]

288 5 504l Train C1(=C(C(=C(C(=C1[H])N(C2=NC(=NC(=C2[H])[H)N(C3=C(C(=C(C(=C3[H))OC(H (HD[H] 15032728
OC([H)(HDH)OCHD(HDIHDHDIHDIHDIHDIHDIHDIH]

289 s 502l Train C1(=C(C(=C(C(=C1[H])C(C2=NC(=NC(=C2[H])[H)N(C3=C(C(=C(C(=C3[H))OC(H (HD[H] 15032728
OC([H)(HDH)OCAHD(HDIHDIHDIHDHDIHDIHDHDIHDIH]

790 . 125 Train C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H))N(C3=C(C(=C(C(=C3[H))OC(H)(HDIH]) 15032728
OC(H)(HDH)OCIHDHDIHDHIHDHIHDH)IH]

o1 . 2605|Train C1(=C(C(=C(C(=C1[H])S(C2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H)OCTHNHNIH] 15032728
OC(H)(HDH)OCIHD(HDIHDIHDIH)(=0)=O) HHIHDIH]

792 15 1300|Train 0=C(C1=NC(=NC(=C1[H])[H])N(C2=C(C(=C(C(=C2[H])OC([H])([HD[H))OC(H])([HD[HDOC([ 15032728
HD(HDIHDHDIHDC3=C(C(=C(C(=CaHIHDHDIHDIH]

793 17 523|Train C1(=C(C(=C(C(=C1[H])OC2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H])OC([H])([H])[H]) 15032728
OC(H)(HDH)OCIHD(HDIHDHIHDHIHDH)IH]

704 18 1300/ Train C1(=C(C(=C(C(=C1[H])SC2=C(C(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H)OCTHNHNIH] 15032728
OC([H)(HDH)OCHDHDIHDIHDIHDIHDIHDIHDIHDIH]

705 1 o1lrain C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H))OC(H)(HDIH]) 15032728
OC([H)(HDH)OCIHD(HDIHDIHDIHDOCIHD(H)IHDIHDIHDIH]

296 20 w3l Train C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H))N(C3=C(C(=C(C(=C3[H)OC(H)(HDIH]) 15032728
OC([H)(HDH)OCIHD(HDIHDIHDIHDH)OCH)HDHDIHDIH]

207 o ~oltrain C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H))OC(H)(HDIH]) 15032728
OC([H)(HDH)OCIHD(HDIHDIHDIHDHDIHDOCIHDAHDIHDIH]

798 22 32|Train C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H])OC([H])([H])[H]) 15032728
OC(H)(HDH)OCIHD(HDIHDHIHDH)BAMHDIH]

709 23 o5\ Train C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H)N(C3=C(C(=C(C(=C3[H))OC(H)(HDIH]) 15032728
OC(H)(HDH)OCIHD(HDIHDHIHDHDIHDBN(H]

800 s 135 Train C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H)OC(H)(HDIH]) 15032728
OC([H)(HDH)OCAHDHDIHDIHDIHDIHD C#N)H)[H]

801 2 S — C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H))N(C3=C(C(=C(C(=C3[H))OC(H)(HDIH]) 15032728
OC([H)(HDH)OCIHD(HDIHDHIHDH)C(=O)OHDIHDIH]

802 26 56(Train C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H])OC([H])([H])[H]) 15032728
OC([H)(HDH)OCHD(HDIHDIHDIHDIHDC(=0)OC(CAHD(HIHD(HIHDH)IH]

803 27 84|Train C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H])OC([H])([H])[H]) 15032728
OC([H)(HDH)OCHDHDIHDIHDIHDIHD C(=0)ON(HIHDIHDIH]
C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H][H))N(C3=C(C(=C(C(=C3[H)OC(H)(HDIH]) 15032728

soa| 28 alTrain  |OCAH(HIHDOC(CNAC(C(C(CATHDIHDHDIHDHDIHDHDIHDHDIHD(HDHDIHDHDL
HDOC(HD(HDIHDIHDIH]
C1(=C(C(=C(C(=C1[H])SC2=NC(=NC(=C2[H])[H])N(C3=C(C(=C(C(=C3[H)OC([HN(HDIF] 15032728

8os| 29 3[Train  |OC{HD(HNIHDOCCN(CCAHNHNIHDHNIHDC(CAHDHDIHDHDHDHDHD HDHDIH]
JIHDH)OCH)(HDHDIHDIH]
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. C1(=C(C(=C(C(=C1[H])C(IC@@](OC(IC(=C(IC2=C(C(=C(C(=C2[H][H])O[H) OIHNIHNHIL 17418581

8o ¢© 24000[Train | )=0)(c(O[H) =) HD(HDIHDHDIHDOIHDO[H]

507 . 20000hran _|CLEC(CECCECUHNC(C@@IN(CUC(=C(C2=C(C(=C(C(=C2HDHNOMMDOHNIHIH | 17418581
HD=O)[H])(C(OH)=O)HD(HDIHDH)IHDOIHDO[H]

006 . 21000hran|CLEC(CEC(C(=CLHNC(C@IN(CUC(=CUC2=C(C(=C(C(=C2AHNHOHDOIIHDIHDIHD| 17418581
=0)[H])(C(O[HD=O)[H)) (HDHIHDH)OH)OIH]

ool o 15000l mram | CLEC(C(=C(C(=CLM])C(IC@ @](OC(C(C(C2=CIC(=C(C(=CAMIFNOINOHDIFNIHDIFD| 17418561
((H)IHD=0)(C(O[H)=O) HD(HIHDHIHDOIH)O[H]

a0l 4 12000l mram | CHEC(CEC(C=CAHCIC@@IN(C(C(C(C2=C(C(=C(C=C2RNHDOHDONIHDAFNIHI| 17418561
)(HDIH)=0)HD(C(O[HD=0)H)(HDIH)HDIH)OIHDOIH]

811 10 71000|Train C1(=C(C(=C(C(=C1[H])C([C@@](N(C(/C(=C(/C2=C(C(=C(C(=C2[H])[H])O[H])O[HN)[HD[HNL 17418581
HD=O)[H])(C(OCHD(HDIHD=O)H)HDHDIHDHOH)OLH]

o T w2000k |CLEC(C(=C(C(=CAH)C(C@@)(N(C(C(C(C2=C(C(=C(C(=CHNHNOHDOIFDIFNFDIF| 17418581
)HDIHD=0)HD(C(OCHDHDHD=O)HD(HDIHDHDIH)OMHDOIH]

o 21000k |CLEC(CEC(C(=CIH)CIC@@)N(C(C(C2=C(C(=C(C(=C2IH)OHDOHNIHDIFD(HDIFD=| 17418561
O)HD(C(OCH)(HDIH)=O)HD(H)IHDH)IHDOIHDO[H]

I 10000l mram | CLEC(C(C(C(=CAIHICC@@IN(C(C2=C(C(=C(C(=C2AHDHOM)OHDIFD=O)FI(C(O| 17418561
C(HD(HDIHD=O)H) (HDHIHDH)OH)OIH]

a1 " 20000lran _|CLEC(C(=C(C=CLHNC(C@@)(OC(C(=C(IC2=C(C(=C(C(=C2HNHNOHNOHDHDHII 17418581
HD=0)(C(OC(H)(HDIH)=O)HD(HDIHDHDIH)OIHDOIH]

816 15 91000|Train C1(=C(C(=C(C(=C1[H])C([C@@])(OC(/C(=C(/C2=C(C(=C(C(=C2[H])[H])O[H])O[HN)[HD)[H]I 17418581
H]=0)(C(OC(C(H)(HDH)(HDH)=O) HD(HDIHDHDIHDOIHDOIH]

817 16 145000|Train C1(=C(C(=C(C(=C1[H])C([C@@])(OC(/C(=C(/C2=C(C(=C(C(=C2[H])[H])O[H])O[H])[HD)[H]I 17418581
H]=0)(C(OC(C(CAHD(HDIHD(HDIHD(HDIH)=O)H(H)IHDH)IHDO[HDO[H]

o1 = 110000hran |CLECCECIC(=CLH)C(C@@)(OC(C(=C(IC2=C(C(=C(C(=C2[HNH)OH) OIHDIHDIHI 17418581
H]D=0)(C(OC(C(H)(HDH)(CHDAHDIHDIH)=O) HD(H)IHDH)HDO[HDO[H]
C1(=C(C(=C(C(=C1[H])C(IC@@](OC(IC(=C(/C2=C(C(=C(C(=C2[H][H])O[H) O[FNIHNIHIL 17418581

89| 5 127000[Train  |H))=0)(C(OC(CAHD(MNIHN(CAHDHDHDCIHDAHDH=O)HNHDIHDIHIHDOMHDOIH]
C1(=C(C(=C(C(=C1[H])C([C@@](OC(/C(=C(/C2=C(C(=C(C(=C2[H])[H])O[H])O[HD[HDHDI 17418581

80| 18 >500000[Train  [H])=0)(C(N(C(C(C(C(C(C(=0)OCHNHNIHNHDIHNHDIHNHDIHDHDIHDHIHDIH) =
O)HDHDHDIHDH)OH)OLH]
. C1(=C(C(=C(C(=C1[H])C([C@@](N(C(/C(=C(/C2=C(C(=C(C(=C2[H])[H])O[H])OC(HN(HN[ 17418581

B B9 >S00000]Train | H)H)IHDH)=O)HI(C(OC(H)(HDH)=O)HD(HDIHDHIHDOIHDO[H]

a2 » ~500000ITraim _|CLECC(EC(SECIHNCIC@@IN(C(IC(=C(IC2=C(C(=C(C(=C2[HNH)OCTHNHNHDOL 17418581
HD[HDIHDIH)=O)HD(C(OC(HHDHD=O)HD(HDIHDHDIH)OMHDOIH]

623 o 500000l Tram _|CLEC(C(=C(CECIHNCIC@@IN(C(IC(=C(IC2=C(C(=C(C(=C2HH)OCTHNHNHOC 17418581
((H)(HDHDIHDHDIHD=0)H])(C(OCIHDH)IHD=0)H)(HDH)HDH)OMH)OIH]

824 22 >500000|Train C1(=C(C(=C(C(=C1[H])C([C@@](N(C(/C(=C(/C2=C(C(=C(C(=C2[H])[H])O[H])O[HN)[HD[HN[ 17418581
HD=0)[H])(C(OCHD(HDIHD=O)H) (HDHIHDHDOCH)(HDIH)OCTHD(H)IH]

825 23 >500000|Train O(C(/C(=C(/C1=C(C(=C(C(=CL[HD[HDO[HDO[HD[HD[HD[H]D=O)[H] 17418581

826 24 >500000(Train C1(=C(C(=C(C(=C1H]DC(C@@]N(HDHN(C(O[HD=O)H)(HDIHD[HD[HDO[H])O[H] 17418581

827 . 7a00|Trai C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3HNH)N{HNHDIHNH)OHNI 14980632

rain H])O[H]

828 5 13000 Train (li]:li(g[tli_'(]c(=C2C(=C1[H])OC(=C(C2=O)O[H])C3=C(C(=C(C(=C3[H])O[H])O[H])[H])[H])O[H])[ 14980632

829 3 14000|Train g[llg?C(C(:czc(:Cl[HDOC(=C(°2=O)O[H])C3=C(C(=C(C(=C3[HD0[H])O[H])[H])[H])[H])[H]) 14980632

830 4 14800|Train ;1]<=C(C(=C2C(=CllHl)OC(=C(C2=O)[Hl)c3=C(C(=C(C(=cs[H])[H])o[H])[H])[H])O[HD[HJ)O 14980632

831 5 15730|Train (,_:”1 (=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[HNHN)O[HNIHNHNOIHNHDI 14980632

832 . 15730|Train (;]1(=C(C(=C2C(=C1[H])OC(=C(C2=O)[H])C3=C(C(=C(C(=C3[H])O[H])[H])[H])[H])[H])O[H])[ 14980632

PSR 18000l Tram ﬁg;‘;ﬂ%ﬁgjﬁ[ﬁc”HDOC(:C(CZ:O)[HDC3=C(C‘=°(C‘=°3[HD[H]’N‘[HMHD[HD[HDN([HD 14980632

. C1(=C(C(=C2C(=C1[N+](=0)[O-])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H][H)[N+](=0)[O- 14980632

834] 101 |>2000000]Train | HDH)IN+I=0)O-DIH]

. C1(=C(C(=C2C(=C1[N+](=0)[0-])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])[H])[N+](=0O)[O- 14980632

835 102 >2000000(Train DIHDIHDHDOMHDIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)[H])N+](=0)[O- 14980632

836] 108 |>2000000Train )i [HDOHDIN+I(=O)O-DIH]

. C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H)[H])N+](=0)[O- 14980632

837] 104 |>2000000|Train )i [HDN+](=0)O-)OIHDIN+[(=O)O-]

wal 17 S . Ell)([;?(c(=C2C(=C1[H])OC(=C(C2=O)[H])C3=C(C(=C(C(=C3[H])[H])N([H])[H])[H])[H])[H])O[ 1995903
C1(=C(C(=C2C(=C1[H])OC(=C(C2=0)C(=0)OC([H])(H)[H])C3=C(C(=C(C(=CIHDIHNN(C( 1995903

83| 13 |>2000000|Train  |C4=C(C(=C(C(=CAIH)OC(H)IHNH)OCHHN(HNHDOCIHNHNHDH=O)HDHDIHDIH])

[HDIH]
—|Cl(=C{CEC(CECICRN MDA TR FDIFNFDC ) (HDMDN(C(C2=C(N=C(S2)N(| 12798323

Baop ¢t 3200[Train | H)[HDCHD(HDIHD=0)(H]

v w000l |CLEC(CEC(C=CICTRNHIFDIFDCIRDAFDFDIFDCIHD(FDHDN(C(CZ=C(N=C(SDN(| 12798323
C(=0)0C(CHD(HIHD(CHDHDIH)CAHDAHDIHDIHDCHD (HDHD=0)H]

ool 10 T5000lmram | CEEC(C(=C(C(=CACTH) HDIHDHDCAHD(HDIHDHDCAH(HDIHDN(C(C2=C(C(=CaC(= | 12798323
C2[HDSCENINHDIHDIHDIHD=O)[H]
C1(=C(C(=C(C(=C1CHIHDIHNH) CTHDRDIFNIFDCIFD (HDIN(C(C2=C(C(=C3C(= | 12798323

843  5a 290[Train  |C2[H)SC(=N3)N(C(=0)OC(C(HHDIHNCAHNHNIHDCIHD (HDHDIHDHDIHD=O0)[H]
CI(=C(CEC(CECICHN MDA CTHD (HDIFDIHDC D (HDHIN(C(C2=C(C(=C3C(= | 12798323

gaal 11 3230[Train  [C2[H)N(C(=NIN(C(=0)OC(C(HDHDHNCAHDAHDIHD CAHDHNIHDHDHDHDIHD=O)H
]

—|CICC(CEC(CECICR MDA TR RDFDFDC D (HDDN(C(C2=C(C(=C3C(= | 12798323

B 12 >12500]Train | CoHPN(C(E=N3)NHDHDIHDHDIHD=O)(H]

SI 25
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ID (nM) DOI / PubMed
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CI(=C(CEC(C=CICIHN MDA CTHD HDIFDIHDC D (HDHIN(C(C2=C(C(=C3C(= | 12798323

86| 13 7250|Train  |C2[H))OC(=N3)N(C(=0)OC(C(HNHNHN(CHDHDHDCAHDAHDIHIHDIHDIHD=O)H]
—[CICC(CEC(CECICR MDD TR FDFDFDC ) (HDDN(C(C2=C(C(=C3C(= | 12798323

B 23000/Train | co[H))OC(=N3)NHDIHDHDHD=0)H]
C1(=C(C(=C(C(=CIC(H) MDD CTHD (RDFNIFDCIFD (HDIN(C(C2=C(C(=C3C(= | 12798323

88| 15 >12500[Train  [N2)SC(=N3N(C(=0)OC(C(HNHNIHDCIHIIHDIHNCAHNHNIHDIHDIHDHD=0)H]

— [CIC(CECCECICHN DN TR ARDIFIHDC - (HDHDN(C(C2=C(C(=C3C(= | 12798323
Baop 6 >12500]Train  |N2)SC(=NgNHDIHDIHDIH)=O)H]
C1(=C(C(=C(C(=CICHIHDIANHD TN HDIFNIHDC D (HNHIN(C(=0)C2C(=C(C(=C] 12798323
gso| 17 >12500[Train  [3C=2SC(=N3)N(C(=0)OC(CHIIHDIHICAHNHNHNCHD(HDIHDIHDIHDIHDHDIH]
CI(=C(CEC(CECICRN MDA TR (RDFIFDC D (HDHDN(C(=0)C2=C(C(=C3 | 12798323
851 18 >12500[Train  |C(=C2[HIN=C(S3N(C(=0)OC(C(HNHNIHDCHDAHDIHNCAHNHNIHDHDIHDHDIH]
CI(=C(CEC(CECICIRN MDA CTHD HDIFDIHDC D (HNHIN(C(=0)C2C(-C(C(=C] 12798323
gs2| 19 >12500[Train  [3C=2N=C(S3IN(C(=0)OC(CHIIHNHI(CAHNHNHNCAHD(HDIHDIHDIHDIHDHDIH]
CI(=C(CEC(CECICRN MDA TR (RDFNIFDC ) (HDDN(C(C2=C(C(=C3C(= | 12798323
8s3| 20 4400[Train  |C2C)SC(=NIN(C(=0)OC(C(HNHNIHDCAHAHDIHNCAHNHNHDHDIHDH=O)H]

CI(=C(CEC(C=CICHN MDA CTHD HDFDIHDC D (HDHDN(C(C2=C(C(=C3C(= | 12798323
gsa| 21 >12500[Train  |C2[HSC(=N3)N(C(=0)OC(CHIHNHN(CHDHDHDCAHDAHDIHIHDIHDCH=O)H]

CI(=C(CEC(CECICRN MDA TR (RDFNIFDCIFD (HDDN(C(C2=C(C(=C3C(= | 12798323
gss| 22 5600|Train C2[)l[4])]SC(=N3)N(C(=O)OC(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])[H])C([H])([H])[H])[H])

=O)[H

C1(=C{CEC(C=CICIRN MDA CTHD (HDFDIHDC D (HNMIN(C(C2=C(C(=C3C(= | 12798323
gs6| 23 >12500[Train C]Z;[H]))?C](=N3)N(C(:O)OC(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])[H])OC([H])([H])[H])[

H])=0)[H

. C1(=C(C(=C(C(=CLC([H])(HNIFNH)BOIFDIH)N(C(C2=C(C(=C3C(=C2[H])SC(=N3)N(C(= 12798323

i >12500Train | 0)oc(CqHDHHCIH)HDHDCHDAHDIHDIHDHDIHD=O)H]

g58 5 7olvrain C1(=C(C(=C(C(=C1CIHNHNH)CHDHDIHN(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323
0)OC(CHDIHDIHD(CIHDHDIHDCAHDHDIHDIHDIHDIHD=O)(H]

P ool |CLEC(CECC=CACHD HHDIHDIFDHDCAH)(HDIHDN(C(C2=C(C(=C3C(=C2M)SC( 12798323
N3N(C(=0)OC(C(H)(HDIH)(CHDAHDIHDCIHDHDHDHDIHDH)=0)H]
C1(=C(C(=C(C(=CIC(HI(MDIANHDIANH) C(COIRDHDIHD(HDHDN(C(C2=C(C(=C3C( | 12798323

80|  5e >12500[Train ~ |=C2[H))SC(=N3N(C(=0)OC(C(HNHNIHDCIHNIHDIHNCAHNHDIHDHDIHDHD=0)[H]

. C1(=C(C(=C(C(=C1OHDH)HNIHNC(E0)CHNHNH)N(C(C2=C(C(=C3C(=C2[H])SC(=N 12798323

e of >12500]Train— |3)n(c(=0)0C(CqHDHYIHCH)HDH)CIHDHDHDIHDHDIHD=O)H]
CI(=C(C(=C(C(=C1BNC(HNHNHNCHNHNIHDIHN CAHN(HIHDN(C(C2=C(C(-C3C(=C| 12798323

862|  5g >12500[Train  [2[H)SC(=N3)N(C(=0)OC(CAHNHDIHN(CHD (HDHDCAHDAHDIHDIHDIHDIHD=O)H]

P tolrram |CHECCECCECICTHY FDHDH BN CAH (HDIHDN(C(C2=C(C(=C3C(=CaH)SC(=| 12798323
N3N(C(=0)OC(C(H)(HDIH)CHDAHDIHDCIHDHDHDHDIHDH)=O)H]

a64 5 ao7oltran | CHECCEC(CECIBNHDHDIHDCIH(HDHDN(C(C2=C(C(=C3C(=C2HDSC(EN3N(C(= 12798323
0)OC(CHDIHDHD(CTHDHDIHDCAH)HDHDIHDIHDIHD=O)(H]
CI(=C(C(=C(C(=C1CHI(HDIHNIHDCIHDIHDHDBACARNHHDN(C(C2=C(C(=C3C(=C| 12798323

85| 5 >12500[Train  [2[H)SC(=N3N(C(=0)OC(CAHNHIHN(CHD AHDIHDCAHDAHDIHDIHDIHDIHD=O)H]
CI(=C(CEC(C=CICIHN MDA ST DIHNCAFD RN IFDIFDFDIFDCAHDHDIHDN| 12798323

86| 5k >12500[Train  |(C(C2=C(C(=C3C(=C2[H])SC(=N3IN(C(=0)OC(C(HAHDHI(CAHDHNHNCAHD(HDHDL
HD[HDIHD=O)(H]

P 12500l |CLEC(C(EC(C=CIOCIHNHDFNIFDIHDADOCGH[HDIHIN(C(C2=C(C(=C3C(=C2IH)S| 12798323
C(=N3)N(C(=0)0C(C(HHDIHD(CIHDIHDIHDCAHDHDIHDIHDIHDHD=0)H]
CI(=C(C(=C(C(=C1C(HI(MDIHNH)C(=0)OCIRNHDHNHDCIHNIFDHIN(C(C2=C(C(H 12798323

ges|  5m 3120[Train E:3]C<=<:2[H])SC(=N3)N<<:(=0)OC(C([H1>([H1)[H1><<:([H1><[H])[HDC([H])([H])[H])[H])[H])[H1)=O>
H

wol o soolrran | CLECICECCECIBNH D FNIHDIHNCIHD (FDIHDN(C(C2=C(C(=C3C(=C2IH)SC(=| 12798323
N3)N(C(=0)OC(C(H)([HDH)(CIHDAHDIHDCIHD(HHDHIHDH)=O)H]
C1(=C(C(=C(C(=C1C(HI(HDIHNH) COMHNHNHNHNCIHN (HDIHDN(C(C2=C(C(=C3C( | 12798323

870 5o 310[Train  |=C2[H))SC(=NN(C(=0)OC(C(HNHDIHNCIHIIHDIHD CAHNHDIHDIHDIHDHD=0)H]
CI(=C(CEC(C(=CICRMDIANM)C2=C(C(=C(C=C2HNHDFNHDFNHDCIFDGHDF]| 12798323

71|  sp 9650|Train  [JN(C(C3=C(C(=CAC(=C3[H)SC(=N4N(C(=0)OC(CAHN(HNHN(CHDHNHDCHDIHDIH
DHDIHDH)=O)H]

ool 7 ool |CHEC(CECIC(=CICTHRY DD CIHDARDIHDIFCAHD(RDIHDN(C(C2=C(C(=CaC(= | 12798323
C2[H)SC(=N3N(C(=0)C(H)(HDHDIHDHDIHD=O0)H]

el 12500k |CLEC(CECCECICRN AN CAHD HRDIHD CTRDAFDHDN(C(C2=C(C(=CaC(= | 12798323
C2[H)SC(=N3)N(C(=0)CA=C(C(=C(C(=CAHHDH)HDHDIHDHDIHD=O)[H]

ol ool |CLECICEC(CECICRNHDIHDIHDCIHD HHDIHDCHD (H)HDN(C(C2=C(C(=CaC(= | 12798323
C2[H)SC(=N3N(C(=0)C(CHD(HDIHD(C(H) (HDHIHDHIHDH)=O)[H]

P solram |CLEC(CECCECICRNHHDH)CHDHDHDIHDCHD(HDHDN(C(CZ=C(C(=CaC(= | 12798323
C2[H)SC(=N3N(C(=0)CAC(CAH)HD(H)HDHDIHDHDIHD=0)H]

ool 7 ol |CLEC(CECCECICHNHDHDIHDHDIADCAHD(HDIH)N(C(C2=C(C(=C3C(=CaIHNSC( 12798323
N3)N(C(=0)CA(C(CATH)HD(H)HDH)HDH)HD=0)H]

P rs00lrram | CHEC(CECC=CACH)AHNHDHHDIHDCHD (H)HDN(C(C2=C(C(=CIC(=CAMDSC(H 12798323
N3N(C(=0)C(CIHD(HDIHD(C(H)(HDHDHDHHDH)=O)[H]

o8 7g e |CLEC(CECCECICHDAHIHDIHDIHDIHDCH) (HDH)N(C(C2=C(C(=C3C(=Ca[HNSC( 12798323
N3N(C(=0)[C@IA(C(C@IA(CH)IHDHDHDHDIHDHHDHDIHD=O)H]
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879 n oltrain  |CLECCECCECICHHDHNHDCHN (HDHIN(C(C2=C(C(=C3C(=C2HNSC(=N3)N(C(= 12798323
0)CA(C(CAHHD(HHDHHDHDHD=O)H]

850 . s66ltram  |CLECICEC(C(=CLODHNHDHNCAHNHDHDN(C(C2=C(C(=C3C(=C2H)SC(=NIN(C(= 12798323
0)CA(C(C(CATH)HDHDHD(H)HDHDHDHDIHD=0)H]

a81 - 7ol tran |CLECICECCECLONH)HDH) CAHNHDHDN(C(C2=C(C(=C3C(=C2H)SC(=NIN(C(= 12798323
O)[C@A(OC(C(CATH)HDHDHD(HDHDHDHDH)IHD=O0)H]

882 7 sos|tram  |CLEC(CEC(C(=CLENHNHDIHNCAHNHHDN(C(C2=C(C(=C3C(=C2[H)SC(=NIN(C(= 12798323
0)C(CA=C(C(=C(C(=CACHD(HDIHDHDIHDHDIHD(HDIHDHDIHDH)=O)H]

083 , A rain (C:)l(=C(C(=C(C(=C1CI)[H])[H])[H])C([H])([H])[H])N(C(C2=C((E(=C3C(=C2[H])SC(=N3)N(C(= 12798323

)[C@J4(C(C@A(CH)HDIHDIHDAH)HDH)HDH)HD=O0)H]
C1(=C(C(=C(C(=CICHHNHNHNCHD{HNHNN(C(C2=C(C(=C3C(=C2[H])SC(=N3)N(C(= 12798323
ssal  7m 27|Train  |0)[C@J4(C(IC@4(C5=C(C(=C(C(=CSIHNHNHDIHDIHDIHD AHDHDIHDHDIHDH)=O)[H]

a85 n 237 Train C1(=C(C(=C(C(=CLCIHNHNH)CHDIHNH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323
o)c@(c@@](CATHDH)CIHDIHDIHDHDIHDHDHDIH)=O)H]

286 0 a5|Tran C1(=C(C(=C(C(=CLCIHNHNH)CIH){IHDH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323
0)C(CAC(CATHDHDAHDHDIHD(HDIHDHDHDIHD=O)(H]
C1(=C(C(=C(C(=CLCIHNHNH])CIHDHNH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323

8s7|  p 7|Train ]c>)[<:@14(c<[C@14(c<N<C([H1>([H])[H1>c<[H])([H])[H])([H])[H])[H])([HD[H])[H])[H])[H])[H1)=O)[H

a88 7 alrain C1(=C(C(=C(C(=C1CHHNHNHNCIHD{HNHNN(C(C2=C(C(=C3C(=C2[H])SC(=N3)N(C(= 12798323
O)[C@4(C(C@IA(C(OHD(HHDH)HDHDHDHHDH)=O)H]
C1(=C(C(=C(C(=CICHHNHNIHNCH)HNH)N(C(C2=C(C(=C3C(=C2[H])SC(=N3)N(C(= 12798323

sso|  7r 11{Train 5{)[3{@>]};t{c}()[ca?[]:]<cqc@15(N(c<c<cs<[HJ>[H])([H])[H])([H])[H])[H])[H])([H])[H])[H])([H])[H])[H

H)[H])[H])=0

ool o solrram _|CHEC(CECIC=CICTHYFDIFDHNCIHD RDIFDF)CAHD (RDIFDN(C(C2=C(C(=CaC(= | 12798323
C2[H)SC=NIIN(C(=ON(CHD(HDHDHDIHDHDIHD=O)H]
C1(=C(C(=C(C(=CICHIHDHNH) R (RDHDIFDCH) (HDIN(C(C2=C(C(=C3C(= | 12798323

891 8b 380(Train C2[H])SC(=N3)N(C(=O)N(C4=C(C(=C(C(=CA[HD[HN[HDHNIHDHD[HNHD[H])=O)[H]
CI(=C(CEC(C=CICRN MDA CTHD HDIFDIHDC D (HDHIN(C(C2=C(C(=C3C(= | 12798323

892| 8 1730[Train )c[ngDSC(:Na)N(C(:o>N(c(c4:C(C(:C(C(:c4[H1)[H1)[H])[H])[H])([H])[H])[H])[H])[H])[H]):o

H

sl og w00l |CLECCECCECICIRNHNADIFDCIRDAHDADIFDCIHD(FDHDN(C(CZ=C(C(=CaC(= | 12798323
C2[H)SC(=N3)N(C(=O)N(CA(C(CATHDHDHDIHDIHDHDIHDHDIHD=O)H]
C1(=C(C(=C(C(=CICHIMDIHNHDCHD (RDHDIFNCH) (ADHIN(C(C2=C(C(=C3C(= | 12798323

894l  se 330[Train ]CZ[H])SC(=N3)N(C(=O)N(C(C(C(C([H])([H])[H])([H])[H])([H])[H])([H])[H])[H])[H])[H])[H])=O)[H
CI(=C(CEC(C=CICRN MDA CTHD (HDIFDIHDC D (HNHIN(C(C2=C(C(=C3C(= | 12798323

8os|  8f 70|Train ]CZ[H])SC(=N3)N(C(:O)N(C(C([H])([H])[H])(C([H])([H])[H])C([H])([H])[H])[H])[H])[H])[H])=0)[H

Bc 8 o T TSR N A Sl I

P toolrram _|CHEC(CEC(CECACTH) HDIHDIHHDIHDCHD H)HDN(C(C2=C(C(=CAC(=C2IF)SC(| 12798323
N3N(C(EON(CCIHDIHDIHDCIHDHDHDCHD (HDHDIHDHDIHDHD=0)H]
CI(=C(C(=C(C(=CIC(HI(MDIHNMDIHNH) CIHD (HDHDN(C(C2=C(C(=C3C(=C2[H)SC(H 12798323

8os| 8 go[Train  |N3)N(C(ON(IC@IA(C(CATHDIHCAHDHDIHNCAHNHNIHDHDIHDHDIHDHD=0)H]

899 o asltran |CLEC(CEC(CECLONHNHDIHNCAHNHNHDN(C(C2=C(C(=C3C(=C2[H)SC(=NIN(C(= 12798323
O)N(CA(C(C(C(CATHDIH)HDIH)HDH)(HDHDIHDHDHDH)HD=0)H]

900 o soltran | CLEC(CECCECLENHNHNHNC(HDHNHDN(C(C2=C(C(=C3C(=C2IH)) SCENIN(C(= 12798323
OIN(C(CA=C(C(=C(OAHHDH)HDHDIHDHDIHDH)=O)[H]
C1(=C(C(=C(C(=C1CI)[HD[HDHDCHN(HNIH])N(C(C2=C(C(=C3C(=C2[H])SC(=N3)N(C(= 12798323

01|  8m 19| Train [o>]N(c<c<c(c4:<:(C(:c<C(:c4[H1)[H])[H])[H])[H])([H])[H])([H])[H])([H])[H])[H])[H])[H])[H]):O)

H
. C1(=C(C(=C(C(=CLCIHNHNH)CHDIHDH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323

i 2010]Train | 0)N(CA=C(C(=C(C(ENAYHDHDHDIHDIHDIHDIHDIHD=O0)(H]

003 % ~3125|Train C1(=C(C(=C(C(=CLCINHNHNH)CIH)IHDH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323
O)N(CA=NC(=C(C=NAHDHDHDHDHDHDIHD=O)(H]

004 e 123|train C1(=C(C(=C(C(=CLCIHNHN[H)CH)IHNIH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323
O)N(CA=C(C(=C(C(=CAHDHDPHDHDHDIHDHDIHD=O)(H]

005 8 a7l Train C1(=C(C(=C(C(=CLCIHNHN[H])CHD{HN[H)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323
O)N(C(CA=C(C(=C(C(=CAHDHF)HDIHD(HDIHDHDIHDIHDIHD=O)(H]

006 5 alrrain C1(=C(C(=C(C(=CLCIHNHN[H])CH)IHDH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323
OIN(C(CHD(HIH(CAHDHDIH)CHDHDIHDIHDHDIHDHD=0)H]

007 o 55| Tran C1(=C(C(=C(C(=CLCIHNHNH)CH)IHDH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323
OIN(C@A(C(CATHDHDCIHDAHDIHDCIHDHDIHDHDIHDHDIHDHD=0)H]

008 ot solTrain CL(=C(C(=C(C(=CICHH)HNIHNCH) (HDIHIN(C(C2=C(C(=C3C(=C2H)SC(=N3N(C(= 12798323
OIN(C(CNC(HDHDHDCAHDAHDIHDAHDIHDHDIHDHDHDHDIHD=O)(H]
C1(=C(C(=C(C(=CLCI)HNHNH)CIH)IHNH)N(C(C2=C(C(=C3C(=C2[H])SC(=EN3)N(C(= 12798323

09|  8u 7|Train ED)]I)V[(C]gc([;Z[@?]4(C(C(C(N4C([H])([H])[H])([H])[H])([H])[H])([H])[H])[H])([H])[H])([H])[H])[H])[H])

H])[H])=0O)[H

C1(=C(C(=C(C(=C1CHHNHNHNCIHD{HNHNN(C(C2=C(C(=C3C(=C2[H])SC(=N3)N(C(= 12798323
o108y alTrain  |0)N(CA(C(CN(C(CATHDIHD(CRDHDIHDCAHDHDIHDIHDCAHDHDIHDCAHDHDHD(

HDHDIHDHDIHDHIHD=O)[H]

ol s co000lrram E}l(:C(C(:czc<:c1[H1>C(:Nc:(:N2)[H1)N(cszc«x:c(C(:cslHD[H])[H])Cl)[H])[H])[H])[H])[ 819%1(?91;3)/(?8093626

w4 sooolrram E}l)ﬁgﬁ;gg((:{(;ﬁﬁ)}{)ﬁ}(zNC(:N2)[H1)N(cszc«x:c(C(:CS[HD[H])[H])CI)[H])[HD[H])OC([ 819%1(?91;3)/(?8093627

013 5 1000l Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])OC3=C(C(=C(C(=C3[H][HDIH)CHHDFDOCIHN{| 10.1016/S0960-
HDIH)OCHD(HDIH] 894X(97)00034-8

014 5 2500/ Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])SC3=C(C(=C(C(=C3[H])[HDHNCHIFDIRNOCIHN([ | 10.1016/S0960-
HDIH)OCIHD(HDIH] 894X(97)00034-9

S 27



No. Compound IC50 |Dataset |SMILES Reference:
D (nM) DOI / PubMed
Unique Identifier
) C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])[H)IHDHN[HDHN[HNOC(| 10.1016/S0960-
o 10000)Train | (H)H)OCHDHDIH] 894X(97)00034-10
) C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H][HDIHDHNHNCIHD(H)[ | 10.1016/S0960-

e 8 >100000Train | ) OCqHDIHDIHDOCIH)IHDIH] 894X(97)00034-11

917 9 10000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])OC(H])([H)[H)[H)OC(H]| 10.1016/S0960-
)HDHDHDHDHDOCHD(HDIHDOCIHD(HD(H] 894X(97)00034-12

918 10 500|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])OC(H])(H)[H)OC(H])([H| 10.1016/S0960-
DIHDOC(HDHDIHDHDIHDHDOCHD(HDIHDOC(HD[HDIH] 894X(97)00034-13

919 11 20000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C(C3=C(C(=C(C(=C3[HNHDHNHNIHD(HDIH)[ | 10.1016/S0960-
HDIHDOCHD(HDHDOCIHD(HDIH] 894X(97)00034-14

920 12 10000(Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])[H])H])FP)[HN[HDIH)OC([ | 10.1016/S0960-
HD(HDHDOCIHN(HDIH] 894X(97)00034-15

921 13 50000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=CAC(=C3[H])C(C(CA(HDHD(HDIHD (I 10.1016/S0960-
HDIHDHDIHDHDHDOCIHD(HDHDOCIHD(HD(H] 894X(97)00034-16

922 14 3000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])[H]))O[HD[HD[HN[H])[H)O | 10.1016/S0960-
CHDHDHDOCHD(HDIH] 894X(97)00034-17

923 15 >100000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])[H])N4C(C(OC(CA([H])[H])| 10.1016/S0960-
((HDHD(HDHD HDIHDHDIHDIHDHDOCIHD(HDHDOCIHD(HDIH] 894X(97)00034-18

924 16 10000(Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])[H))OC(H])((HNHDIHD[H] | 10.1016/S0960-
)IHDIHDOCHD(HDIHDOCIHD(HDIH] 894X(97)00034-19

925 17 10000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])[H)OC(H])([H)[H)OC(H]| 10.1016/S0960-
)HDHDHDHDHDOCHD(HDIHDOCIHD(HD(H] 894X(97)00034-20

926 18 >50000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])SC3=C(C(=C(C(=C3[H])[H])OC([H])([HD[H])OC([H])| 10.1016/S0960-
((HDHDHDHDOCHD(HNHDOCIHD(HDIH] 894X(97)00034-21

927 19 >100000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])OC(H])(H)[H)OC(H])(H 10.1016/S0960-
DIHDOC(HDHDIHDHDHDCHDAHDIHDIHDCAHD(HDIH] 894X(97)00034-22

928 20 >100000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])OC(H)(HN)[H)OC(H])(H| 10.1016/S0960-
DIHDOC(HDHDIHDIHDHDOCIHD(HDIHDOC(HDIHDHDOCIHD(HDIH] 894X(97)00034-23

929 21 >100000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)CI)N(C3=C(C(=C(C(=C3[H])OC([H])(HD)[H]))OC(H])([H]| 10.1016/S0960-
)IHDOCIHD(HDHDIHDHDHDOCIHD(HNHDOCIHD(HDIH] 894X(97)00034-24

930 22 10000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])OC(H])(H)[H)OC(H])([H| 10.1016/S0960-
DIHDOC(HDHDIHDHDHDHDHDOCHD(HDIH] 894X(97)00034-25

931 23 >50000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[H])OC(H])(HN)[H)OC(H])(H| 10.1016/S0960-
DIHDOC(HDHDIHDIHDHDHD[HDC! 894X(97)00034-26

932 24 5000|Train C1(=C(C(=C2C(=C1[H])C(=NC(=N2)[H])OC3=C(C(=C(C(=C3[H])OC([H])([HD[H))OC(H])([H]] 10.1016/S0960-
)IHDOC(HD(HDHDIHDHDOCHD(HDIHDOCIHD(HD(H] 894X(97)00034-27

933 25 10000|Train C12=C(C(=NC(=N1)[H])N(C3=C(C(=C(C(=C3[H])OC([H])((HN[H)OC(H])(HN[H)OC(H])(H| 10.1016/S0960-
DIHDIHD[HDC(E=NN2[H])[H] 894X(97)00034-28

) C12=C(C(=NC(=N1)[H])N(C3=C(C(=C(C(=C3[H])OC([H])((HN[H)OC(H])((HN[HNOC(H])(H| 10.1016/S0960-
el S0000[TraN | IHIHDIHDN=C(N2IHDIH] 894X(97)00034-29
C1(=C(C(=C2C(=C1[H])N3C(C(=N2)N(C4=C(C(=C(C(=CACH[HDHNHD)CHD[HD[HD[H])= 11992777
935 12i 238[Train  |C(N=C3[C@@](O[H])(C(C(H)HDHD(CHDIHNHDIHDHDIHNOCIH) (HDHDOCIHD(H]
)IHDIH]
. C1(=C(C(=C2C(=C10O[H])OC(=C(C2=0)[H])C3=C(C(=C(C(=C3[H])OC(H])([HDHNCIH)(H 1800636

i M 828000Train | [H)OCHDAHDIHDIHDIHDHDOIH]

937 2 <8|Train N1=C(N=C2C(=C1N(C3=C(C(=C(C(=C3[H])[H])OC4=C(C(=C(C(=CAHNHNHNHNMHNIHNI 11012021
HDIH)C(=C(C(=C2[HD[HNHDHD(H]

938 3 220\ Train N1=C(N=C2C(=CIN([H)[H))C(=C(N2C(C(H)(HDHD(CHD(HNIHNC(HN(HDHDH)C3=C| 11012021
(C(=C(C(=C3[HD[HNCHIHNIH]IH]
N12[C@13([C@]([C@](C([C@@](N4C5C1=C(C6=C(C=5C7C(=C(C(=C(C4=7)[H])[H])[H])[H] 8557675

939| Staurosporine 3{Train  |)C(N(CB([H])H][H])=0)C8C(=C(C(=C(C2=8)[HN)HNIHNHN(OI)HNHNHD(N(CHD(HDIH]
)IHDHD(OCHD(HDHDHDC(HD(HDIH]

940| Genistein 4500(Train E}l)([;‘]?(CFO)QC(O[H])=C(C(O[H])=C(C=201)[H])[H])C3C(=C(C(0[H])=c(c=3[H])[H])[H])[ 8557675

) C(O[C@@]1([C@](OC([H])([H])[H])(C(=C2C(=C1[H])C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[ 10974196

941) 1063z <S|Train | H)IH)OCA=C(C(=C(C(=CAHNHDIHDHHDIHDIHDIHDHDIHDHD (HDIHDIH]

02| 173952 <sltrain  |C(OIC@@IL(C@)(OC([H])(HD[H])(C(=C2C(=C1[H))C(=NC(=N2)[H)N(C3=C(C(=C(C(=C3[ 10974196
HDIHDOHDHDIHDHDIHDIHDIHD(HDAHDIH]

} N(C(=0)N(C1C(=C(C(=C(C=1[H])C(F)(F)F)[H])[H])F)[H])(C2C(=C(C(=C(C=2[H])[H])C3C4=C] 10974196

943)  1789% <S|Train | (N=C(N=CAN(HHDIH)SC=3CHDHDHDHDHDIH]

. N(C(=0)N(C1C(=C(C(=C(C=1[HD[HDHNC(HN(HDHNHNIH)(C2C(=C(C(=C(C=2[H)[H))C 10974196

o44)  1789%e <S|Train |3Ca=C(N=C(N=CAN(HDH)IH)SC=3H)H)H]IH]

. C1(C2C(=C(C(=C(C=2[H])C(N(C3C(=C(C(=C(C=3[H)[HNHNC(F)(F)FHNHN=O)HDHNC(] 10974196

945]  1789%8 <S|Train | H)(H)IH)=C(CA=C(C(=CAMHIN=CN=CAIHDN(HDIH)IH]

- C(C1C(=C(C(=C(C=1[H])C(N(C2C(=C(C(=C(C=2[H)[HDH] C(F)(F)F)HNIH)=O)H[HDC([ 10974196

o46] 179483 <S|Tran | H)(H)IH](E0)N(CICENC(ENC=3HDN(H)HDIHDIH]

947 180970 <5|Train N1=C(N=C2C(=C1[H])C([C@@](C(N2C([H])([H])[H])=O)(C3=C(C(=C(C(=C3CI)[HD[H])[H])CI 10974196
)IHDHDIHDN(CA=C(C(=C(C(=CAHDIHDF)C(HD(HDIHDIHDIH]
C1(=C(C(=C(C(=C1N(C2=NN3C(=C2C(=O)N([H])[H])N=C(C(=C3N([C@@](C(C4=C(C(=C( 17997320

948 6l 7|Train  |C(=CA[HDHDHDIHDHN (HDH)(C(OMHD(HDHDHNHDH) CS(C(CSHDHD(HNHDHDH]
[HDOCIHD(HDIHNHDOCIHD(HDIHDIH]
C1(=C(C(=C(C(=C1C([H])(IHNIHNN(C(=0)C2SC(=NC=2[H])N(C3=C(C(=NC(=N3)C([H])([H]) 15615512

949 13 0.4{Train [HDNAC(C(N(C(CAHNHN(HDIHNC(COMHDHDHN (HDHD (HDIHD ((HNHDHDHDHDCHL
HDIHD(H]

CL(=C(C(=C(C(=C1[H])OC(H])([HD[HD[H])C2=C(C3C(N(C2=0)C(C(H)(HNHN([HD[H])=N 12171566

950 83 60[Train  |C(=NC=3[H])N(C4=C(C(=C(C(=CA[H])[H))OC(C(N(C(CHD(HNHD(HDHNC(C(HNHDHD
((HDHDHDHDAHDIHDHDIHDIHDIHDHDOCHD(HDIH]

951 a4 1800hrain | CLEC(CEC(C(=CLUHNOC(HN[HNHDHNC2=C(C3C(N(C2=0)C(C(HN(HDIHD(HDHD=N 12171566
C(=NC=3[H])N(C4=C(C(=NC(=CA[H)[HDHNHDHD[HDHDOCHD(HD[H]
C1(=C(C(=C(C(=C1[H])C([HD(HD[H])C2C(=C3C(=C(C=2[H])C(IHN(HD[H)N=C(N=N3)N(C4| 16931012

952 42 13[Train  [=C(C(=C(C(=CA[H])[H)O[C@@](CHI(HNHNNSC(C(C(CS(HNHD(HDHNHDHDHNH

DHDHDHDIHDHDCHD(HDIHDIHDH]
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953

24

>5000

Train

N1=C(N=C(C2N1C(=C(C=2C(OC([C@]3(OC(C(N(C3([HDIHNHN(HDIHD(HDIHDIHD(HDIH]
JHDHDIHDH)N(C4=C(C5=C(C(=CA[H)H)N(N=C5[H])C(CE=C(C(=C(C(=C6[H]IHNH])F)
(HDHDIHDHDHD[H]

17270437

954

la

>5000

Train

C12N(N=C(N=C1IN(C3=C(C4=C(C(=C3[H])[H])N(N=C4[H])C(C5=C(C(=C(C(=C5[H])[H])[H])
F)HDHDIHDHDIHN[H])C(=C(C=2C(OC(IC@]6(OC(C(N(CE(HNHNIHN (HNIHDIHDIHDIHI)
((HDHDAHDHDIHD(H]

17606372

955

1c

710

Train

C12N(N=C(N=CIN(C3=C(C4=C(C(=C3[H])[H])N(N=C4[H])C(C5=C(C(=C(C(=C5[H])[H])[H])
FHDHDHDHDIHDH)C(=C(C=2C(N6C(C(C(C(CE(HNIHN)(HNIHDN(HDIHNIHD(HDIHN/(
HDHDAHDIHDIHDH]

17606372

956

341

Train

C1(=C(C(=C2C(=C1[H])N(C(=N2)C3=C(C(=C(N(C3=0)[H][H])H)N(C([C@](C4=C(C(=C(C(
=CA[H)CHHDHDHDOMHNHDHNHDHDHD CHD (HDIHDIHDNSC(C(OC(CS(HDIHN (HDI
HD(HDIHD(HDIH]

16134929

957

151

Train

N1=C(N=C2C(=CIN(H][H]C(=NN2C(C(H(HDHD(CHDIHNHN CHDIHNHNC3=C(C(
=C(C(=C3[HNH)CHD(HDHDIHDHDIH]

11012021

958

16

Train

N1=C(N=C2C(=CIN([HD[H])C(=C(N2C3(C(C(C(C3(HDHD(HDHDIHNHDHNHNHDIHDC
4=C(C(=C(C(=CA[H])[H]))OC5=C(C(=C(C(=CS[HN[HD[HNHDHDHDIHD[H]

11012022

959

88

Train

C(O[C@@]L([C@)(OC(HN(HNHN(C(=C2C(=CL[H))C(=NC(=N2)[H])N(C3=C(C(=C(C(=C3[
H][H])OC4=C(C(=C(C(=CAH]HDHNHDIHDHDHDHDHDHDHD(HD(HD[H]

11401553

960

15

~

Train

C(CLC(=C(C(=C(C=1[H])C(N(C2C(=C(C(=C(C=2[HDIHNHN C(F)(F)FHNHN=O)HNH)C(
H](HD[HD(=O)N(C3C(=NC(=NC=3[H])N([HD[H][H][H]

17064066

961

33

<4

Train

C(CLC(=C(C(=C(C=1[H])C(N(C2C(=C(C(=C(C=2[HDIHDHNC(F)(F)FHNHN)=O)HNIH)C([
HD(HD[HD(=0)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H])[H)NSC(C(N(C(C5(HNH](
HRHDCHDAHDHDAHDMHD(HDHDHDHDIHDIHDIH]

17064066

962

59

Train

C(CLC(=C(C(=C(C=1[HN(C(=0)C2C(=C(C(=C(C=2[HDHN[H)C(F)(F)MHDHNHDIHN)C(
HD([HD[HD) (=O)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H)[H)NSC(C(N(C(CS(HDIHI)(
HDHDCEHDAHDHED(HDHDAHDIHDHDIHDHDIHDH]

18006306

963

170

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3H]N(C(=0)C4=C(C(=
C(C(=CAHDHDHNC(RF)RHDHNHDHDHN[HDSC(=N2)N(H][H]

18353642

964

4a

2

[y

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[HN(C(=0)C4=C(C(=
C(C(=CAHDHDHNC(R)(F)F)HDIHDHNHDIHNIHDSC(=N2)N(C(=O)N(C(H)(HNHDIHNH]

18353642

965

4b

16

Validation

C12=C(C(=C(C(=C1[HNH]C(=O)N(C3=C(C([HN)([HNH])C(=C(C(=C3H])N(C(=0)C4=C(C(=
C(C(=CAHDHDIHDC(R)(F)RIHNHNHNIHDIHDIHDSC(EN2IN(C(=OIN(C(CHD(HDHND(HD
H][HD[H]

18353642

966

4c

16

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[HN(C(=0)C4=C(C(=
C(C(=CAMHDHNHN)C(R)(F)F)HNHNHDHDHNIHDSC(=N2)N(C(=0)N(C5(C(C(C(C5(H]IH]
(HDIHEDHDIHDHDIHDIHEDIHDH]

18353642

967

4d

94

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HN)([HNH])C(=C(C(=C3H]N(C(=0)C4=C(C(=
C(C(=CAHDHDIHDC(F)(F)FIHNHNHDIHDIHDIHDSC(=N2)N(C(=0)N(CE=C(C(=C(C(=C5[
HD[HDHDHDIHDHDH]

18353642

968

4de

125

Validation

C12=C(C(=C(C(=CLHNHN)C(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[H]N(C(=0)C4=C(C(=
C(C(=CAHDHNHN)C(F)(F)F)HNHNHNHDIHNHDSC(=N2)N(C(=O)N([C@]5(C(=C(C(=C(N
SHDIHDIHDHDHD{HDIHDIH]

18353642

969

Af

30

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HN)([HNH])C(=C(C(=C3H]N(C(=0)C4=C(C(=
C(C(=CAHDHDIHDC(R)(FRIHNHNHDHDIHDIHDSC(=N2)N(C(=O)C(H)(HNHDIH]

18353642

970

49

30

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C(H))(HNHNC(=C(C(=C3[H)N(C(=0)C4=C(C(=
C(C(=CAMHDHDHN)C(R)(F)F)HNHDHNHDHNHDSC(=N2)N(C(=0)OC(C(H](HNHD(C(H
DAHDIHDHDMH]

18353642

971

4h

(e}

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C([HN)([HNH])C(=C(C(=C3H]N(C(=0)C4=C(C(=
C(C(=CA[H]DHDIHDC(F)(FRIHNHNHDIHDIHDIHDSC(=N2)N(C(=0)OC(C(OC(HN(HNIHN(]
HD[HD(HDIHD[H]

18353642

972

4

112

Validation

C12=C(C(=C(C(=C1HNHN)C(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[H)N(C(=0)C4=C(C(=
C(C(=CAHDHNHN)C(R)(F)F)HNHDHNHDIHNHDSC(=N2)N(C(=0)OC5=C(C(=C(C(=C5[H
DHDHDIHDIHDIH]

18353642

973

4

131

Validation

C12=C(C(=C(C(=C1[HNH])C(=O)N(C3=C(C([HN)([HNH])C(=C(C(=C3H])N(C(=0)C4=C(C(=
C(C(=CA[HDHDIHDC(F)(F)RIHNHNHNIHDIHDIHDSC(=N2)N(C(=0)OC5=C(C(=C(C(=C5[H
DHDOC(HD(HDIHDIHNIHDIH]

18353642

974

9a

8

-

Validation

C12=C(C(=C(C(=C1HNHN)C(=O)N(C3=C(C([H)(HNHNC(=C(C(=C3[H]N(C(=0)C4=C(C(=
C(C(=CAHDHNHNC(F)(F)R)HDHNHDHDHNIHDSC(=N2)N(C(C(C(N(C(HD(IHDIHD C(H])
(HDHDAHDIHED(HDIHDHDIHDIH]

18353642

975

9b

58

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HN)([HNH])C(=C(C(=C3H])N(C(=0)C4=C(C(=
C(C(=CA[HD[HDIHDC(F)(F)RIHNHNHDIHDIHDIHDSC(=N2)N(C(CNSC(CN(C(CS(HDIHD(
HD[HD CHDHDHDHDHDAHDIHD(HDHD(HDIHDIH]

18353642

976

9c

78

Validation

C12=C(C(=C(C(=C1HNHN)C(=O)N(C3=C(C([H)(HNHNC(=C(C(=C3[HN(C(=0)C4=C(C(=
C(C(=CAHDHNHN)C(R)(F)F)HNHDHNHDIHNHDSC(=N2)N(C(C(C(NSC(C(OC(CS([HNHI)
(HDHDAHDEDAHDIED(HDIHD (HDIHDHDIHDIH]

18353642

977

9d

16

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HN)([HNH])C(=C(C(=CIH]N(C(=0)C4=C(C(=
C(C(=CA[HDHDIHNC(F)(F)RIHNHNHNIHDIHDIHDSC(=N2)N(C@]S(C(=C(C(=C(NSHNH])
(HDCHDHDHDIHDHDIH]

18353642

978

9e

53

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[HN(C(=0)C4=C(C(=
C(C(=CAHDHDHNC(R)(F)F)HNHNHNHDHNHDSC(=N2)N([C@]I5(N(C(=C(C(=NS)C([H])(
[HDHDHDC(HDAHDIHDIHDIHDIH]

18353642

979

of

0.6

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HN([HNH])C(=C(C(=C3H])N(C(=0)C4=C(C(=
C(C(=CA[HDHDIHDC(F)(F)RIHNHNHDIHDIHDIHDSC(=N2)N(C5=NC(=NC(=CS[H])C(HI(
HD[HDCHD(HDIHDH]

18353642

980

99

A

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[HN(C(=0)C4=C(C(=
C(C(=CAHDHNHNC(R)(F)F)HDHDHDHDHNHDSC(=N2)N([C@]I5(N(C(=C(N=C5[H][H]I
HDHDHDH]

18353642

981

9h

(o]

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HN)([HNH])C(=C(C(=CIH])N(C(=0)C4=C(C(=
C(C(=CAHDHDIHDC(F)(FRIHNHNHDIHDIHDIHDSC(=N2)N(C5=NOC(=CS[H])C(H)(HNI

HD[H]

18353642
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982

15a

~

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([H)(HNHNC(=C(C(=C3[HN(C(=0)C4=C(C(=
C(C(=CAMH]RHNCF)(F)RHNHDHNHDIHNHDSC(EN2)N(C(=0IN(C(CHD(HNHDIHDI
HDHD(H]

18353642

983

15b

15

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HN)([HNH])C(=C(C(=CIH]N(C(=0)C4=C(C(=
C(C(=CA[H)NSC(=NC(=CS[HC(H)(HNHDHDIHDC(F)(F)RIHNHNHNHDIHDIHDSC(=N2
INCEOIN(C(CHDHDIHD(HDHD[HDIH]

18353642

984

15¢

1

O

Validation

C12=C(C(=C(C(=C1[H]HNC(=O)N(C3=C(C([H)(HNHNC(=C(C(=C3[H]N(C(=0)C4=C(C(=
C(C(=CAHNSC(C(N(C(CS(HDHD(HDHDC(HDHDHD (HDHD(HDIHDHD C(F)(F)F)HDL
HDHDHDIHDIHDSCEN2IN(CEOIN(C(CHDHDHD(HDIHDHDH]

18353642

985

15d

50

Validation

C12=C(C(=C(C(=C1[HNH])C(=O)N(C3=C(C([HN)([HNH])C(=C(C(=CIH])N(C(=0)C4=C(C(=
C(C(=CA[HDHDCHCF)(F)FHDHDIHDIHNIHNIHNSC=N2)N(C(=O)N(C(CHD(HDIHDIHDI
H][HD[H]

18353642

986

15e

15

©

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[H])N(C(=0)C4=C(C(=
C(C(=CAHDHDHNOCHN(HDHDHDHDIHDHDIHDIHD SC(EN2)N(C(=0)N(C(C(HD(HDH
DAHDIHDIHDH]

18353642

987

15f

11

N

Validation

C12=C(C(=C(C(=C1[HNH]C(=O)N(C3=C(C([HN)([HNH])C(=C(C(=C3H])N(C(=0)C4=C(C(=
C(C(=CAHDHDIHDC(HD (HDIHDIHDHDHDIHDIHDIHDSC(=N2)N(C(=O)N(C(C(H)(HNIH])
(HDIHDHD(H]

18353642

988

15g

10

e

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[H)N(C(=0)C4=C(C(=
C(C(=CAHDHDHNCHIHDIHDHDIHDHDIHDSC(=N2)N(C(=O)N(C(C(HD(IHDHD(HDHDIH]
)H]

18353642

989

15h

<}

Validation

C12=C(C(=C(C(=C1[HNH])C(=O)N(C3=C(C([HN)([HNH]) C(=C(C(=CIMH])N(C(=0)[C@]4(N(
C(=C(CECAHNHNHN CCHDIHNHD(CHD (HDIHD CAHDAHDIHDIHDHDHDIHDIHDIHDL
H])SCEN2N(C(=O)N(C(CHD(HDHDHDIHDHD{H]

18353642

990

15i

1

N

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HI)(HNHNC(=C(C(=C3[H]N(C(=0)C4=C(C(=
C(SHC(CHNHDHDCHD(HDIHNCHD(HDHDHDHDIHDIHDIHDIHDIHDSC(=N2)N(C(=
OIN(C(CHDHDHDAHDIHDIHDIH]

18353642

991

36

Validation

C12=C(C(=C(C(=C1[HNH]C(=O)N(C3=C(C([HN)([HNH])C(=C(C(=CIH]N(C(=0)C4=C(C(=
C(C(=CAHDHDIHDC(F)(F)RIHNHNHDIHDIHDIHDSC(=N2)N(C(=0)OC(C(H)(HNHD(C(H
DAHDHDCHDHDIHDIH]

18353642

992

16

95!

al

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C(H)(HNHNC(=C(C(=C3[HN(C(=0)C4=C(C(=
C(C(=CAMHDHDHNC(R(F)F)HNIHNHNHDHNHDSC(=N2)N(C(=0)OC(C(HN(HNHD(C(H
DHDIHEDCAHDHDIHDCAHD(HDIH]

18353642

993

18

>10000

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C([HN)([HNH])C(=C(C(=CIH])N(C(=0)C4=C(C(=
C(C(=CA[HDHDIHDC(F)(F)RIHNHNHNIHDIHDIHDSC(=N2)N(C(=OIN(C(CHD(HDHD(HD
HD[HDCHD(HDH]

18353642

994

20

2099

Validation

C12=C(C(=C(C(=C1[HNHN)C(=O)N(C3=C(C(H)(HNHN)C(=C(C(=C3[H]N(C(=0)C4=C(C(=
C(C(=CAHDHDHN)C(R)(F)F)HNIHDBNHDHNH)SC(=N2)N(NSC(IC@@N(OC(CS(HNHD(
HDHD(CCHD(HDIHD(HDIHDIHD(HDIHDIH]

18353642

995

21

118

Validation

C12=C(C(=C(C(=C1[HNMH])C(=O)N(C3=C(C([HN)([HNH]) C(=C(C(=C3H])C(N(C4=C(C(=C(
C(=CA[H]D[HDIHDC(R)(RFHNHN=O)HNHNHDIHDSCENIN(C=OIN(C(C(HDHDIHD(H
DIHDIHDH]

18353642

996

22

13

©

Validation

C12=C(C(=C(C(=C1[HNHNC(=O)N(C3=C(C(HN(HNHNC(=C(C(=C3[H)C(N(C4=C(C(=C(
C(=CAHDHDH]C(F)(F)RHNHD=O)HNHDHNH)SC(=N2)N(C(=O)N(C5(C(C(C(C5(HNI
HD(HDIHED (HDIHDHDIHDIHDIHDH]

18353642

997

34

0

N

Validation

CL(C2C(=C(C(=C(C=2[H])C(N(C3C(=C(C(=C(C=3[H)HN[H)C(F)(F)F)HDIH])=O)HDIH]C(]
HD(HDIHD=C(C4=C(C(=C1[HD[H)N=C(N=CA[H)N(HDIH][H]

18321037

998

10a

15

Validation

C(CLC(=C(C(=C(C=1[HC(N(C2C(=C(C(=C(C=2[HDIHNH]) C(F)(F)F)HDIHN)=O)HDIHN) C(
HD(HDIHD (EOIN(C3C(=NC(=NC=3[H]N(H]HD[HD(H]

18321037

999

10b

0.5

Validation

C(CLC(=C(C(=C(C=1[HC(N(C2C(=C(C(=C(C=2[HNIHNH) C(F)(F)F)HDIH])=O)HDIHN C([
HD([HD[HD(=O)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[HD[H)NSC(C(N(C(CS(HDIHI)(
HDHDCEHDAHDHD (HDHDIHDHDIHDHDIHDIHDIH]

18321037

1000

(=2

Validation

N1=C(N=C(N=C1[H])N2C(N(C3=C(C(=C(C(=C3[H])[H])[H)H][H])[H])=NC4=C2C(=C(C(=C
A[HDHDHNDIHDN(C5=C(C(=C(C(=C5[H)OC(H])(HNHNOC(HN(HNIHNOC(HN(HNIHNIH])
[H]

18278858

1001

=

Validation

N1=C(N=C(N=C1[H])N2C(N(C3=C(C(=C(C(=C3C([H])([HNHDIHDHNHDC(HD(HDIHDHI)=
NC4=C2C(=C(C(=CAHNHNHNHNN(CE=C(C(=C(C(=CS[HNOC(HN[HDIHNOC(HN(HDIHI]
JOC(HD(HDHN[HDIH]

18278858

1002

24

2

By

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5
C(HD(HDIHDHDIHDIHD C(HDHNDIH)=O)N(C6=C(C(=C(C(=C6[H])OC(H)([HD[HNOC([H])
[HDIHDOCHN([HNIHDIHDIH]

18278858

1003

25

~

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=C4[H])[H])[H])[H])C5=C(C(=C(C(=C5
CHDHDIHNIHDIHNIHDC(HN)(HNIHD)=O)N(C6=C(C(=C(C(=CB[H][H)N7C(C(N(C(CT(H])I
HN(HDHDCHDHDIHDHDHD(HDHDIHD[HDH]

18278858

1004

26

[$2)

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5
C(HD(HDIHDHDIHDIHD C(HDHNDH)=O)N(C6=C(C(=C(C(=C6[H])OC(HN(HD[HNN7C(C(
N(CC7HDHDHDIHDCHDIHDHDHDIHD(HDHDIHDIHDIH]

18278858

1005

27

28

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=C4[H])[H])[H])[H])C5=C(C(=C(C(=C5
CHDHDIHNIHDIHNIHDCHN)(HNIHD)=O)N(CE=C(C(=C(C(=CB[H][HNOC(CN(C(HN([HNI
HNCAHDHNIHDHDIHDHDHDIHD[HDH]

18278858

1006

28

20

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5
C(HD(HDIHDHDHDIHDC(HDIHDIHD=O)N(C6=C(C(=C(C(=C6[H])[HOC(C(C(N(C([H](H
DIHDCHDIHDHDAHDIHD(HDHDHDIHDIHDIHDIH]

18278858

1007

29

1

O

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=C4[H])[H])[H])[H])C5=C(C(=C(C(=C5
CHDHDIHNIHDIHNIHD CHN)(HNIHD=0)N(C6=C(C(=C(C(=C6[H))OC([H])(HN[H)OC(C(N
7C(CN(C(CTHDHDHDIHDCHDAHDIHDHDIHD (HDIHD(HDIHD (HDHDIHDIHDH]

18278858

1008

30

(2]

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=C4[H])[H])[H])[H])C5=C(C(=C(C(=C5
C(HDHDIHNIHDIHNIHDCHN(HNIHD=0)N(C6=C(C(=C(C(=C6[H))OC([H])(HN[HNOC(C(N
TC(CN(C(CT(HDIHDHDIHDCHDAHDIHDHDIHD (HDIHD(HDIHD (HDHDOC(HD(HDIHD)]

HDH]

18278858

SI 30



No.

Compound
ID

IC50
(nM)

Dataset

SMILES

Reference:
DOI / PubMed
Unique Identifier

1009

31

2

w

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5
C(HDHDIHDHDHDIHDC(HD(HNDIH)=0)N(C6=C(C(=C(C(=C6[H])F)OC(C(N7C(C(N(C(C7
((HRHDAHDHDCIHNAHDIHD(HDIHD (HDHD(HDIHD(HDIHDIHDIHDIH]

18278858

1010

32

10

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=C4[H])[H])[H])[H])C5=C(C(=C(C(=C5
CHDHDIHNIHDIHNIHD CHN(HNIHD)=0)N(C6=C(C(=C(C(=C6[H))OC([H])(H[HNOC(C(N
7C(COC(CT(HDHNHDHDAHDIHD(HDIHD(HDIHD(HDHDOC(HD(HDIHDIHDIH]

18278858

1011

33

1

N

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=C4[H])[H])[H])[H])C5=C(C(=C(C(=C5
CHDHDIHNIHDIHNIHDC(HN)(HNIHD)=O)N(C6=C(C(=C(C(=CB[H])[H)OC(C(C(N7C(C(C(C
(CTHDHDIHDHDHDHDAHDHDAHDHD (HDIHDHDIHD(HDIHDIHDIHDIH]

18278858

1012

34

1

N

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CAH])[H])[H])[H])C5=C(C(=C(C(=C5
C(HD(HDIHDHDIHDIHDC(HD(HNDIH)=0)N(C6=C(C(=C(C(=C6[H])OC([H])([HD[HNOC(C(C
(N7CCN(CCT(HNIHDAHDIHDCHDHDIHDHDIHD(HDHDAHDIHD(HDIHD(HDIHDIHDIH
DIH]

18278858

1013

35

[=2)

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5
C(HD(HDIHDHDIHDIHDC(HD(HNDIH)=0O)N(C6=C(C(=C(C(=C6[H])OC([H])([HD[HNOC(C(C
(N7CCN(CCT(HNIHDAHDIHD CHD (RN HDAHDIHDIHDIHDAHDIHD (HDHD(HDIHDOC([
HD(HDHDIHD[H]

18278858

1014

36

10

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5
CH[HDHNDIHI)CN=O)N(C6=C(C(=C(C(=C6[H])[HN7C(C(N(C(C7([HDHNIHDHDC(HN(HDL
HDHDIHDHDIHDIHDIHDIH]

18278858

1015

37

(o]

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=C4[H])[H])[H)[H])C5=C(C(=C(C(=C5
CH[H)CHIH)CI=0)N(CE=C(C(=C(C(=CE[H]HNN7C(CN(C(CT(HNIHD([HDIHNCHN(IHNI
HD(HDHDHDHDHDIHDH]

18278858

1016

38

35l

(=}

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5]
HDIHDC(HD(HDHDIHNIH)=0)N(C6=C(C(=C(C(=C6[HNIH)N7C(C(N(C(C7([HD[HD([HNIH])
CHNAHDHDHDHD(HNIHDIHDIHND(H]

18278858

1017

39

9

(2]

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5]
HDIHDIHDC(HD(HDIHDIHD=0)N(C6=C(C(=C(C(=CEHNHNN7C(C(N(C(C7(HDIHD(HDIHD
CHDHDHDHDIHDIHDHDIHEDIHDIH]

18278858

1018

40

19

o

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5]
HNIHDHDOC(HD(HNIHD[HN=O)N(CE=C(C(=C(C(=CB6[H])[H))N7C(C(N(C(C7([HD[H])(HDH
DEHDHDHDHDIHDHDIHDIHDIHDIH]

18278858

1019

41

2

w

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=C4[H])[H])[H])[H])C5=C(C(=C(C(=C5
OC(HD(HDHNIHDIH])CHIH])=O)N(C6=C(C(=C(C(=C6[HN[H)N7C(C(N(C(C7(HNHD(HDIH
DEHNAHDHDAHDHD(HDHDIHDIHD[H]

18278858

1020

42

4600

Validation

N1=C(N=C2C(=C1[H])C(N(C3N2C4=C(N=3)C(=C(C(=CA[H])[H])[H])[H])C5=C(C(=C(C(=C5]
HDIHDOC(C(CHN(HNHN(HDHDIHDHDIHDIHD=0)N(C6=C(C(=C(C(=CE[H])H)N7C(C(
N(CC7(HDHDIHDIHDE(HDAHDIHD(HDHDHDHDIHDIHD[H]

18278858

1021

35

0.4

Validation

CL(C2C(=C(C(=C(C=2[H])N(C(=0)C3C(=C(C(=C(C=3[HNHNH)C(F)(F)F)HDHNHDH]C(]
HD(HDIHD=C(C4=C(C(=C1[HD[H)N=C(N=CAHN(HDIH][H]

18321037

1022

13a

14

Validation

C(CLC(=C(C(=C(C=1[HN(C(=0)C2C(=C(C(=C(C=2[HD[HN[H) C(F)(F)F)HDHNHDIHNC(
HD(HDIHD (ZOIN(C3C(=NC(=NC=3[H])N(HDH][H](H]

18321037

1023

13b

0.6

Validation

C(CLC(=C(C(=C(C=1[HN(C(=0)C2C(=C(C(=C(C=2[HD[HNH)C(F)(F)M)HDHNHDIHN)C(
HD([HD[HD) (=O0)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H)[H)NSC(C(N(C(CS(HDIH])(
HDHDCEHDAHDHD(HDHDAHDIHDHDIHDHDIHDH]

18321037

1024

36

~

Validation

CL(C2C(=C(C(=C(C=2[HN(C(=O)N(C3C(=C(C(=C(C=3[HDIHNHN C(F)(F)F)HNHDHDIHD
H)C(HD(HDH])=C(CA=C(C(=CLH][H)N=C(N=CA[H)N([H])[H])[H]

18321037

1025

23a

6

w

Validation

C(CLC(=C(C(=C(C=1[HN(C(=O)N(C2C(=C(C(=C(C=2[HN[HDHN C(F)(F)FIHDHNHNHDI
H)C(HD(HDHN(EOIN(CIC(=NC(=NC=3[H)N(HDH][HD[H]

18321037

1026

23b

0.6

Validation

C(CLC(=C(C(=C(C=1[H)N(C(=O)N(C2C(=C(C(=C(C=2[HN[HDHD C(F)(F)FIHNHNHNHDI
HDC(HD([HDHD(=O)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H])H)NSC(C(N(C(C5([
HDHD(HDHDCEHNAHEDHDCHDIHED(HDIHDIHDHDHDIHDIH]

18321037

1027

37

239

Validation

C(CLC(=C(C(=C(C=1[H]N(C(=0)C2C(=C(C(=C(C=2[HD[HNH) C(F)(F)M)HDHNHDIHN C(
HD(HDIHD (ZO)N(C3C(=NC(=NC=3[H])H][H][H]

18321037

1028

24

Validation

C(CLC(=C(C(=C(C=1[HN(C(=0)C2C(=C(C(=C(C=2[HD[HNH) C(F)(F)F)HDHNHDHN)C(
HD([HDIH]) (FO)N(C3C(=NC(=NC=3[H])N(C(C(C(N4C(C(OC(CA(HDIHD(HDIHD(HDIHD(H])
HDHDHDHDHDIHDHDHDIHDIH]

18321037

1029

13e

7

N

Validation

C(CLC(=C(C(=C(C=1[H])N(C(=0)C2C(=C(C(=C(C=2[HNHDIHNC(F)(F)MIHNHNHNIHNC([
HD)(HD[HD(=0)N(C3C(=NC(=NC=3[H])N(C(C(N4C(C(OC(CA(HDHN (HDHD((HDIHD(HDH
DHDIHD(HDIHDHDHDH]

18321037

1030

13d

1310

Validation

C(CLC(=C(C(=C(C=1[H]N(C(=0)C2C(=C(C(=C(C=2[HD[HN[H]) C(F)(F)F)HDHNHDIHN)C(
HD((HDIHD (FO)N(C3C(=NC(=NC=3[H])N(C4(C(C(N(C(CA(HDIHD([HDHDCHD(HDIHD([HI)
(HDHDHDHDHDHD{H]

18321037

1031

14

48

Validation

C(CLC(=C(C(=C(C=1[HDN(C(=O)C(HN/([HDIHDIHNHNHD C(HDHNHD(=O)N(C2C(=NC(=
NC=2[H])N(C3C(=C(C(=C(C=3[HN)HNNAC(C(N(C(CA(HDHN) (HNHDCHN(HNHD(HDIH])
(HDHDHDHDIHDIHDIH]

18321037

1032

15

14

Validation

O1IN=C(C(=C1C([HN)([HNH])C(=O)N(C2C(=C(C(=C(C=2[HN[HNC(H])(HNH)C(N(C3C(=N
C(=NC=3[H])N(CAC(=C(C(=C(C=4[HNHNNSC(C(N(C(CS(HNHD(HNHNCAHD(HNHN(HD
HDHDHDHDHDHDIHDIH])=O)HDH]([H]

18321037

1033

16

(42

Validation

C(CLC(=C(C(=C(C=1[H]N(C(=0)C2C(=C(C(=C(C=2[HNHDIHDHDHNHNHDIHDCHD([H]
JIHD(=O)N(CIC(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H])[HNNSC(C(N(C(CE(HNHD(HDIH]
)CHDHDEDAHDIHED (HDIHDIHDHDHDIHDIH]

18321037

1034

17

a1

Validation

C(CLC(=C(C(=C(C=1[H)N(C(=0)C2C(=C(C(=C(C=2[HDHNHDH) OC(HD([HDHNHDIHDI
HDC(HND(HDHD(=O)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H]H)NSC(C(N(C(C5([
HDHDHDHDC(HD(HDHDHDHD (HDHDHDHDIHDHD(H]

18321037

1035

18

0.3

Validation

C(CLC(=C(C(=C(C=1[H]N(C(=0)C2C(=C(C(=C(C=2[HNC(F)(F)F)H)F)HDHNHNHN C([H]
J([HDH)(=O)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H])[H)N5SC(C(N(C(C5(HNHD(H
DHNCAHDIHDHDAHDMHD(HDIHDHDHDIHDIHDIH]

18321037

1036

19

0.8

Validation

C(CLC(=C(C(=C(C=1[HDHNHDC(F)(F)F)C(HN(HNHN(=O)N(C2C(=C(C(=C(C=2[H][H])C(
[HD(HDHD C(=O)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H][HNSC(C(N(C(C5(HNI

HD((HDHD CHDHDHD(HDHDHDHDIHDHDIHDHDIHDHDIH]

18321037
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01C(0C2C1=C(C(=C(C=2[H])C(=O)N(C3C(=C(C(=C(C=3[H][H])C(HD(HD[H])C(=O)N(C4 18321037
1037 20 1.3|Validation [C(=NC(=NC=4[H])N(C5C(=C(C(=C(C=5[H])[H])N6C(C(N(C(CE(HD[H])([HDH)C[HN(H)[H]
YHDIHD(HDHDIHDIHDIHDIHDIHDIHDHDIHDIHD (F)F
C(C1C(=C(C(=C(C=1[H]N(C(=0)C2C(=C(C(=C(C=2[HNIHNC(C(HD(HDHN(C(HD(HDH]) 18321037
108l 1 slvatidation |CCHDCHDIHDHHDHDHDHDCHN(HD[HD(=0)N(C3C(=NC(=NC=3[H)N(C4C(=C(C(=C(
C=4[HN[HNNSC(CN(C(CS(HDHD(HNHNCAHD(HDIHD(HDIHD(HDIHDIHDIHDHDIHDIH]
C(C1C(=C(C(=C(C=1[H]N(C(=0)C2C(=C(C(=C(C=2[H) OC(HN)(IHNIHNIHDOC(HN(HDIH]) 18321037
1039 22 1.4{Validation [[H)[HDIHDH)CHN)(H])[H])(=O)N(C3C(=NC(=NC=3[H])N(CAC(=C(C(=C(C=4[H])[H])N5C(
CIN(C(C5HDHDAHDIHD CHDIHDHDHDIHD (HDHDIHDIHDHDIHDIHI
C(C1C(=C(C(=C(C=1[H])[HD[H])N(C(=0O)C2C(=C(C3=C(C=2[H])OC(O3)(F)F)[H))[HN[H])CI)( 18321037
1040 32 1.8|Validation [=O)N(C4C(=NC(=NC=4[H])N(C5C(=C(C(=C(C=5[H])[H])N6C(C(N(C(C6(HD[H])(IHDHNC(
HDHDHDHDIHD(HDIHDIHDIHDIHDIHDIH]
C(C1C(=C(C(=C(C=1[H])[HD[H])N(C(=0)C2C(=C(C3=C(C=2[H])OC(O3)(F)F)[H))[HN[H])C(C] 18321037
1041 33 6|Validation |([H])([H))[H])([HD[H])(=O)N(C4C(=NC(=NC=4[H])N(C5C(=C(C(=C(C=5[H])[H])N6C(C(N(C(C
SHDHNIHDIHDCAHD(HDHN(HDIHD(HDHDHDIHDHD[HDIH]
C(CLC(=C(C(=C(C=1C(HN(HNHNHNIHNN(C(=0)C2C(=C(C(=C(C=2[HN[HNHN C(F)(F)F)[ 18321037
1042 29 6|Validation |H])[H])C([H])([H]D[H])(=O)N(C3C(=NC(=NC=3[H])N(C4C(=C(C(=C(C=4[H])[H])N5C(C(N(C(C
SHDHDAHDHDCIHD (HDIHDHDIHDHDIHDIHDIHDIHDIHDIH]
1043 27 10|Validation C(C1C(=C(C(=C(C=1CI)[HD[HD[H]CI)(=O)N(C2C(=NC(=NC=2[H])N(C3C(=C(C(=C(C=3[H]) 18321037
[HPNAC(CN(C(CAHDHD(HDIHDCAHDIHDIHD (HDIHD (HDIHDIHDIHDIHDIHDIH]
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