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Figure S1. IR, 'TH NMR and *C NMR spectrum of compound 1.

Figure S2. IR, 'TH NMR and *C NMR spectrum of compound 2.

Table S1. Summary of crystal data and structural refinement results for compound 1.
Table S2. Summary of 955 small molecules with MIC (pMIC) activity values against MRSA.
Table S3. Summary of 51 compounds for 3D-QSAR model construction.

Table S4 Summary of experimental versus predictive activity(3D-QSAR).
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Figure S1. IR, 'H and '*C NMR spectrum of the compound 1.
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Figure S2. IR, 'H and 3C NMR spectrum of the compound 2.

Table S1. Summary of crystal data and structural refinement results for compound 1.

Temperature/K 296

Crystal system Monoclinic
Space group P2

a/A 9.945 (3)
b/A 9.315 (2)
/A 16.462 (4)

B 103.968 (5)°
Volume/A3 1480.0 (7)
Z 1

F(000) 524.5332
y/mm-! 0.15
Radiation MoKa (A =0.71073)
Dxg/cm?) 1.177
y/mm-! 0.15

Rint

0.027 0.027

(sin 0/A)max (A1) 0.668
R[F2>20(F?)], wR(F?), S 0.079, 0.253, 1.04
No. of reflections 6769

No. of parameters 361

No. of restraints 1

AQmax, AQmin (e A3) 0.46, -0.29
Absolute structure parameter -0.06 (12)
R[F> > 20(F?)] 0.079
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Table 52. Summary of 955 small molecules with MIC activity values against MRSA.

SMILES pMIC
0=C(CCI)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(C5-CC=NC=C5)-0)=N4)=0)[C@]2(C)[CeH](C)CC3 8.20
0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(C5=CC=CC(N)=C5)=0)=N4)=0)[C@]2(C)[C@H](C)CC3 7.90
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(C5=CC=C(N)C=C5)=0)=N4)=0)[C@]2(C)[C@H](C)CC3 7.90
0=C(CCD[Cel2([H)[Cea]31{CaaH](C)[CaH](0)[Ca)(C)(C=C)CICe@H](OC(CSC4=CC(C(NC5=CC=C(S(=0)(NC6=CC=CC=N6)=0)C=C5)=0)=CC=C4)=0)[Ce] ,

2(Q)[Ce@H](C)CC3

0=C(CC1)[Ce2([H])[Ce@]31[Ce@H](C)[Ce@H](O)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C5=CC=C([N+]([0-])=0)C=C5)CC4)-0)[C@]2(C)[C@H](C)CC3 7.58
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CN4CCN(C5=CC=CC=C5Cl)CC4)=0)[C@]2(C)[CeH](C)CC3 7.57
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CN4CCN(C5=CC=C(Cl)C=C5)CC4)=0)[C@]2(C)[C@H](C)CC3 7.57
0=C(CCl)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CSC4=C(N)C=CC=C4)=0)[C@]2(C)[C@H](C)CC3 7.49
O=C(CCI)[Cal2([H])[Cee]31[CeeH](C)[CaH](0)[Ce](C)(C=C)CICe@H](OC(CN4N=NC(C5=CC=C(CN6C7-NC=NC(N)=C7N=C6)C=C5)-C4)=O)[Cal2(O)[Ce
HJ(C)CC3 )

0=C(CCD[Cel2([H)[Cee]31[CaaH](C)[CaH](0)[Ca)(C)(C=C)CICe@H](OC(CSC4=CC(CINC5=CC=C(S(=0)(N)=0)C=C5)=0)=CC=C4)=0) [Cal2(CQ)[CaH]()C ,,
c3 )

0=C(CCl)[Ce@]2([H])[Cee@]31[Ce@H](C)[CeH](O)[Ca](C)(C=C)C[C@@H](OC(CN4CCN(C5=CC=CC(Cl)=C5)CC4)=0)[C@]2(C)[CeH](C)CC3 7.27

0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CNC4=CC=CC(F)=C4)=0)[C@]2(C)[CeH](C)CC3 7.20

0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSCACCN(C(CCN5C=NC6=C5N=CN=C6)=0)CC4)=0)[C@]2(C)[CeH](C)CC3  7.12

JC@2([H] [ [ (

)ICel2([H]) [ [ (
0=C(CCl)[Ce]2([H])[Ce@]31[CeeH](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CSC4CCN(C(CCN5C=NC6=C5N=C(N)N=C6)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 7.13

)[Cel2([H] [ [ (

J[Cel2([H] [ [ (

0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSC4ACCN(C(CCN5C=NC6=C5N=CN=C6N7CCNCC7)=0)CC4)=0)[C@]2(C)[C@

7.07
H](C)CC3

CC1C23C(C(CC3)=0)C(C(CC(C=C)(C)C10)OC(CN4CCN(C(CN5CCN(C6=C([N+]([0-])=0)C=CC=C6)CC5)=0)CC4)=0)(C(CC2)C)C 7.04
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=CC(CO)=CN=C4)=0)[C@]2(C)[C@H](C)CC3 7.03
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSC4=CC(CO)=NC=C4)=0)[C@]2(C)[C@H](C)CC3 7.03
O=C(CC1)[Ca2([H])[Cee]31[CeeH](C)[CaH](0)[Ce](C)(C=C)CICe@H](OC(CN4N=NC(C5=CC=CC(N6C7-NC=NC(N)=C7N=C6)=C5)-C4)-O)[Ce]2(C)[CaH] , .
(C)CC3 )
O=C(CCI)[Cel2([H])[Cee]31[Ce@H](C)[CaH](0)[Ce](C)(C=C)CICe@H](OC(CN4N=NC(C5=CC=CC(N6C=NC7-C6N=CN=C7N)=C5)-C4)=O)[Cal2(C)[CaH]( ,, .
Q)cc3 )
O=C(CCD[Cal((H])[Cee]31[CaeH](O)[CaH](0)[Ca)(C)(C=C)CICe@H](OC(CSCCA=CSC(NC(C5=CC=C(IN+]([0-))=0)C=C5)=0)=N4)=0)[Ce]2(C)[CaH](C)C , .,
c3

0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=CC(N)=CN=C4)=0)[C@]2(C)[C@H](C)CC3 7.02
0=C1CC[C@]2(CC[C@H]3C)[Ca@]1([H])[C@]3(C)[C@H](OC(CSC4=NC(NC=C5)=C5C(NC(CN(CC)CC)=0)=N4)=0)C[Ce@](C)(C=C)[Ce@H](0)[Ce@H]2C 7.01
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=C(NC(CN5CCOCCS5)=0)C=CC=C4)=0)[C@]2(C)[C@H](C)CC3 7.01
0=C1CC[C@]2(CC[C@H]3C)[Ca@]1([H])[C@]3(C)[C@H](OC(CSC4=NC(NC=C5)=C5C(NC(CN6CCCC6)=0)=N4)-0)C[Cee](C)(C=C)[Ce@H](O)[Ce@H]2C 7.01
0=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NC=CC=C4)=0)[C@]2(C)[C@H](C)CC3 7.00
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSC4=CC(NC(CN5CCC(0)CC5)=0)=-CN=C4)=0)[C@]2(C)[C@H](C)CC3 7.00
O=C(CC1)[Ca2([H])Cee]31[CeeH](C)[CaH](0)[Ce](C)(C-C)CICe@H](OC(CNACCN(C(/C=C/C5=CC=C(IN+]([0-])=0)C=C5)=0)CC4)=0)[Cal2(O[CeH](C) ,
CC3 )
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CS(SC4=NC5=C(C=CC(OC)=C5)N4)=0)=0)[Ce]2(C)[C@H](C)CC3 6.9
0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(C5=CC=CC=C5)=0)=N4)=0)[C@]2(C)[CaH](C)CC3 6.99
0=C(CCI)[Ce2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CS(SC4=NC(OC)=CC(OC)=N4)=0)=0)[C@]2(C)[C@H](C)CC3 6.9
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CS(SC4=NC5=C(C=CC=C5)$4)=0)=0)[C@]2(C)[C@H](C)CC3 6.98
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(C5=CC=C05)=0)=N4)=0)[C@]2(C)[C@H](C)CC3 6.98
0=C(CC1)[Ce2([H])[Ce@]31[Ce@H](C)[Ce@H](O)[C@](C)(C=C)C[C@@H](OC(CSC4=CC(NC([Ce@H](N)CC(C)C)=0)=CN=C4)=0)[C@]2(C)[CeH](C)CC3 6.98
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C(/C=C/C5=CC=C(N)C=C5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 6.98
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[Ce@H](O)[C@](C)(C=C)C[C@@H](OC(CS(SC4=NC(N)=CC(N)=N4)=0)=0)[C@]2(C)[C@H](C)CC3 6.96
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NN=C(C5=CC=CC(Cl)=C5)N4)=0)[C@]2(C)[C@H](C)CC3 6.96
0=C(CCI)[Ce]2([H])[Ce@]31[Ce@H](C)[Ce@H](O)[C@](C)(C=C)C[Ce@H](OC(CSCCNC(C4=CC=C(OC)C=C4)=0)=0)[C@]2(C)[C@H](C)CC3 6.96
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NN=C(C5=CC=CC=C50C)N4)=0)[C@]2(C)[C@H](C)CC3 6.96
0=C(CC1)[C@]2([H])[Cee]31[Ce@H](C)[CeH](0)[Ca@](C)(C=C)C[C@@H](OC(CN4CCN(C5=CC=CC=C5[N+]([0-])=0)CC4)=0)[C@]2(C)[C@H](C)CC3 6.96
0=C(CC1)[C@]2([H])[Cee]31[Ce@H](C)[C@H](0)[Ca@](C)(C=C)C[C@@H](OC(CN4CCN(C5=CC=CC(IN+]([0-])=0)=C5)CC4)=0)[C@]2(C)[C@H](C)CC3 6.96
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CS(SC4=NN=C(N)S4)=0)=0)[C@]2(C)[C@H](C)CC3 6.96
0=C(CCI)[Ce@]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CS(SC4=NN=C(C)S4)=0)=0)[C@]2(C)[C@H](C)CC3 6.95
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NN=C(C5=CC=CC=C5F)N4)=0)[C@]2(C)[C@H](C)CC3 6.95
0=C(CC1)[C@]2([H])[Cee@]31[Ce@H](C)[C@H](0)[Ca@](C)(C=C)C[C@@H](OC(CSC4=NN=C(C5=CC=CC=C5C)N4)=0)[C@]2(C)[CaH](C)CC3 6.95
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CS(SC4=NC=CC=N4)=0)=0)[C@]2(C)[C@H](C)CC3 6.94
0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[Ca@](C)(C=C)C[Ce@H](OC(CS(SC4=CC=NC=C4)=0)=0)[C@]2(C)[C@H](C)CC3 6.94
0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[Ca@](C)(C=C)C[C@@H](OC(CS(SC4=NC=CC=C4)=0)=0)[C@]2(C)[C@H](C)CC3 6.94
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=CC(NC(CN)=0)=CN=C4)=0)[C@]2(C)[C@H](C)CC3 6.94
0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C5=CC=CC=C5C)CC4)=0)[Ca@]2(C)[C@H](C)CC3 6.93
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CNC4=CC=C(F)C=C4)=0)[C@]2(C)[CeH](C)CC3 6.90
0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CSC4=CN=CC=C4)=0)[C@]2(C)[C@H](C)CC3 6.88
O=C(CCI)[Ce2([H])[Cee]31[CeeH](C)[CaH](0)[Ce](C)(C=C)CICe@H](OC(CSCACCN (C(CCNSC=NC6=C5N=C(N)N=C6N(C)C)=0)CC4)=0)[Cal2(O[CeH]( o,
C)CcC3 )
0=C(CC1)[Ce@]2([H])[Cee@]31[Ce@H](C)[C@H](0)[Ca@](C)(C=C)C[C@@H](OC(CSC4=CC(NC(CN5CC(CO)CCC5)=0)=CN=C4)=0)[C@]2(C)[C@H](C)CC3 6.83
O=C(CC1)[Ce2([H][Cee]31[CeeH](C)[CaH](0)[Ce](C)(C=C)CICe@H](OC(CSCACCN(C(CCNSC=NC6=C5N=C(N)N=C6N)=0)CC4=0)[Cal2(Q)[CaHI(OC | oo

C3

0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](O)[Ca@](C)(C=C)C[C@@H](OC(CSC4=CC(NC(CN5CC(0)CCC5)=0)=CN=C4)=0)[C@]2(C)[C@H](C)CC3 6.82

0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[Ce@H](O)[C@](C)(C=C)C[C@@H](OC(CSC4ACCN(C(CCN5C=NC6=C5C=NC=N6)=0)CC4)=0)[C@]2(C)[CeH](C)CC3  6.81




0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](O)[C@](C)(C=C)C[Ce@H](OC(CSC4=C(NC(CN5N=NC(CN6CCN(C7=CC=CC(IN+]([0-])=0)=C7)CC6)=C5)=0)C

=CC=C4)=0)[C@]2(C)[CeH](C)CC3

6.81

0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[Ce@H](OC(CSC4=C(NC(CN5N=NC(CN6CCN(C7=CC=C([N+]([0-])=0)C=C7)CC6)=C5)=0)C

=CC=C4)=0)[C@]2(C)[CeH](C)CC3

6.81

0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[C@H](O)[C@](C)(C=C)C[C@@H](OC(CSC4CCN(C(CCN5C=NC6=C5N=C(N)N=C6N7CCN(C)CC7)=0)CC4)=0)[C@]2(

Q)[C@H](C)CC3

6.79

0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4ACCN(C(CCN5C=NC6=C5N=CN=C6N7CC(N)CCC7)=0)CC4)=0)[C@]2(C)[C

@HJ(C)CC3

6.78

0=C(CCl)[Ce2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSC4CCN(C(CCN5C=NC6=C5N=CN=C6N7CCC(C7)N)=0)CC4)=0)[Ce@]2(C)[C@

HJ(C)CC3

6.77

0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CSC4CCN(C(CCN5C=NC6=C5N=CN=C6N7CC(N)CC7)=0)CC4)=0)[Ce@]2(C)[C@

HJ(C)CC3

6.77

0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSCC4=CC(C(0)=C(CO)04)=0)=0)[Ca]2(C)[CeH](C)CC3

6.77

0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[CeH](O)[Ce@](C)(C=C)C[C@@H](OC(CSC4=C(NC(CN5CCN(C6=CC=CC(0)=C6)CC5)=0)C=CC=C4)=0)[C@]2(C)[C@H]

6.75
(C)CC3
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0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C(CN5CCOCC5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 455
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NN=C(C5=CC=CC=C5C1)04)=0)[C@]2(C)[C@H](C)CC3 455
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[Ca@](C)(C=C)C[C@@H](OC(CSC4=NN=C(C5=-CC=C(Cl)C=C5)04)=0)[C@]2(C)[C@H](C)CC3 455
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C(CN5CCCCC5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 455
0=C1CC[C@]2(CC[C@H]3C)[Ce]1([H])[C@]3(C)[C@H](OC(CN4CCN(C(NC5=CC=NC=C5)=0)CC4)=0)C[C@@](C)(C=C)[Ca@H](O)[Ce@H]2C 455
0=C(CC1)[C@]2([H])[Cee@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CS(SC4=NC(0)=CC(0)=N4)=0)=0)[C@]2(C)[C@H](C)CC3 454
0=C(CC1)[Ce@]2([H])[Cee]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C(CN(C)C)=0)CC4)=0)[Ca]2(C)[C@H](C)CC3 452

0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](O)[Ca](C)(C=C)C[Ce@H](OC(CSC4=NC(C=CC(NC(C5=CC=CC(Cl)=C5)=0)=C6)=C6N4)=0)[C@]2(C)[C@H](C)C

3 4.52




0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[CeH](O)[C@](C)(C=

C)C[C@@H](OC(CSC4=NC(C=CC(NC(C5=CC=C(OC)C=C5)=0)=C6)=C6N4)=0)[C@]2(C)[C@H](C)

452
CC3

0=C(CCl)[Ce@]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CNCCCCCCCC)=0)[Ca]2(C)[C@H](C)CC3 449
0=C(CC1)[Ce2([H])[Ce@]31[Ce@H](C)[Ce@H](0)[C@](C)(C=C)C[C@@H](OC(C[N+]4(CCOCC4)C)=0)[C@]2(C)[CeH](C)CC3 446
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NN=CO4)=0)[C@]2(C)[ CeH](C)CC3 446
0=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(C[N+]4(CCCCC4)C)=0)[C@]2(C)[C@H](C)CC3 446
0=C(CC1)[Ce2([H])[Ce@]31[Ce@H](C)[Ce@H](0)[C@](C)(C=C)C[C@@H](OC(CSCCNC(C4=CC=CC(OC)=C4)=0)=0)[Ce]2(C)[C@H](C)CC3 436
0=C(CC[Cel2([H)[Cea]31[CaaH](C)[CaH](0)[Ca)(C)(C=C)CICe@H](OC(NACCE=C(C=CC=C50CCCN6C7=CC=CN=C7N=C6)C4=0)=0)[Ce 2(C)[CeHI(C) , )
CC3

0=C1CC[C@]2(CC[C@H]3C)[Ca@]1([H])[C@]3(C)[C@H](OC(CSC4=NC(0)=CC(NC(C5=CC=CC(Cl)=C5)=0)=N4)=0)C[Ce@](C)(C=C)[Ce@H](O)[Ce@H]2C 4.30
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSC4=NC(N)=CC(NC(C5=CC(Cl)=CC=C5)=0)=N4)=0)[C@]2(C)[CeH](C)CC3 _ 4.30
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(CN5C=CN=N5)=0)=N4)=0)[C@]2(C)[ CeH](C)CC3 428
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CSCC4=CSC(NC(CN5C=CN=C5)=0)=N4)=0)[C@]2(C)[C@H](C)CC3 428
0=C(CC1)[Ce2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CNCCCCCCCCCCCCCCCC)=0)[Cal2(C)[C@H](C)CC3 427
0=C(CCl)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CSC4=NN=C(NC([C@H](C(C)C)N)=0)54)=0)[Ce]|2(C)[C@H](C)CC3 427
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[Ce@H](O)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C(CN5CCN(C)CC5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 426
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CNCCCCCCCCCCCC)=0)[C@]2(C)[CeH](C)CC3 423
0=C1CC[C@]2(CC[C@H]3C)[Ce@]1([H])[C@]3(C)[CeH](OC(CN4CCN(C(C5N(C(OC(C)(C)C)=0)CCC5)=0)CC4)=0)C[Ca](C)(C=C)[Ce@H](O)[Ce@H]2C 423
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[Ce@H](0)[C@](C)(C=C)C[Ce@H](OC(CS[C@H]4CC[C@H](C(0)=0)C[C@H]4N)=0)[C@]2(C)[C@H](C)CC3 422
0=C(CCI)[Ce]2([H])[Ce@]31[CeeH](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CSCC4=CC(C(O)=CN40)=0)=0)[Ce]2(C)[C@H](C)CC3 422
O=C(CCI)[Cal2(H))[Cee]31[CeeH](C)[CaH](0)[Ce](C)(C=C)CICe@H](OC(CSC4=NC(C=CC(NC(C5=CC=CC=C5C1)=0)=C6)=C6N4)=0) [Cal2(O)[CeH|(C)CC
N :
O=C(CCI)[Cal2([H))[Cee]31[CeeH](C)[CaH](0)[Ce](C)(C=C)CICe@H]|(OC(CSC4=NC(C=CC(NC(C5=CC=C(CI)C=C5)=0)=C6)=CeN4)=0)[Cal2(O)[CeHI(C)C ,
c3

O=C(CCD[Cel2([H)[Cee]31{CaaH](C)[CaH](0)[Cal(C)(C=C)CICe@H]OC(CSC4=NC(C=CC(NC(C5=CC=CC=C50C)=0)=C6)=CoN4)=O)[Ce2(O)[CeHI(C)C , )
c3 )
O-C(CC)[Cal2(H))[Cee]31[CeeH](C)[CaH](O)[Ce](C)(C=C)CICe@H](OC(CSC4=NC(C-CC(NC(C5=CC=CC(00)=C5)=0)=C6)=CoN4)=0)[Ca2(O)[CeHI(C) ,
CC3 :
O=C(CCI)[Cal2(H])[Caa]31[CeeH](C)[CaH](O)[Ce](C)(C=C)CICe@H](OC(CSC4=NC(C=CC(NC(C5=CC=CC=C5C)=0)=C6)=C6N4)=0) [Cal2(O)[CeHI(C)CC ,
N :
O=C(CC1)[Cal2([H))[Cae]31[CeeH](C)[CaH](O)[Ce](C)(C=C)CICe@H](OC(CSC4=NC(C=CC(NC(C5=CC=CC(C)=C5)=0)=C6)=CoN4)=0) [ Cal2(O)[CeH(C)C , ,,
c3 :
O=C(CC1)[Cal2([H])[Cae]31[CeeH](C)[CaH](O)[Ce](C)(C=C)CICe@H](OC(CSC4=NC(C=CC(NC(C5=CC=C(C)C=C5)=0)=C6)=CoN4)=0) [ Cal2(O[CeH(C)C , ,,
c3 )
0=C(CCl)[Ce@]2([H])[Cee@]31[Ce@H](C)[CeH](O)[Ce](C)(C=C)C[Ce@H](OC(CN4CCN(C(CO)=0)CC4)=0)[Ce]2(C)[C@H](C)CC3 420
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CNC(C)(C)C)=0)[C@]2(C)[CeH](C)CC3 413
O=C(CC)[Ce2([H))[Caa]31{CaaH](C)[CaH](0)[Cal(C)(C=C)CICe@H|OC(CS|CeHMCCICaH])(C(OCC)=0)CICeHUNS(=0)(C5=CC=C(C(E)F)F)C=C5)=0)= , o

0)[C@]2(C)[CeH](C)CC3

O=C(CC1)[Cal2([H])[Cee]31[CeeH](C)[CaH](0)[Ce](C)(C=C)CICe@H](OC(CNACCN(CCNC5=CC-C(NCC6-CC=CC=C6)C=C5C)=0)CCH)=0) [ CaR(O[CeH |
1(©)CC3 )

0=C(CC1)[C@]2([H])[Cee]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[Ce@H](OC(CN4CCN(CC(NC5=CC=C(NCCC)C=C5C)=0)CC4)=0)[C@]2(C)[CeH](C)CC3  4.01
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(CC(NC5=CC=C(NC(C)C)C=C5C)=0)CC4)=0)[C@]2(C)[C@H](C)CC3  4.01
0=C(CC1)[Ce@]2([H])[Cee]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[Ce@H](OC(CN4CCN(C(CN5CCN(C(CCI)=0)CC5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 401
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(CC(NC5=CC=C(NCC=C)C=C5C)=0)CC4)=0)[C@]2(C)[CeH](C)CC3  4.01
O=C(CC)[CeR2([H][Cee]31[CeeH](C)[CaH](0)[Ce](C)(C=C)CICe@H](OC(CNACCN(CCNC5=CC=C(IN+]([0-)=0)C=C5C)=0)CC4)=0) [Cel2(O[CeHI(C)C ,
c3 ]

0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(CC(NC5=CC=C(NCC)C=C5C)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 4.00
0=C(CC1)[C@]2([H])[Cee]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(CC(NC5=CC=C(NC)C=C5C)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 3.9
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(CC(NC5=CC=C(N)C=C5C)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 3.98
CC1C23C(C(CC3)=0)C(C(CC(C=C)(C)C10)OC(CNACCN(C(CCl)=0)CC4)=0)(C(CC2)C)C 391

O=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](O)[C@](C)(C=
HJ(C)CC3

C)C[C@@H](OC(CN4CCN(C5=CC=C(C(/C=C/C6=CC=C(C=C6)OC)=0)C=C5)CC4)=0)[C@]2(C)[C@

3.73

O=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](O)[C@](C)(C=

C)C[C@@H](OC(CN4CCN(C5=CC=C(C(/C=C/C6=CC=CS6)=0)C=C5)CC4)=0)[C@]2(C)[C@H](C)C

. 371
O=C(CCD[Cal2((H])[Cee]31[CaeH](C)[CaH](0)[Ca)(C)(C=C)CICe@H](OC(CNACCN(C5=CC=C(C(/C=C/C6=CC=CC=C6)=0)C=C5)CC4)=0)[Ce]2(C)[CeHI(C,
)CC3 :

O=C(CCI)[Cel2([H)[Cea]31[CaaH](C)[CaH](O)[Ca](C)(C=C)CICO@H](OC(CNACCN(C5=CC=C(C(/C=C/C6=CC=C06)=0)C=C5)CC4)=0)[Cal2(C)[CeH (Q)C,, o
c3 :

0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CNCCCCCCCCCCCCCCCC)=0)[Ca]2(C)[C@H](C)CC3 3.67
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C(CN5CCNCC5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 3.65
0=C1CC[C@]2(CC[C@H]3C)[Ce]1([H])[C@]3(C)[C@H](OC(CN4CCN(C5=CC=CC=C50C)CC4)=0)C[C@@](C)(C=C)[Ce@H](O)[Ce@H]2C 3.64
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CNCCCCCCCCCCCC)=0)[C@]2(C)[C@H](C)CC3 3.63
0=C(CC1)[Ce@]2([H])[Ce@]31[Ce@H](C)[C@H](0)[Ca@](C)(C=C)C[C@@H](OC(CS(S(C4=NNC(N)=N4)=0)=0)=0)[C@]2(C)[CeH](C)CC3 3.63
0=C1CC[C@]2(CC[C@H]3C)[Ce@]L([H])[C@]3(C)[C@H](OC(CN4CCN(C5=CC=CC=C5C)CC4)=0)C[C@@](C)(C=C)[Ce@H](O)[Ce@H]2C 3.62
0=C(CC1)[C@]2([H])[Cee@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CS(S(C4=NNC=N4)=0)=0)=0)[C@]2(C)[C@H](C)CC3 3.61
0=C(CC1)[C@]2([H])[Ce@]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CN(CC(C)C)CC(C)C)=0)[Ce]2(C)[C@H](C)CC3 3.58
0=C(CC1)[Ce@]2([H])[Cee]31[Ce@H](C)[CeH](0)[Ca](C)(C=C)C[Ce@H](OC(CNCCCCCCCC)=0)[Cal2(C)[C@H](C)CC3 3.58




Table S3. Summary of 51 compounds for 3D-QSAR model construction.

SMILES pMIC 3D-QSAR Set
O=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(C5=CC=NC=C5)=0)=N4) 82 Training
=0)[C@]2(C)[C@H](C)CC3
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(C5=CC=CC(N)=C5)=0)= 79 Test
N4)=0)[C@]2(C)[C@H](C)CC3 )
0O=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C5=CC=C(Cl)C=C5)CC4)=0)[C@ 757 Test
12(C)[C@H](C)CC3 '
0=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CN4N=NC(C5=CC=C(CN6C7=NC=NC(N)= _— Training
C7N=C6)C=C5)=C4)=0)[C@]2(C)[C@H](C)CC3 '
0O=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CN4CCN(C5=CC=CC(Cl)=C5)CC4)=0)[C@ 707 Training
12(C)[C@H](C)CC3 '
O=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=CC(CO)=CN=C4)=0)[C@]2(C)[C@H] 703 Test
(C)CC3 )
0=C1CC[C@]2(CC[C@H]3C)[C@]1([H])[C@]3(C)[C@H](OC(CSC4=NC(NC=C5)=C5C(NC(CN6CCCC6)=0)=N4)=0)C[Cee] - Trainin
(C)(C=C)[Ce@H](O)[Ce@H]2C ) &
0=C(CC1)[Ce]2([H])[Ce@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NN=C(C5=CC=CC(Cl)=C5)N4)=0)[C €96 Training
@]2(C)[C@H](C)CC3 )
0=C(CCI[Cal2([H])[Ce@]31[Ce@H](C)[C@H](0)[Ca](C)(C=C)C[CaeH](OC(CS(SC4=NN=C(C)$4)=0)=0)[CeR(O)[CeH Training
1(C©)CC3
O=C(CCD[Cal2([H])[Ce@]31[Ce@H](C)[C@H](0)[Ca](C)(C=C)C[Ca@H](OC(CNACCN(C5-CC=CC=C5C)CCA=O)[Cal2( Training
O)[C@H](C)CC3 )
0=C(CCI[Cal2([H])[Ce@]31[Ce@H](C)[C@H](0)[Ca](C)(C=C)C[Ca@H](OC(CSC4=CC(NC(CNSCC(CO)CCCE)=0)=CN Test
=C4)=0)[C@]2(C)[C@H](C)CC3 '
0=C(CCI[Ca]2([H])[Ce@]31[Ce@H](C)[C@H](O)[Ca](C)(C=C)C[Ca@H](OC(CSCACCN(C(CCNSC=NC6=C5N=C(N)N= Training
C6N)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 '
0=C(CCh[Cal2([H])[Cea@]31[Ce@H](C)[C@H](O)[Ca](C)(C=C)C[Ca@H](OC(CSC4=C(NC(CNSN=NC(CN6CCN(C7-CC . Training
=C([N+](JO-])=0)C=C7)CC6)=C5)=0)C=CC=C4)=0)[C@]2(C)[C@H](C)CC3 ’
0=C(CCh[Cal2([H])[Cea@]31[Ce@H](C)[C@H](O)[Ca](C)(C=C)C[Ca@H](OC(CSC4=C(NC(CNSN=NC(CN6CCN(C7-CC . Training
=CC([N+]([O-])=0)=C7)CC6)=C5)=0)C=CC=C4)=0)[C@]2(C)[C@H](C)CC3 ’
O=C(CCD[Cal2([H])[Ce@]31[Ce@H](C)[C@H](O)[Ca](C)(C=C)C[Ca@H](OC(N4C(C(C=C(N)C=C5)-C5C4)=0)=0)[Cal2( ., Training
QO)[C@H](C)CC3 )
O=C(CC)[Cel2([H])[Cea]31[Ce@H](C)[C@H](O)[Ca](C)(C=C)C[Ca@H](OC(CSC4=NN=C(C5=CC=C(IN+]([O-])-0)C=C Training
5)N4)=0)[C@]2(C)[C@H](C)CC3 '
0=C(CCI)[Cal2([H])[Ce@]31[Ce@H](C)[C@H](O)[Ca](C)(C=C)C[Ca@H](OC(CSC4=NN=C(C5=CC=C(O)C=C5)04=-0)[C . Training
@]2(C)[C@H](C)CC3 )
O=C(CCI)[Cel2([H])[Cee]31[CaeH](C)[CeH](0)[Ca](C)(C=C)C[Ce@H](OC(CN4CCN(C5=CC=C(C)C=C5)CC4H=O)[Ca] . Training
2(C)[C@H](C)CC3
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NC=NC5=C4C=NNS5)=0)[C@]2(C)[C 661 Training
@H](C)CC3 )
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CNC4=CC=CC(C1)=C4)=0)[C@]2(C)[CeH]( 661 Training
C)CC3 )
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=C([N+]([O-])=0)C=CC=N4)=0)[C@]2 652 Training
(O)[C@H](C)CC3 )
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=CC(NC([C@H]5CCCNS5)=0)=CN=C4 6.49 Training
)=0)[C@]2(C)[C@H](C)CC3 '
0=C1CC[C@]2(CC[C@H]3C)[C@]1([H])[C@]3(C)[C@H](OC(CSC4=NC(NC=C5)=C5C(NC(CN6CCC(CO)CC6)=0)=N4)=0) 6.44 Trainin
C[C@@](C)(C=C)[Cee@H](0)[CeeH]2C ) &
0O=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=NN(C(C5=CC=C(OC)C=C5)=0)C(N) 639 Training
=N4)=0)[C@]2(C)[C@H](C)CC3 )
0=C1CC[Ce@]2(CC[C@H]3C)[Ce@]1([H])[C@]3(C)[C@H](OC(CSC4=NC(N(C)C)=CC(C)=N4)=0)C[Ce@@](C)(C=C)[C@e@H](O) 634 Training
[Ce@H]2C )
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSC4=C(NC(CN5N=NC(CN6CCOCC6)=C 614 Training
5)=0)C=CC=C4)=0)[C@]2(C)[C@H](C)CC3
0=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(CSCC4=CSC(NC(CN(CCC)CCC)=0)=N4)= 611 Training
O)[C@]2(C)[C@H](C)CC3
0=C(CC1)[Ce]2([H])[Cee@]31[Ce@H](C)[C@H](0)[C@](C)(C=C)C[C@@H](OC(N(CC4)C(C5=C4C=C(OCCN6CCCCC6)C= £.09 Training
C5)=0)=0)[C@]2(C)[C@H](C)CC3 ’
0=C1CC[C@]2(CC[C@H]3C)[C@]1([H])[C@]3(C)[C@H](OC(CSCC(NC4=CC=C(NCC=C)C=C4C)=0)=0)C[C@@](C)(C=C)[C 6.08 Test
@@H](0)[Ce@H]2C )
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[Ce@H](0)[C@](C)(C=C)C[Ce@H](OC(CS[C@H]4CC[C@H](C(OCC)=0)C[CeH]4 586 Training

NS(=0)(C5=CC=C(C#N)C=C5)=0)=0)[C@]2(C)[C@H](C)CC3




0=C(CCl)[Ce]2([H])[Ce@]31[CeeH](C)[C@H](O)[Ce](C)(C=C)C[Ce@H](OC(CS[C@H]4CC[C@H](C(OCC)-0)C[C@H]4

NS(=0)(C5=CC=C(C#N)C=C5)=0)=0)[Ca@]2(C)[C@H](C)CC3 586 Training
O=C(CCI)[Ce]2([H][Cea]31[CaeH](O)[CeH](0)[Ce](C)(C=C)CICe@H](OC(CNACCN(C(NC5=CC-CC6=C5C=CC=N6)= o Training
0)CC4)=0)[C@]2(C)[C@H](C)CC3 ’
O=C(CCI)[Cal2([HD[Cea]31[CeeH](C)[CeH](O)[Ce](C)(C=C)CICe@H](OC(NAC(C(C=C(NC(C(0)=0)C(C)O)C=C5)=C5 . Test
C4)=0)=0)[C@]2(C)[C@H](C)CC3 '
O=C(CCI)[Cal2([H)[Cea]31{CeeH](C)[CeH](0)[Ce](C)(C=C)C[Ce@H]|(OC(CS|CeH4CCICeH](C(OCO=0)CICeH M - Test
N)=0)[Ce@]2(C)[C@H](C)CC3 '
O=C(CCI)[Cal2([H)[Cea]31[CeeH](C)[CeH](0)[Ce](C)(C=C)C[Ce@H](OC(CN4N=NC(CCCN5C(N=CN=C6N)=C6N=C Training
5)=C4)=0)[C@]2(C)[C@H](C)CC3 '
0=C1CC[Ca]2(CC[CeHBO)[Cal1([H])[Ce]3(C)[CeH](OC(CSC4=NC(0)=CCNC([CeH](C)C(C)C)=0)-N4)=0)CICeel(C) o Training
(C=C)[Ce@H](0)[Ce@H]2C '
0=C1CC[Ca]2(CCICeHBO)[Call([H])[Ce]3(C)[CeH](OC(CSC4=NC(N)=CC(N4C)=0)=0)C[Caa](C)(C=O)[CeeH]O)C Training
@@H]2C '
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[CeH](0)[C@](C)(C=C)C[C@@H](OC(CNCC(C)C)=0)[C@]2(C)[C@H](C)CC3 534 Test
O=C(CCI)[Cal2([H[Cea]31{CeeH](C)[CeH](0)[Ce](C)(C=C)C[Ce@H](OC(CSCACCN(C(CCNSC=NC6=CSN=C(NN= ¢ Training
C6N7CC(CNC)CC7)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 '
O=C(CCI)[Cal2([H[Cea]31{CeeH](C)[CeH](0)[Ce](C)(C=C)C[Ce@H](OC(CN4CCN(C(CN5N=NC(CN6CCN(C7=CC( Training
C)=CC=C7)CC6)=C5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 '
O=C1CC[Ca]2(CC[CeH]BO)[Cal1([H])[Ce]3(C)[CeH](OC(CSC4=NC(0)=CC(NC([Cea@H]ENCCCC5)=0)-N4)=0)C[Cea] o Test
(C)(C=C)[CeeH](0)[Ce@H]2C '
O=C(CCI)[Cal2([H)[Cea]31{CeeH](C)[CeH](0)[Ce](C)(C=C)C[Ce@H](OC(CSC4=NN=C(NC(C5=CC=CC=C5N)-0)S4) o Test
-0)[Ce@]2(C)[C@H](C)CC3 '
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[Ce@H](OC(CNACCCCC4)=0)[C@2(C)[CeH](C)CC3  5.05 Training
O=C(CCI)[Cal2([H)[Cea]31{CeeH](C)[CeH](0)[Ce](C)(C=C)C[Ce@H](OC(CN4CCN(C(CN5N=NC(CN6CCN(C7=CC= o Test
C(C)C=C7)CC6)=C5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 '
O=C(CCI)[Cal2([H[Cea]31{CeeH](C)[CeH](0)[Ce](C)(C=C)C[Ce@H](OC(CN4CCN(C(CN5N=NC(CN6CCN(C)CCE) o) Training
=C5)=0)CC4)=0)[C@]2(C)[C@H](C)CC3 '
O=C(CCI)[Cal2([H)[Cea]31{CeeH](C)[CeH](0)[Ce](C)(C=C)C[Ce@H|(OC(CSC(C)(C)CNC(CA4=CC(C=CC=C4=0)=0 , .o Training
)[C@]2(C)[C@H](C)CC3 '
0=C(CC1)[Ce]2([H])[Cee]31[Ce@H](C)[CeH](O)[C@](C)(C=C)C[C@@H](OC(CN(CC)CC)=0)[C@]2(C)[C@H](C)CC3 473 Test
O=C(CCI)[Cal2([H)[Cea]31{CeeH](C)[CeH]|(0)[Ce](C)(C=C)C[Ce@H](OC(CN4CCN(C(CN5N=NC(CN6CCN(N7CCC Test
(0)CC7)CCH)=C5)=0)CC4)=0)[C@]2(C)[CeH](C)CC3 '
O=C1CC[Ca]2(CCICeH]BO)[Cal1([H])[Ce]3(C)[COH](OC(CSC4=NC(0)=CC(NC(C5=CC=CC(C)~C5)=0)=N4)=O)C[Caa] Training
(C)(C=C)[CeeH](0)[Ce@H]2C :
O-C(CCh)[Ce]2([H])[Cea]31[CaaH](C)[CaH](O)[Ca}(C)(C-C)C[Ca@H](OC(CSCCA=CSC(NC(CNSC-CN=N5)=0)-N4)= Test
0)[Ce@]2(C)[C@H](C)CC3 '
O=C(CCD[Ce]2([H][Cea]31[CaeH](O)[CeH](0)[Ce](C)(C=C)CICe@H](OC(CNCCCCCCCCCCCO=0)COR(O)[CaH]( ., Test
C)CC3 '
Table S4. Summary of experimental versus predictive activity(3D-QSAR).
Name Type Experimental Activity Predictive Activity Residual
molecl Training 8.2 8.28 -0.08
molec2 Test 7.9 7.87 0.03
molec3 Training 7.27 7.16 0.11
molec4 Training 6.95 6.98 -0.03
molech Training 6.96 7.08 -0.12
molec6 Training 7.01 7.02 -0.01
molec? Training 6.72 6.74 -0.02
molec8 Training 6.83 6.97 -0.14
molec9 Test 6.83 7.20 -0.37
molecl0 Training 6.61 6.73 -0.12
molecll Training 6.65 6.51 0.14
molecl2 Training 6.61 6.75 -0.14
molecl3 Training 6.81 6.74 0.07
molecl4 Training 6.81 6.71 0.10
molecl5 Training 6.67 6.58 0.09
molecl6 Training 6.63 6.64 -0.01
molecl? Training 6.52 6.53 -0.01




molecl8 Training 6.49 6.62 -0.13
molecl9 Training 6.34 6.27 0.07
molec20 Training 6.44 6.46 -0.02
molec?1 Training 6.11 6.12 -0.01
molec22 Training 6.14 6.10 0.04
molec23 Training 5.86 591 -0.05
molec24 Training 5.86 5.72 0.14
molec25 Test 5.77 6.46 -0.69
molec26 Training 5.48 5.39 0.09
molec27 Training 541 5.44 -0.03
molec28 Training 5.05 5.30 -0.25
molec29 Training 5.29 5.23 0.06
molec30 Training 5.27 5.29 -0.02
molec31 Test 497 5.67 -0.70
molec32 Training 4.92 5.03 -0.11
molec33 Test 4.73 5.07 -0.34
molec34 Training 6.39 6.33 0.06
molec35 Test 4.28 4.78 -0.50
molec36 Training 4.3 4.46 -0.16
molec37 Test 7.57 7.17 0.40
molec38 Training 7.34 7.32 0.02
molec39 Test 7.03 6.73 0.30
molec40 Training 6.93 6.73 0.20
molec41 Test 6.08 6.24 -0.16
molec42 Training 6.09 5.96 0.13
molec43 Test 5.75 5.85 -0.10
molec44 Training 5.79 5.85 -0.06
molec45 Training 5.48 5.34 0.14
molec46 Test 5.34 6.37 -1.03
molec47 Test 5.19 6.29 -1.10
molec48 Test 5.19 5.84 —-0.65
molec49 Training 4.88 4.80 0.08
molec50 Test 4.67 5.22 -0.55
molec51 Test 4.23 5.45 -1.22




