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Supplementary Figures 

 

 

Figure S1.  ZIKV  NS5 RdRp enzymatic assays. Concentration-response curves adjusted 

with Hill to determine IC50 ± Δ IC50 values for A) pedalitin and B) quercetin. 

 

 

Figure S2. Superposition of the co-crystallized 5-(3-fluorothiophen-2-yl)-2-hydroxy-4-

methoxy-N-[4-(trifluoromethyl)benzenesulfonyl]benzamide compound in crystal (C 

atoms are represented in blue) and the redocking pose (C atoms are represented in green) 

at the ZIKV NS5 RdRP structure (PDB ID 6LD4 [21]).  

 



Supplementary Tables 

 

Table S1: Docking results for all compounds selected by chemical space 

analysis 

Compound SMILES 

Docking 
score 

(Kcal·mol-
1) 

LE*(Kcal·mol-
1·non-

hydrogen 
atom-1) 

 

OC1CC2[NH]C3C(C(=
O)C2C(O)C1)CC(OC)

CC3 
-7.92 0.42 

 

OC1CC2OC(C(C(=O)
C2C(O)C1)O)C1C=C(

O)C(O)=CC=1 
-7.74 0.35 

 

N(C1C(OC)=CC(OC)=
CC=1)C1C=CC(OC)=C

C=1 
-8.12 0.43 

 

N(CC=C(CCC=C(C)C)
C)C(NCC=C(CCC=C(C

)C)C)=O 
-7.65 0.32 

 

OC1CC2[NH]C3C(C(=
O)C2C(O)C1)CCCC3 -7.20 0.42 

 

N(C1C(OC)=CC(OC)=
C(OC)C=1)C1C(OC)=

CC(C)=CC=1 
-8.43 0.38 



 

OC1C(O)=CC(C2CC(=
O)C3C(CC(C(C3O)O)

OC)O2)=CC=1 
-7.94 0.35 

 

OC1CC2OC(C3C=CC=
CC=3)CC(=O)C2C(O)

C1 
-8.14 0.43 

 

OC1=CC2=C(C=C1O)
C(=O)C1=CC=CC=C1

N2 
-7.01 0.41 

N(C1C(OC)=CC(OC)=
C(OC)C=1)C1C(OC)=

CC(C)=CC=1 
-8.68 0.38 

CCCCCCOC1=CC2=C(
C(O)=C1)C(=O)C1=C

C(O)=CC=C1N2 
-8.30 0.35 

 

CC(C)=CCN(CC=C(C)
C)C(N)=N -6.62 0.47 

 

CC(C)=CCNC(=N)NCC
=C(C)C -6.95 0.50 

 

CC(C)=CC\C=C(/C)CC
N=C(N)N -7.38 0.53 

 

CC(C)=C\C=C\C1(C)C
CN=C(N)N1 -7.71 0.55 

 

COC1=C(O)C(O)=C2C
(=O)C=C(OC2=C1)C1

=CC=C(O)C=C1 
-8.36 0.38 



 

COC1=C(OC2OC(CO
C3OC(C)C(O)C(O)C3
O)C(O)C(O)C2O)C(O)
=C2C(=O)C=C(OC2=
C1)C1=CC=C(O)C=C1 

-7.87 0.18 

 

COC1=C(O)C=C(C=C
1O)C(=O)OC1C(O)C(
C)OC(OC2=C(OC3=C
C(O)=CC(O)=C3C2=O
)C2=CC=C(O)C=C2)C

1O 

-7.72 0.18 

 

OCC1OC(OC2=C(OC
3=CC(O)=CC(O)=C3C
2=O)C2=CC(O)=C(O)
C=C2)C(O)C(O)C1O 

-7.62 0.23 

 

OC1OC(OCC2OC(OC
3=C(OC4=CC(O)=CC(
O)=C4C3=O)C3=CC(
O)=C(O)C=C3)C(O)C(
O)C2O)C(O)C(O)C1O 

-7.97 0.19 

 

COC1=C(O)C=CC(\C=
C\C(O)=O)=C1 -7.54 0.54 

 

CCCCCCOC1=CC2=C(
C(O)=C1)C(=O)C1=C

C=CC(OC)=C1N2 
-8.72 0.35 



 

OC(=O)C1=CC(O)=C(
O)C(O)=C1 -7.72 0.64 

 

COC1=C(OC2OC(CO)
C(O)C(O)C2O)C(O)=
C2C(=O)C=C(OC2=C
1)C1=CC(O)=C(O)C=

C1 

-6.99 0.21 

 

 

 


