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Supplemntary Figure 1. Validation of docking protocol. (A) The indicated ligands were docked into the original 
protein crystal structures. The reported binding manners and predicted docking poses were displayed in green and 
yellow, respectively. (B) The ligands were docked in the crystal structures other than originally reported structural 
data. The reported binding manners and predicted docking poses were displayed in green and yellow, respectively.



400 MHz 1H NMR spectrum of compound 6a in CDCl3



マ
ト
同
ザ

m
－v
H

ill

ppm 。10 20 30 40 50 60 70 

∞N
JZ・
umH

tll

90 80 100 110 

N
U
凶
ト

－v
円
H

Ill－－

H
山
町
山w

∞同
H

I－－t

N
同
H
同

町
同
」［

1、、‘1

120 

凶
凶
ト
ト

山
N
H

all－B

H

Z∞
ロ
ロ
f／

円
山w∞
H
，

N
門
同

』’es’卜

∞
N
U
的

刊
門
同

t、1

130 140 150 

。
門
同
門
・
」門

出芦

Illl

160 170 180 

ト
国
甲
山

。
間
同

ーーー

190 200 210 

100 MHz 13C NMR spectrum of compound 6a in CDCl3



400 MHz 1H NMR spectrum of compound 7a in CDCl3
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100 MHz 13C NMR spectrum of compound 7a in CDCl3



400 MHz 1H NMR spectrum of compound 8a in CDCl3



125 MHz 13C NMR spectrum of compound 8a in CDCl3



400 MHz 1H NMR spectrum of compound 4a in CDCl3
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100 MHz 13C NMR spectrum of compound 4a in CDCl3



400 MHz 1H NMR spectrum of compound 4b in CDCl3



100 MHz 13C NMR spectrum of compound 4b in CDCl3



400 MHz 1H NMR Spectrum of compound 9 in CDCl3



100 MHz 13C NMR spectrum of compound 9 in CDCl3



400 MHz 1H NMR Spectrum of compound 4e in CDCl3



100 MHz 13C NMR spectrum of compound 4e in CDCl3



400 MHz 1H NMR Spectrum of compound 6b in CDCl3



100 MHz 13C NMR spectrum of compound 6b in CDCl3



400 MHz 1H NMR Spectrum of compound 7b in CDCl3



100 MHz 13C NMR spectrum of compound 7b in CDCl3



400 MHz 1H NMR Spectrum of compound 8b in CDCl3



100 MHz 13C NMR spectrum of compound 8b in CDCl3



400 MHz 1H NMR Spectrum of compound 4c in CDCl3



100 MHz 13C NMR spectrum of compound 4c in CDCl3



400 MHz 1H NMR Spectrum of compound 6c in CDCl3



100 MHz 13C NMR Spectrum of compound 6c in CDCl3



400 MHz 1H NMR Spectrum of compound 7c in CDCl3



100 MHz 13C NMR Spectrum of compound 7c in CDCl3



400 MHz 1H NMR Spectrum of compound 8c in CDCl3



100 MHz 13C NMR Spectrum of compound 8c in CDCl3



400 MHz 1H NMR Spectrum of compound 4d in CDCl3



100 MHz 13C NMR Spectrum of compound 4d in CDCl3



400 MHz 1H NMR Spectrum of compound 12 in CDCl3



100 MHz 13C NMR Spectrum of compound 12 in CDCl3



400 MHz 1H NMR Spectrum of compound 13 in CDCl3



100 MHz 13C NMR Spectrum of compound 13 in CDCl3



400 MHz 1H NMR Spectrum of compound 14 in CDCl3



100 MHz 13C NMR Spectrum of compound 14 in CDCl3



400 MHz 1H NMR Spectrum of compound 15 in CDCl3



100 MHz 13C NMR Spectrum of compound 15
 in CDCl3



400 MHz 1H NMR spectrum of compound 16 in CDCl3



100 MHz 13C NMR spectrum of compound 16 in CDCl3


	Revision_Supplementary-materials
	Revision_Supplementary-materials
	Supplementary-materials
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