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1. Superimposition of compounds for the 3D-QSAR study
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Fig. S1 Superimposition of compounds for the 3D-QSAR study. (A). Common substructure; (B) result of
superimposition



2. The Tables for the results of 3D-QSAR study

Table S1. Statistical parameters of COMFA and CoMSIA models

Statistical parameter CoMFA CoMSIA
q2? 0.742 0.614
ONC?® 5 6

r2¢ 0.975 0.92
Standard Error of Estimate 0.044 0.084
F values 92.362 32.793
Fraction of field contributions ¢

Steric 0.586 0.511
Electrostatic 0.414 0.489
Hydrophobic - 0
Hydrogen-bond Donor - 0
Hydrogen-bond Acceptor - 0

2 Cross-validated correlation; ® Optimum number of components;

¢ Non-cross-validated correlation; fField contributions.

Table S2. Results of experimental pLCso and predicted pLCso

CoMFA CoMSIA
Compounds Experimental PLCso
Predc.? Res.P Predc.? Res®

E1l 3.058 3.014 0.046 3.054 0.004
E2 3.16 3.173 -0.033 3.153 0.007
E3 3.632 3.664 0.003 3.654 -0.022
E4 3.240 3.279 -0.033 3.224 0.016
E5 3.896 3.843 0.047 3.923 -0.027
E6 3.573 3.565 0.011 3.586 -0.013
E7* 3.615 3.493 0.122 3.809 -0.194
E8* 3.731 3.729 0.022 3.79 -0.059
E9* 3.82 3.847 0.047 3.861 -0.041
E10 3.603 3.635 -0.125 3.737 -0.134
E11 3.808 3.921 -0.114 3.745 0.063
E12 3.836 3.803 0.092 3.811 0.025
E13 3.975 4.003 -0.028 4.043 -0.068
E14 3.788 3.684 0.113 3.748 0.04

E15 3.863 3.901 0.099 3.787 0.076
E16* 3.768 3.797 -0.029 3.79 -0.022
E17 3.765 3.725 -0.16 3.748 0.017
E18 4.009 4.011 -0.002 4.010 -0.001
E19 3.824 3.854 0.028 3.856 -0.032
E20 3.683 3.691 0.027 3.654 0.029
E21 3.835 3.824 0.031 3.79 0.045
E22* 3.634 3.683 -0.019 3.765 -0.131
E23 3.742 3.772 0.03 3.744 -0.002
E24 3.659 3.679 -0.07 3.755 -0.096
E25 3.646 3.674 -0.178 3.765 -0.119
E26* 3.806 3.904 0.002 3.805 0.001
E27* 4.106 4.055 0.051 3.855 0.251
E28* 3.442 3.406 -0.184 3.47 -0.028

*Sample of the test set; # Componds Predicted by the 3D-QSAR models



3. The H, 13C, F NMR and HR-MS spectra of the title compounds
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Fig. S2 'H NMR spectra of compound E1
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Fig. S3 **C NMR spectra of compound E1
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Fig. S5 HR-MS spectra of compound E1
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Fig. S7 1*C NMR spectra of compound E2
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Fig. S9 HR-MS spectra of compound E2
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Fig. S17 HR-MS spectra of compound E4
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Fig. S25 HR-MS spectra of compound E6
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Fig. S29 HR-MS spectra of compound E7
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Fig. S53 HR-MS spectra of compound E13
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Fig. S61 HR-MS spectra of compound E15
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Fig. S68 HR-MS spectra of compound E17




FF
¥
H-M
|
€15

SLL
SLL
aL'L
06°L

Z.FW
6L

€18
rL's
Pl
0T's

96'8—

G- PO-160020
single_pulse

»20T
» 0l
Fatint
o0l

=001 L

0.0

3.0

4.0

10

0.5

3.5

9.5

Fig. S69 'H NMR spectra of compound E18

L6811
L66ll
80°1Z1
pLIZL
60°ETL
9TETL
9T'PTL
£rstl
POz
0z'Lel
pT'LTl
6T'LTL
£E8°LTL
19°821
88821
66'8T11
SL6ti
ST6T1
TF6Tl
166214
LL'6T1

e
1€7€14§

3

OFZEI~L

69'9¢1
L9t

L6'ErL_

SLPrl
6L'PPL

62791~
FLPIL

li

130

|

60

80

T
90

110

T T T
160 150 140

T
17

180

T
180

200

£1 (ppz)
Fig. S70 *C NMR spectra of compound E18




GIU-FO~160020

—
single_pulse :n
2%
\/
FF
.
NN
]
rf Ef8
) lf.l‘D ) 13‘#3 ' 1‘10 . 9‘0 EIO TlO GIG 5‘0 ;0 3‘0 2‘0 1‘0 E} -IIO ) -50 ) -::B . -:_0 i —60 -1‘10 ’ -1‘33 ' —1‘50 ) -1‘70 ' —1.90 )
£l (ppm)
Fig. S71 F NMR spectra of compound E18
2017120165 #95 RT: 0.92 AV: 1 NL: 4.53E7
T. FTMS + p ESI Full ms [100.0000-1000.0000]
394.01730
Ci5 H7 O N3 Cl Fe = 394.01764
-0.84220 ppm
100+ pp
%0~
oo
8 704
g 705
[ i
S 607
B 3
< 509
e
s o
& 307
207 395.02087
107 393.72781 395.79385
ol 390.73282 391.28418 392.74802 393.20947 | 394.22897 395.22607
TT T T T 1 T T T T [T T T T [T T T T [T T T T [ T T T T [ T T T [ T T T T [t T T T [ T T T T ] T T T [TTTIT]
390.0 3905 3910 3915  392.0 3925  393.0 3935 3940 3945 3950 3955  396.0
m/z
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Fig. S99 HR-MS spectra of compound E25



06'9
06'9
169
169
6'9
w69

6EL
[AY

B8
:_.xW
818

S6'8
S6'8
na.w%
96°8

GIU-PO-160030
single_pulse

S —ow [

25 20

3.0

10.0

0.5

'H NMR spectra of compound E26

Fig. S100

£5°0F—

9011
oFsiL
BZ9LLA
B6°8L14
91'1Z1
ELETLY
08'€214
91'STIA
4 AR
1S'8T11
SLBTI
SO'6T1AR

26'621-4
60761~
£9°9¢1
s9961/
L£'bbL
S.E._N
£0'pbl
18051
S0'191—
29'991—

[single pulse decoupled gated NOE

GIU-FO~160030

T T
110 100

I;ﬂ I{I_)EI 1:10 150 4 lrlzl :
Fig. S101 *C NMR spectra of compound E26

170

180

200

20 210

T
230

240




GIU-FO~160030

single_pulse

—-62.43

R
2 4
2

0 @ 50 @ 3 20 10 0

T T T T T T T T T T
-10 -20 -30 0 -850 -60 -70 -80 -90 -100

£1 (ppm)

-120

-140

-160

-180

Fig. S102 *F NMR spectra of compound E26
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Fig. S103 HR-MS spectra of compound E26
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Fig. S106 **F NMR spectra of compound E27
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Fig. S107 HR-MS spectra of compound E27
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Fig. S109 *C NMR spectra of compound E28
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Fig. S111 HR-MS spectra of compound E28



