Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2020

Supporting Information

Supporting Information

Table S1. Compound structures and their corresponding biological activities; Figure S2. The scatter
diagram of the PB1 scores versus experimental plCsy values with the corresponding squared
Pearson’s correlation coefficient (R?); Figure S3. The scatter diagram of the PB3 scores versus
experimental pICsy values with the corresponding squared Pearson’s correlation coefficient (R?);
Figure S4. The scatter diagram of the PB4 scores versus experimental plCsy values with the
corresponding squared Pearson’s correlation coefficient (R?); Figure S5. The scatter diagram of the
GBI scores versus experimental pICsg values with the corresponding squared Pearson’s correlation
coefficient (R?); Figure S6. The scatter diagram of the GB2 scores versus experimental pICs, values
with the corresponding squared Pearson’s correlation coefficient (R?); Figure S7. The scatter
diagram of the GBS scores versus experimental plCsy values with the corresponding squared
Pearson’s correlation coefficient (R?); Figure S8. The scatter diagram of the GB6 scores versus
experimental pICsy values with the corresponding squared Pearson’s correlation coefficient (R?);
Figure S9. The scatter diagram of the GB7 scores versus experimental pICs, values with the

corresponding squared Pearson’s correlation coefficient (R?).

Table S1. Compound structures and their corresponding biological activities.
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aThe initial binding fragment (compound 1) was not used in our study.

bBecause there is no exact activity value, compound 15 was not used in our study.
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Figure S1. The scatter diagram of the Prime score versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).
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Figure S2. The scatter diagram of the PB1 scores versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).
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Figure S3. The scatter diagram of the PB3 scores versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).

11



SNIR-CL (R?=0.234) 5NIR-C2 (R?=0.285) 5N9R-C3 (R?=0.201) SNIR-C4 (R?=0.180)

) az| 2
'_CE; -30 a0 o e .
E -40 .Q -10{% o e o
= —40 ° e o @ )
o 8 ®eos
g @ ® P
A -50 ° -50 ¢ =
5 50 1 o ® by
g e oo0 0o 2 ©
@ [}
—60 1 o ®
) -60 ]
4 6 8 4 6 8
5N9R-C5 (R?=0.051) 5N9R (R?=0.355) 5NYT-C2 (R2=0.614)
°® ®
e
5 30 ° S go
[}
g 8o e _e
E] ) ]
< _40
-40 e
°
g M o
a &e° e
B 501 ® %o , °
. ®
] °
4 6 8 4 6 8 4 6 8
5N9T-C3 (R?=0.115) BNOT-C4 (R?=0.483)
° o

_-20
3
£
g -30
o
(=]
9 g9
T " —50 - @ [
g ®
750_ T T . T
4 6 8
6F5H-C3 (R?=0.010)
-30 @
—20 A [El-]
H e e
£ o5 4
W -40 ) L]
E °$.° >
o —30 - ,O 9 .'
8 Y 0
8 -0 {8 % ‘gwe
: s Lol
-40 1 " "a
-60 °
T T T T T T
4 6 8 4 6 8
pICso pICso PICso pICso

Figure S4. The scatter diagram of the PB4 scores versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).
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Figure SS. The scatter diagram of the GB1 scores versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).
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Figure S6. The scatter diagram of the GB2 scores versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).
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Figure S7. The scatter diagram of the GBS scores versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).
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Figure S8. The scatter diagram of the GB6 scores versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).
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Figure S9. The scatter diagram of the GB7 scores versus experimental pICs, values

with the corresponding squared Pearson’s correlation coefficient (R?).
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