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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 pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).
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Figure S2. The scatter diagram of the PB1 scores versus experimental pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).
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Figure S3. The scatter diagram of the PB3 scores versus experimental pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).



12

Figure S4. The scatter diagram of the PB4 scores versus experimental pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).
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Figure S5. The scatter diagram of the GB1 scores versus experimental pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).
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Figure S6. The scatter diagram of the GB2 scores versus experimental pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).



15

Figure S7. The scatter diagram of the GB5 scores versus experimental pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).
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Figure S8. The scatter diagram of the GB6 scores versus experimental pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).
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Figure S9. The scatter diagram of the GB7 scores versus experimental pIC50 values 

with the corresponding squared Pearson’s correlation coefficient (R2).


