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Table S1. 2D docking conformation between the top 33 ZINC15 compounds and SARS-CoV-2 Mpro. 

  

  

 

 

 

 

11a 11b 

Carmofur Disulfiram 

Ebselen PX-12 
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Shikonin Tideglusib 

ZINC000169289767 ZINC000100067477 

ZINC000004215257 
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ZINC000011616152 ZINC000014880002 

ZINC000004099104 ZINC000043100810 

ZINC000022058728 ZINC000019632618 
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ZINC000001612996 ZINC000008101127 

ZINC000052955754 ZINC000118915330 

ZINC000021981222 ZINC000003978005 
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ZINC000004099009 ZINC000084668739 

ZINC000031425360 ZINC000001482077 

ZINC000198970879 ZINC000000896717 
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ZINC000006745272 ZINC000299818022 

ZINC000253975480 ZINC000064033452 

ZINC000118915340 ZINC000164528615 
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ZINC000035051264 ZINC000013515299 

ZINC000003831231 ZINC000006716957 

ZINC000040165255 ZINC000096015174 
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Figure S1. Distribution of docking energy between 6363 ZINC15 compounds and SARS-CoV-2 Mpro. 
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Figure S2. All-atom RMSD of SARS-CoV-2 Mpro+inhibitors complexes during two independent 20ns-

long MD simulations. 
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Figure S3. Desolvation free energy of experimentally characterized inhibitors of SARS-CoV-2 Mpro 

from solvated complex system (blue) and solvated ligand system (red). The difference between two 

metrics is the binding free energy between the ligand to SARS-CoV-2 Mpro, which obtained via FEP 

simulations. 
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Figure S4. Desolvation free energy of the top 33 ZINC15 compounds of SARS-CoV-2 Mpro from 

solvated complex system (blue) and solvated ligand system (red). The difference between two metrics is 

the binding free energy between the ligand to SARS-CoV-2 Mpro, which obtained via FEP simulation. 

 

 

 


