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Table S1. The binding pose of ligands to SARS-CoV-2 Mpro via PyMOL. 

Name Monomer Dimer 
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Table S2. The Pulling Force in Time Evolution. 

Name Monomer Dimer 
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Table S3. The Pulling Work in Time Dependence over 8 Independent SMD Trajectories. 

Name Monomer Dimer 
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Table S4. Interaction diagram between inhibitors and SARS-CoV-2 Mpro via PLIP protocol.1 

Name Monomer Dimer 
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Table S5. The binding pose of other inhibitors to SARS-CoV-2 Mpro. 

Name Monomer Dimer 
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Table S6. The Pulling Force in Time Evolution. 

Name Monomer Dimer 

Bazedoxifene 

  

Cyclosporine   



Digitoxin   

Digoxin   



Dihydrogambogic 

Acid   

Ebastine 

  



Favipiravir 

  

Fluspirilene 

  



Isoosajin 

  

Ivacaftor 

  



Lusutrombopag 

  

Mefloquine 

  



Mequitazine 

  

Osajin 

  



Oxyclozanide 

  

Penfluridol 

  



Phenazopyridine 

  

Proscillaridin 

  



Tetrandrine 

  
 

 

 

 

  



Table S7. The Pulling Work in Time Dependence over 8 Independent SMD Trajectories. 

Name Monomer Dimer 
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Tetrandrine   
 

Reference: 

1. Salentin, S.;  Schreiber, S.;  Haupt, V. J.;  Adasme, M. F.; Schroeder, M., PLIP: fully automated protein–ligand interaction profiler. Nucleic 
Acids Res. 2015, 43, W443-W447. 

 


