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Figure S1: Cathepsin B-DTBN RMSF graph 

 

 

Figure S2: Cathepsin B-iDTBN covalent dock RMSF graph 
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Figure S3: Cathepsin L-DTBN RMSF graph 

 

 

Figure S4: Cathepsin L-iDTBN covalent dock RMSF graph 
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Figure S5: Cathepsin S-DTBN RMSF graph 

 

 

 

Figure S6: Cathepsin S-iDTBN covalent dock RMSF graph 
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Figure S7: Mpro-iDTBN covalent dock RMSF graph 

 

 

 

 

 

Figure S8: Represents the types of interactions in Cathepsin B–DTBN complex. Blue - water bridge; 

Green – H-bond; Pink – ionic interaction; Gray – hydrophobic interaction.  
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Figure S9: Represent the types of interactions in Cathepsin B – iDTBN complex. Blue - water 

bridge; Green – H-bond; Pink – ionic interaction; Gray – hydrophobic interaction. 

 

 

 

Figure S10: Represent the types of interactions in Cathepsin L – DTBN complex. Blue - water 

bridge; Green – H-bond; Pink – ionic interaction; Gray – hydrophobic interaction. 

 

 

 

Figure S11: Represent the types of interactions in Cathepsin L – iDTBN complex. Blue - water 

bridge; Green – H-bond; Pink – ionic interaction; Gray – hydrophobic interaction. 
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Figure S12: Represent the types of interactions in Cathepsin S – DTBN complex. Blue - water 

bridge; Green – H-bond; Pink – ionic interaction; Gray – hydrophobic interaction. 

 

 

 

Figure S13: Represent the types of interactions in Cathepsin S–iDTBN complex. Blue - water 

bridge; Green – H-bond; Pink – ionic interaction; Gray – hydrophobic interaction. 
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Figure S14: Represent the types of interactions in Mpro–iDTBN complex. Blue - water bridge; Green 

– H-bond; Pink – ionic interaction; Gray – hydrophobic interaction. 
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Figure S15: 2-D representation of various interactions between a) Cathepsin B and DTBN; b) Ca-

thepsin B and iDTBN; which were persistent ≥ 30% minimum contact strength during 100 ns MD 

simulation.  
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Figure S16: 2-D representation of various interactions between a) Cathepsin L and DTBN; b) Ca-

thepsin L and iDTBN; which were persistent ≥ 30% minimum contact strength during 100 ns MD 

simulation.  

 

a 
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Figure 17: 2-D representation of various interactions between a) Cathepsin S and DTBN; b) Cathep-

sin S and iDTBN; which were persistent ≥ 30% minimum contact strength during 100 ns MD simu-

lation.  
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Figure S18: 2-D representation of interactions between a) Mpro and DTBN which is persistent ≥ 30% 

minimum contact strength during 100 ns MD simulation.  

 

 


