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SARS-CoV-2 Spike Protein – Crystal structure 

Figure S1: The crystal structure of corona virus spike (S) receptor (blue colored) - 

binding domain bound with ACE2 receptor (red colored) (PDB ID: 6M0J). 



Ligand-Protein Interaction 

 

 

 
 

Figure S2: The detailed interaction of dexamethasone against SARS-CoV-2 spike 

protein. 

 

 



 
 

Figure S3: The detailed interaction of Annomuricin A against SARS-CoV-2 spike 

protein. 

 



 
 

Figure S4: The detailed interaction of Annomuricin B against SARS-CoV-2 spike 

protein. 

 



 
 

Figure S5: The detailed interaction of Annomuricin C against SARS-CoV-2 spike 

protein. 

 



 
 

Supplementary Figure 6: The detailed interaction of Muricatocin C against SARS-

CoV-2 spike protein. 

 

 



 
 

Figure S7: The detailed interaction of Muricatacin against SARS-CoV-2 spike 

protein. 

 



 
 

Figure S8: The detailed interaction of cis-Annonacin against SARS-CoV-2 spike 

protein. 

 



 
 

Figure S9: The detailed interaction of Annonacin-10-one against SARS-CoV-2 spike 

protein. 

 



 
 

Figure S10: The detailed interaction of cis-Goniothalamicin against SARS-CoV-2 

spike protein. 

 

 



 
 

Figure S11: The detailed interaction of Arianacin against SARS-CoV-2 spike protein. 

 



 
 

Figure S12: The detailed interaction of Javoricin against SARS-CoV-2 spike protein. 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



 
Optimized Molecular Structures:  
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Figure S13: Optimized molecular structures of (a) Annomuricin A, (b) Annomuricin 

B, (c) Annomuricin C, (d) Muricatocin C, (e) Muricatacin, (f) cis-Annonacin, (g) 

Annonacin-10-one, (h) cis-Goniothalamicin, (i) Arianacin, (j) Javoricin and (k) 

Dexamethasone, before docking to the spike protein. 
 
 
After Docking 
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Figure S14: 3-dimensional pictures of the ligands obtained after the Molecular 

docking interaction studies (a) Annomuricin A, (b) Annomuricin B, (c) Annomuricin 

C, (d) Muricatocin C, (e) Muricatacin, (f) cis-Annonacin, (g) Annonacin-10-one, (h) cis-

Goniothalamicin, (i) Arianacin, (j) Javoricin and (k) Dexamethasone. 
 

 


