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 Figure S1: The multiple sequence alignment result from CLUSTAW 



 



 
The Figure above shows the 2D sequence multi-alignment of Hsp90 from saccharomyces 

cerevisiae (PDB Code: 2CG9), which contained the ATP bound in its active site; Hsp90 

middle domain from homo sapiens (PDB Code: 3PRY), Hsp90 C- terminal domain from 

Leishmania major (PDB Code: 3HJC) and the human Hsp90 obtained from Uniprot 

(fasta code P08238). 

 

 



Figure S2: Ramachandran plot for the human Hsp90 homologue 

 
 

 

 



Below is the molprobity analyses of the Ramachandran plot 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

Figure S3: Per-residue decomposition analyses plot for all inhibitors at the Hsp90 

active site pocket 

 
 

 
 



 
 

 
 



 
 

 
 



 
 

 
 



 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



Figure S4: Ligand-enzyme interactions for all inhibitors 
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Figure S5: RMSD plots for all inhibitors 

 
 

 
 



 
 

 
 



 
 

 
 



 
 

 



 
 

Figure S6: Potential energy plots for all inhibitors 

 
 



 
 

 
 



 
 

 
 



 
 

 
 



 
 

 
 

 

 



Figure S7. Validation of SiteHound-web predictions 

 

Data 1: The HIV-1 protease (α and β chains) active site residues predicted by   

SiteHound-web: 

Arg8, Leu23, Asp25, Thr26, Gly27, Ile50, Pro81, Val82, Ile84,  

Asp25’, Thr26’, Gly27’, Ala28, Asp29, Asp30, Val32, Ile47, Gly48, Gly49, 

Ile50’, Ile84’ 

  

Data 2: The Hsp90 N-terminal domain active site residues predicted by SiteHound-web: 

Glu33, Leu34, Asn37, Ala38, Asp40, Ala41, Lys44, Ile77, Asp79, Ile82, Gly83, 

Met84, Glu88, Asn92, Leu93, Gly94, Thr95, Ile96, Ala97, Lys98, Ser99, Gly100, 

Lys102, Ala103, Gly118, Gln119, Phe120, Gly121, Val122, Gly123, Phe124, 

Tyr125, Val136, Thr171, Leu173, Arg380 
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