
 

Figure S1: Graphical representation of the immunogenic epitopes. (A) B-turn 

prediction; (B) Surface accessibility; (C) Flexibility; (D) Antigenicity. 

  



 

Figure S2: (A) Druggability blast of the vaccine candidate. (B) homology analysis of 

the vaccine candidate with gut microbiota. (C) homology analysis of the vaccine 

candidate with the human host. (D) IFN-gamma stimulation potential of the MHC-

II-restricted epitopes. 

  



 

Figure S3: (A) Ramachandran plot computed using the WHAT IF server illustrating 

the most preferred region amino acids as +, and preferred region amino acids as ×; 

(B) Ramachandran plot computed using the Z-lab server showing green residues in 

the most preferred regions, yellow in the preferred regions, and red in the 

questionable regions. 



 

Figure S4: (A) NK cell population; (B) Macrophage (MA) cell population; (C) 

Dendritic cell (DC) population; (D) Antigen and Immune complex stimulation.  



 

Figure S5: Danger signal and Cytokine stimulation. 

  



 

Figure S6: Molecular dynamics simulation of the docked complex. (A) MD 

simulation in the initial mode; (B) MD simulation in the final mode. A slight 

deformability is seen in the vaccine candidate with the green arrow showing 

downward movement and the red arrow showing upward movement of the 

residues; (C) deformability graph of the complex; (D) B-factor plot. 

  



 

Figure S7: (A) eigenvalue plot. (B) variance % plot. (C) the covariance map; (D) the 

elastic network map of the docked complex 

  



 

Figure S8: Expression analysis of the vaccine construct. (A) optimized codons with 

CAI 1.000 showing the maximum optimization; (B) CLUSTAL-W analysis showing 

100% similarity between the pre-optimization (depicted as 1) and post-optimization 

(depicted as 2) vaccine constructs; (C) the linear map of cloned plasmid.  



 

Figure S9: The history of insilico cloning.  


