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Supplementary Figure S1. Circular dichroism spectra of rRv0297PGRS (Red) in phosphate-buffered 
saline, pH 7.4. Buffer alone spectra is shown in Black. Inset shows secondary structure content estimated 
using BeStSel module.  

 

 

 



 

Supplementary Figure S2. Free energy landscapes (in kJ/mol) projected using Intra-protein contacts and 

protein-solvent contacts. The contacts calculated for (A) Rv0297PGRS alone and (B) Rv0297PGRS+Ca2+ 

were averaged over the whole simulation trajectory. Black arrows indicate the lowest free energy basin 

attained by Rv0297PGRS during respective simulations.  

 

 

 

 



Supplementary Figure S3. Fluorescence titrations of Rv0297PGRS with Magnesium ions.  Intrinsic 

fluorescence emission spectra (300-450 nm) of Rv0297PGRS with increasing concentration of Mg2+ in each 

titration.  

 

 

 

 

 

Supplementary Figure S4. Schematic for dimer docking of Rv0297PGRS with TLR4 dimer. Protein-

protein docking was carried out using ClusPro and subsequently these models were simulated in the 

absence and presence of Ca2+ ions.  

 

 



 

 

Supplementary Figure S5. H-bond network analysis between Rv0297PGRS and TLR4 dimer. 

Variations in H-bond number between Rv0297PGRS and TLR4 dimer alone (Black/Green) and in the 

presence of Ca2+ ions (Red/Yellow). Yellow and Green curves are shown to mark differences in the 

average number of H-bonds per time frame for both systems.  

 

 

 

  



Table S1. List of predicted calcium-binding motifs in the PGRS domains of various PE_PGRS proteins of 
Mycobacterium tuberculosis. 

 



 


