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Legends to Supplementary figures- 

Figure S1. RMSD Fluctuations of vimentin protein with time. (a) RMSD fluctuations of 

vimentin monomer (red), dimer (blue) and tetramer (purple) structure taken as control. (b) 

RMSD fluctuations of vimentin monomer protein only for (i) control structure (purple), (ii) in 

complex with Wi-A (blue) and (iii) in complex with 3βmWi-A (red). (iv) RMSD of vimentin 

monomer-3βmWi-A complex is plotted in green color, which is overlapping with that of 

protein RMSD. (c) RMSD fluctuations of vimentin dimer protein only for (i) control structure 

(purple), (ii) in complex with Wi-A (blue) and (iii) in complex with 3βmWi-A (red). (iv) 

RMSD of vimentin dimer-3βmWi-A complex is plotted in green color. (d) RMSD fluctuations 

of vimentin tetramer protein only for (i) control structure (purple), (ii) in complex with Wi-A 

(blue) and (iii) in complex with 3βmWi-A (red). (iv) RMSD of vimentin tetramer-3βmWi-A 

complex is plotted in green color.  

Figure S2. Molecular docking of Wi-A and 3βmWi-A with Vimentin. Molecular interactions 

at vimentin monomer binding site with Wi-A (a) and 3βmWi-A (b); and molecular binding of 

Wi-A (c) and 3βmWi-A (d) with vimentin dimer binding site. 

Figure S3. Alignment of vimentin protein sequence with conserved domain sequence of 

intermediate filament protein family (pfam00038). 
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