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Supplementary Figure S1. Partial charge distribution of (A) HAsO;? (B) HAsO,?.

(Partial charge is calculated by semi-empirical PM6 Hamiltonian basis set by
Gaussian 09 Suit.)
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Supplementary Figure S2. Bar plot displaying the comparative free energy of binding
of all the ligands and chimeric peptides used in the study from docking analysis.

Peptides and different ligand combinations are designated with different color bar.
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Histogram plot of Hydrogen bond Distance & Angle

distribution of DS3 with HAsO,?- (A-F , upper half of the image) and HAsO,?> (G-L ,

lower half of the image) as ligand from the Molecular docking. Mean (p), standard

deviation (s), and s/p values are given on each plot.
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Supplementary Figure S4. Histogram plot of Hydrogen bond Distance & Angle
distribution of DS1 with HAsO,> (A-F , upper half of the image) and HAsO,> (G-L,

lower half of the image) as ligand from the Molecular docking. Mean (u), standard

deviation (s), and s/ values are given on each plot.
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Supplementary Figure S5. Time dependent variation of Torsion angles (for entire 50 ns
simulation, DS3 & HAsO,?- as ligand) of ‘CaNN’ motif residues of DS3 peptide. X axis:

Frame number, 1 frame = 10 ps. Y axis: Angle (degree). Up to 5 ns of the simulation

trajectory is shown as inset.
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Supplementary Figure S6 Distance between all the residues of DS3 and HAsO,*
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