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S1: PGVD analysis of unliganded EGFR in the presence of 2 mM MgCl2
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Fig. S1. PGVD analysis in the presence of MgCl2. Time–averaged velocities for amino acid residues in unliganded EGFR monomer during 700 ps SMD simulation along (A) X, (B) Y, and (C) Z directions. Time-resolved analysis of residue velocities, where velocities of each amino acid residue are shown along (D) X and (E) Y directions at 100 ps, along (F) X and (G) Y directions at 200 ps, along (H) X and (I) Y directions at 300 ps, along (J) X and (K) Y directions at 400 ps, along (L) X and (M) Y directions at 500 ps, along (N) X and (O) Y directions at 600 ps, along (P) X and (Q) Y directions at 700 ps for unliganded EGFR in the presence of 100 mM NaCl (black) and in the presence of 2 Mm MgCl2 (red).  

These results show that variations in ionic strength led to modest but systematic changes in the leading residue index, group size, and both the magnitude and direction of velocity components, indicating that protein structural group velocity dispersion is sensitive to ionic strength. 
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