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Molecular dynamics simulations provide insights into the origin of Gleevec’s selectivity toward human tyrosine kinases
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Figure S1: The values of temperature, Etot, volume and mass density against the time of simulation.
The values of temperature, Etot, volume and mass density of 4CSV (A), 4CSV-SRC (B), 4CSV-ABL (C), SRC (D), and ABL (E) complexes were plotted against the time of simulation.
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Figure S2: The RMSF values with highlighted special residues interacting with Gleeve against the residues numbers.
(A) The RMSF values of ABL complex were plotted against residue numbers. (B) The RMSF values of 4CSV, 4CSV-ABL and 4CSV-SRC complexes were plotted in different colors against residue numbers. (C) The RMSF values of SRC complex were plotted against residue numbers.
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