Descriptions of Additional Supplementary Files

File Name: Supplementary Data 1

Description: PDB coordinates of the EGFR-WT inter-molecular kinase domain dimer model after 1 microsecond MD simulation.

File Name: Supplementary Data 2

Description: PDB coordinates of the EGFR-KDD intra-molecular kinase domain dimer model after 1 microsecond MD simulation.

[bookmark: _GoBack]File Name: Supplementary Data 3

Description: PDB coordinates of the EGFR-KDD intra-molecular kinase domain dimer model after 2 microseconds MD simulation.

