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Supplementary Figure 1: 3D illustrations of docked conformation of CBD (green), CBG (dark pink) and CBN (blue) compared to conformation of Erlotinib (yellow) on EGFR-TK binding site. Ligand and protein structures are shown as sticks and ribbons, respectively. 
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Supplementary Figure 2: Root mean square deviations (RMSD) of protein backbones (A) and ligand atoms (B) as function of simulation time with respect to their initial coordinates for three EGFR-TK/cannabinoid complexes. 
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Supplementary Figure 3: 3D illustrations of complex structures extracted from molecular dynamics simulations; average-simulated t30–t50 ns (blue) and t80–t100 ns (orange) compared to their docked conformation (green) from CBD, CBG and CBN simulations. Ligand and protein structures are shown as sticks and ribbons, respectively. 
[image: Chart, scatter chart

Description automatically generated]
Supplementary Figure 4: Two-dimensional illustrations of protein-ligand intermolecular interactions between observed from minimized-docked and 30 to 50 time averaged-simulated EGFR-TK/cannabinoid complexes. Each amino acid residue has a colored circle according to its kind of interactions. 
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