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Figure S1. Re-docked co-crystal ligand/ERK2 in the binding pocket. Green sticks: 
Docked ligand. Cyan sticks: Experimental ligand. 
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Figure S2. Temporal profiles for the RMSD of the backbone atoms of the protein (a) 
and the ETOT (b) data for various inhibitor-ERK2 complexes. 
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Figure S3. Temporal profiles for the characteristic geometrical parameters of the 
covalent bond between Ponatinib and the Cys166 residue: (a) S-C bond distances. (b) 
S-C-C bond angles. 
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Figure S4. Average CV RMSD of Ponatinib and mod-P conformation over 10 × 10 ns 
metadynamics runs. 


