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Figure S1 Quality estimate parameters for modelled BChE protein (a) comparison with non-redundant set of PDB structures (b) Ramachandran plot (c) local model quality estimate and (d) binding pocket identification of modelled protein predicted by CASTp 3.0 
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Figure S2 Validation of correct active site coordinated for docking, proved by identical binding of Donepezil with modelled BChE to that of native ligand of template protein (PDB id 6QAA). Where superimposing both the protein, the active sites also get super imposed, and the respective ligand of proteins also gets superimposed at identical locus.  Thus, proving the coordinates of docking used for modelled BChE is apt. 
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