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Supplementary Tables
Table S1. List of phytoconstituents selected for the in silico docking studies against the GK

enzyme.
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Supplementary Figures

Figure S1. A. Overlay of the docked pose of the 3IMX ligand (green sticks) on that produced
by the co-crystallized ligand (red sticks) in the allosteric site of GK. B. Docked pose showing
hydrogen bond interactions of the 3IMX ligand (reference GK activator) with allosteric site

residues of GK protein.

Chemical Biology Letters https://pubs.thesciencein.org/cbl Page | 8



https://pubs.thesciencein.org/cbl

Figure S2. In between each confirmation with respect to the RMSD (molecular dynamics

simulation).
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RMSF vs. Residue Index
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Figure S3. The root mean square fluctuation (RMSF) with respect to each residue (molecular

dynamics simulation).
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