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Figure S1 RMSD of ligand i.e. compound 10g (green), complex (orange) and the receptor (blue) for
Pose 1 (A), pose 3 (B) and pose 15 (C) over the course of the simulation. The shaded regions represent
the standard deviation of the RMSD values.
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Figure S2 Predicted ADMET values for compound 10g using ADMETIab 3.0.
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Figure S3 Predicted ADMET values for compound 10g using pkCSM.
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