Supplementary Materials

Figure S1. 1IH-NMR spectrum of compound 3.

Figure S2. 13C-NMR spectrum of compound 3.

Figure §3. Mass spectrum of compound 3.

Figure S4. All possible intermolecular interactions and their contribution to the overall
molecular packing interactions.

Figure S5. Hirshfeld surfaces mapped with dnorm, shape index and curvedness (A).
Hirshfeld surface mapped over dnorm highlighting the area of intermolecular C-H---O
contacts, where two molecules formed inversion dimer linkage through dark red spots
on the dnorm Hirshfeld surface (B).

Figure S6. 3D image obtained from nine iterated docking results between compound
3 and glutathione S-transferase containing glutathione (red color) generated by PyMol.
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Figure S1. 1H-NMR spectrum of compound 3.
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Figure S2. 13C-NMR spectrum of compound 3.
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Figure S3. Mass spectrum of compound 3.
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Figure S4. All possible intermolecular interactions and their contribution to the overall
molecular packing interactions.
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Figure S5. Hirshfeld surfaces mapped with dnorm, shape index and curvedness (A).
Hirshfeld surface mapped over dnorm highlighting the area of intermolecular C-H--O
contacts, where two molecules formed inversion dimer linkage through dark red spots
on the dnorm Hirshfeld surface (B).



Figure S6. 3D image obtained from nine iterated docking results between compound
3 and glutathione S-transferase containing glutathione (red color) generated by PyMol.



