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Figure S1. View of the three-dimensional Hirshfeld surface of 1 plotted over dnom in the range -0.1216 to 1.3131.

Figure S2. View of the three-dimensional Hirshfeld surface of 2 plotted over dnom in the range —0.1965 to 1.4003.
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Figure S3. Two-dimensional fingerprint plots for all intermolecular contacts in 1. The percentage of contribution is
specified for each contact.
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Figure S4. Two-dimensional fingerprint plots for all intermolecular contacts in 2. The percentage of contribution is
specified for each contact.
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FTIR spectrum of complex 1.

Figure S6:
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Complex 2
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Figure S7:  FTIR spectrum of complex 2.

RMSD = 1.0214 A

- Co-Crystal ligand

- Top ranked Docked pose

Figure S8: Co-crystal Ligand and Top ranked docked pose.



