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Infrared spectra
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Figure S1. Stack of all FT ATR-IR spectra of complexes 1-4.
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Figure S2. FT ATR-IR spectrum of complex 1.
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Figure S3. FT ATR-IR spectrum of complex 2.
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Figure S4. FT ATR-IR spectrum of complex 3.
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Figure S5. FT ATR-IR spectrum of complex 4.

NMR spectra
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Figure S6. *H NMR spectrum of complex 2 in CDCls.
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Figure S7. *H NMR spectra of complex 3 in CDCls.
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Figure S8. *H NMR spectrum of the complex 4 in CDCls.
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Figure S9. 13C NMR spectrum of the complex 4 in CDCls.

X-Ray data

Figure S10. Intermolecular interactions of complex 2 shown as blue or orange dashed lines for C-H...Cl and C-H...7t

interactions, respectively.



Figure S11. Packing of complex 2 viewed along b axis.
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Figure S12. Intermolecular interactions of complex 3 shown as blue dashed lines for C — H...Cl interactions, orange
dashed bonds for C-H...ww interactions and magenta for &...n interactions.



Figure S13. Packing of the complex 3 viewed along the c axis.

Figure S14. Intermolecular interactions of complex 4 shown as blue dash lines.



viewed along the b axis.
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Hirshfeld surface analysis — Fingerprint plots

Figure S17. 3D Hirshfeld surface for complex 2, mapped with dnorm property, showing intermolecular short contacts
(red-dashed lines).

Figure S18. 3D Hirshfeld surface for complex 4, mapped with dnorm property, showing intermolecular short contacts
(red-dashed lines).
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Figure S19. Two-dimensional fingerprint plots for the intermolecular interactions of the metal complex 2.
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Figure S20. Two-dimensional fingerprint plots for the intermolecular interactions of the metal complex 3.
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Figure S21. Two-dimensional fingerprint plots for the intermolecular interactions of the metal complex 4.
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Figure S22. Summary of the percentages contributed by the various noncovalent interactions to the Hirshfeld
surface in the crystal structures of complexes 2, 3 and 4.
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