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Fig. S1: Frequency of metal complexes with phen/bpy/en ligands in red/green/blue, respectively.
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Fig S2. BP86-D3/def2-TZVP optimized structures of three representative complexes (Distances in Å). H-

atoms omitted for clarity.

Fig. S3. Categorization of all IOH-1–3 based on central metal in the MOCs.

Theoretical methods

The optimization of the complexes was carried out using the TURBOMOLE software 

(version 7.0) [S1] at the PB86-D3/def2-TZVP level of theory. The minimum nature of 

the complexes was confirmed by frequency calculations. The complexation energies 

reported in Table 2 were computed by calculating the difference between the energies of 

isolated monomers and their assembly.
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