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X-ray analysis of porous coordination networks (PCNs) encapsulating target compounds could not only reveal
important information about the target structures and host-guest interactions but also observe chemical
reactions including metastable species. However, to date, only a handful of MOFs have been identified
to be compatible with a wide range of substrates since guest capture and stabilization are typically
achieved by a series of finely balanced host—guest interactions, which are difficult to rationally design.
In this study, a MOF with hexaazaphenalenyl based ligands was used for the encapsulation and structural
characterization. The bioactive molecules were encapsulated by an adaptable water network with atomic
resolution data quality. A novel C3 symmetric triazaphenalenyl molecular system was also developed to
explore the unique properties of azaphenalenyl compounds.
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