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A Newly Proposed Mechanism for Single-Crystalline Transformation of Porous Framework
Involving Hydrogen Bonding Rearrangements (Graduate School of Engineering Science,
Osaka University) OHaruka Kubo, Ryusei Oketani, Ichiro Hisaki

Hydrogen-bonded organic frameworks (HOFs), porous molecular crystals formed through
intermolecular hydrogen bonds, are expected to exhibit dynamic behaviors based on reversible
hydrogen bonds. We have constructed a layered HOF with stacked 2D porous sheets composed
of X-type tetracarboxylic acid derivative BrPQ !, It was revealed that this HOF underwent
two-step quasi single-crystal-to-single-crystal structural transformations. The structures of
each phase were clarified by single-crystal X-ray diffraction analysis, and furthermore, we
proposed a new transformation mechanism in which the pores shrink significantly as interlayer
rearrangements of hydrogen bonding via desorption of guest molecules.
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