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Structural elucidation of guests with flexible conformations by soft porous organic crystals
(Tokushima Bunri University) O Masahide Tominaga, Shoyo Shinkawa, Tadashi Hyodo,
Kentaro Yamaguchi

Structural determination of liquid organic compounds with a flexible conformation is an
important subject. By using molecular crystals of an adamantane-bearing macrocycle
possessing pyrazine parts, several ketones and esters were included in single-crystal to single-
crystal guest exchanges, and their molecular structures were confirmed by X-ray analysis.
Among them, included acetylacetone was an enol form, which interact with macrocycle
through multiple intermolecular interactions. In refinement, the degree and number of
constraints and restraints in the identified guests were less due to the optimization of structural
changes in soft macrocycle-based frameworks to maximize the host—guest complexation.
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Fig. 1 Macrocycle (1) and four guests.

Fig. 2 Guest-induced structural change.
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