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Encapsulation of aromatic molecules, structures, and DFT calculations of fluorine-substituted

dinuclear copper complex (Graduate School of Engineering and Science, Shibaura Institute of
Technology) oHiroyuki Kobayashi, Yuki Ishida, Yusuke Habuka, Akiko Hori.

Molecular crystals with perfluorinated substituents are expected to be flexible and selective host
materials through electrostatic interactions. Recently, the fluorinated copper complexes of 1 and 2
(Fig. 1) were reported to reversibly encapsulate benzene derivatives in their crystals.” The
benzophenone, which is optical material that exhibit strong phosphorescence at low temperature,
also forms co-crystals with 1.% In this study, we prepared co-crystals of 2 with guest molecules,
such as benzene and benzophenone derivatives to understand the number of the guest inclusions in
the crystals, detailed intermolecular interactions, the corresponding thermal stability, and electron
density distribution of the guest molecules. The single co-crystals were obtained from an ethyl
acetate or chloroform solution of 2 and guests suitable for X-ray single crystallographic studies;
e.g., complex 2 and benzophenone 3 show pseudo-polymorphs of 2¢(3), and 2+(3)4 (Fig. 1b). The
difference of the guest encapsulation between 1 and 2 will be discussed.
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