H201-3am-04 AA2a B1025S452 (2022)

EXTx/—)L AFERBENMBRD X SREE/HENT

(BIEERPEERTE ' - =2 I v ?) - OffEr Bndk ' - M el ' - a1 B—2 - 1
A Hig!

The crystal structure of several solvates of two bisphenol A derivatives (' Graduate School of
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Corporation SIC) OMizuki Fujino,' Saori Gontani,' Kenichi Satake”, Shinya Matsumoto'

Bisphenol A derivatives are raw materials for polymer resins that have potential applications in
various fields. We have studied the crystal structures of several alcohol solvates of linear alkyl
derivatives 1 shown in Fig. 1, and found that the solvent type does not affect the molecular
arrangement of the derivatives, but only the crystal lattice. In the present study, the X-ray structures
of four alcohol-solvated crystals of two derivatives 2 and 3 with 12-membered rings were analyzed,
and the effects of solvent on their crystal structures were compared.

The alcohols used to prepare the solvated crystals were EtOH, 2-PrOH, n-BuOH, and i-BuOH.
The crystal structures of all the solvated crystals were obtained. In the crystals, the solvents formed
OH...O intermolecular hydrogen bonds with the bisphenol molecules. Comparison of the crystal
structures showed that the -BuOH crystal of 2 and the n-BuOH crystal of 3 were similar in
molecular arrangement and intermolecular hydrogen bonding (Fig. 2). In the solvated crystal of 1,
the molecular arrangement of 1 was almost the same regardless of the type of alcohol. In the case
of 2 and 3, however, there found no structural similarity between each different solvated crystals.
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