K605-1pm-10 BALEA H103BFES (2023)

NOTUEEESE VR TILEILD Y IILEFA -
EEBDOS A R—ILOEFHIE
(AEKEET. '+ bk WPLICReDD?)  Ohb i ' - Bl %22 - (FjE 5 12

Dipole arrangement in molecular crystal by utilizing halogen bonding and bulky silyl moiety
(*Graduate School of Engineering, Hokkaido University,”WPI-ICReDD, Hokkaido University)
ONatsumi Hammyo,' Mingoo Jin,? Hajime Ito'?

The design of dipole arrangement in a molecular crystal has attracted much interest in the
crystal engineering field because integrated dipoles can play important roles in determining the
electronic or photophysical properties in solid state. Herein, we synthesized structurally
asymmetric molecules 1-3 bearing polar 2,3-difluorophenyl group with a bulky silyl
substituent on one side and a hydrogen (1) or a halogen substituent (2, 3) on the other side.
Interestingly, in crystals 2 and 3, the halogen substituents formed a triangle halogen
supramolecular synthon by halogen bonding among bromine or iodine substituents, resulting
in helical parallel alignment of the dipoles, while antiparallel alignment in crystal 1. This simple
modification of molecular structure allowed controlling the dipoles in the molecular crystal. In
this presentation, we will report the detailed crystal structure and the arrangement of the dipoles.
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