P2-3vn-22 BAL2S B1035SF2 (2023)

/\D’T“‘/% BOHKICEDIC44- OO YFYFToFTZ) VA
BADR) 24 THE

CRRAME - KRB 2) &I h - sR(EM ! - gaRisE ! - bk 1l 12
Polytypic Crystals of 4,4’-Dihalosalicylidenes based on the Types of Halogen Bonds ('Inst. Ind.
Sci., Univ. Tokyo, *Env. Sci. Ctr., Univ. Tokyo) Olsao Yoshikawa,' Zaixiang Zhang,! Masahiro
Suzuki,! Hirohiko Houjou'*?

We synthesized 4,4’-Dihalosalicylidenaniline derivatives 4XY (X, Y = C or B for Cl or Br
substitution, Fig.1). 4CC showed two color polymorphs, and a seed-triggered solid-to-solid
phase transition by heat was observed in yellow form 4CC-y in the presence of orange form
4CC-o0 as seed.” On the other hand, 4BB gave three polytypic crystals. Isostructural layer
structures were formed in these three crystals, while structural differences were appeared as
different types of halogen bonds between the layer structures (Fig.2). Only type I halogen bonds
in monoclinic m-4BB and type Il in orthorhombic polytype 0:-4BB were formed. On the other
hand, type [ halogen bond at salicylidene side bromine and type II at aniline side bromine atoms
were formed in 0,-4BB crystal. The 4CC-y and 4BC were isostructural to m-4BB, and 4CB
was same as 02-4BB. Therefore, these 4XY crystals should be also regarded as “polytypic”,
except 4CC-o. Details of crystal structures and solid solutions of these compounds were
discussed.
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