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Three polymorphs of N,N’-dipropylated isoindigo derivative ('Graduate School of
Environment and Information Sciences, Yokohama National University) OWataru Jozuka,'
Sung-Hoon Kim,' Shinya Matsumoto'

Alkylation of dye chromophore was known to result in the occurrence of polymorphism in
addition to the improvement of solubility.” ? In our previous study, N,N’-dipropylated
isoingido derivative (Fig 1(a)) was found to have two polymorphs (Forms I and II) with
different molecular packing. * In further crystallization experiments, we obtained its third
polymorph (Form III). The molecular structural overly and molecular arrangement of these
three forms are also illustrated in Fig 1. Form III has a significantly different molecular
conformation and molecular arrangement from those of the other two polymorphs. Different
packing arrangements in these three forms was correlated with the difference in the
intermolecular interactions. The result of thermal analysis as well as thermally-induced
dynamic behavior on these there forms will be also presented.
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Fig. 1 (a) Chemical structure of the isoindigo derivative, (b) Molecular structural overlay
of the three forms in the wireframe style (dark red: Form I, red: Form II, orange: Form III),
Molecular arrangement of (c)Form I, (d) Form II, and (e) Form III.
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