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Two polymorphs of N-pentylated diketopyrrolopyrrole derivative ('Graduate School of
Environment and Information Sciences, Yokohama National University) O Taichiro Nakai,'
Shinya Matsumoto!

Organic dyes have been applied as functional materials such as optoelectronic materials, in
addition to their use as dyes and pigments. Chlorinated diketopyrrolopyrrole is used as a red
pigment named Pigment Red 254 (PR254). Our group found three polymorphs from N, N’-
dipropylated derivative of PR254D and then also obtained three polymorphs of N-
monopropylated derivative of PR254%). In this research, we synthesized a derivative of PR254
with a pentyl group introduced into one of the amino groups (Fig.1, left) and carried out its
crystallization. We found two crystal polymorphs of this derivative named R1 and R2 (Fig. 1
right). R1 was obtained by vapor-liquid diffusion method using THF/n-hexane, and R2 was
obtained by liquid-liquid diffusion method using CHCls/n-hexane. Both polymorphs belong to
the same space group P1, although the number of asymmetric unit was different. There also
found significant differences in their molecular conformation and molecular arrangement
between these two polymorphs.
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Fig. 1 Chemical structure of PRMS (left) and its two polymorphs (right).
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