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Alkylation of dye chromophore is known to result in the occurrence of polymorphism in
addition to the improvement of solubility."? Quinacridone is used as organic pigments as
well as a functional dye. Quinacridone and its N-butylated derivative® were reported to have
some polymorphs. In this study, we synthesized a quinacridone derivative with propyl groups
introduced into its two amino groups (Fig 1(a)). A red polymorph of the present derivative
(QA3R) was obtained from an evaporation method, and its orange polymorph (QA30) from a
diffusion method. Deep-red hydrated crystals were also obtained from the same
crystallization samples where each polymorphs appeared. QA30 and QA3R had similar 2D
layer structures (Fig. 1(b),(c)), but the stacking motif of the 2D layers was different. In
QA3R, the molecules stack with alternate slipping along the long molecular axis, while in
QA30, the molecules stack in a staircase fashion. The hydrated crystal was found to have a
different packing arrangement characterized by a brickwork structure (Fig 1(d)).
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2D molecular layer of (b)QA3R, (c) QA30, and (d) Hydrate.
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