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Variety of mesophase behavier and crystal structures

of chiral diphenylpyrimidine isomers

Kayako Hori and Yasuko Matsunaga (Ochanomizu University, Bunkyo-ku, Tokyo 112-8610),
Tetsuo Kusumoto (Dainippon Ink & Chemicals, Inc., Ina-machi, Kitaadachi-gun, Saitama 362-8577),
and Atsushi Yoshizawa ( Hirosaki University, Hirosaki 036-8561)

In order to make clear the origin of chiral interactions responsible for an isotropic mesophase (IsoX)
of a dichiral mesogen, 2-[4-[(R)-2-fluorohexyloxy]phenyl]-5-[4-[(S)-2-fluoro-2-methyldecanoy-
loxylphenyl]pyrimidine (I), crystal structures have been determined for I and its isomers (I and
I1E) without IsoX. According to the different positions of N atoms in the cores, crystal structures are
quite different each other: one-dimensional chains of CH N close contacts resulting in the large
overlapping of core moieties and hence, stereo-specific F-methyl interactions (I), an MHPOBC-like

arrangement of bent molecules (II), and a stack of layers composed of parallel molecules (III).
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&% — 2] I, 230 K, =4l &%, PL
a=10.6506(16), b=27.199(3), ¢=5.4920(7) &, a=
91.132(10), B=102.315(11), y=83.159(11)°,
V=1543.2(4) A°, Z=2, dx=1.189 g cm'3; I1I, 298 K, ¥
%R, P21, a=9.8667(5), b=56.32(3), ¢=5.751(2) 4,

=102.54(4)°, V=3119(3) &%, Z=4, dx=1.177 g cm3.
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