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Fig. 1. Disorder model for STB. This disor-
der is observed in a charge-transfer com-
plex, (STB-TCNQ).

Fig. 2. HOMO of the STB molecule calcu-
lated by the simple Huckel method. The
radii of circles on atoms are proportional
to the magnitude of coefficient of the p.
orbital.
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the measurement yields data shown by (M Frfd)
closed triangle. The thermal anomaly arou-

nd 270K is caused by order-disorder phase

transition relating to the orientation of

the STB molecule. The stepped thermal

anomaly around 250K is attributed to be

a glass transition from a its dependence

on the thermal histories.

Possibility of Intramolecular Motion Related
to Charge Transfer Interacting Part

In crystalline trans-stilben-TCNQ (STB-TCNQ), the orientation of the STB molecule is
disordered according to the site symmetry 2 /m. To see the possibility of the molecular
inversion within a crystal lattice, the heat capacity of STB-TCNQ was measured by adia-
batic calorimetry below room temperature. A structural phase transition and a glass tran-
sition, both probably relating to the intramolecular crankshaft motion, were detected at
275K and 250 K, respectively. The average ionicity of TCNQ, i.e., the degree of charge
transfer (CT) was determined from IR spectroscopy as ca. -0.2. Since the central C=C
moiety of the STB molecule has a significant pi electron density in the HOMO, the obser-
vation of the phase transition and glass transition is the direct evidence that the CT inter-
acting part really reorientates in the crystal lattice above the glass transition tempera-
ture. (by M. Okada)



