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Synthesis of charge transfer crystal with segregated packing structure using hexaarylbenzene
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Charge transfer crystals (CT crystals) are formed by electronical donor and acceptor
molecules. CT crystals can be classified into two types according to their crystal packing
manner. One is the mixed stack in which donor and acceptor molecules are alternately stacking,
and the other is the segregated stack in which donor and acceptor molecules are stacked each
other. Segregated stack is known to exhibit good electron conductivity, but there are few reports
about segregated stack. In this study, we report a new CT crystal with segregated stack by using
hexa(2-pyridyl)benzene (HPyB) as a donor molecule and 7,7,8,8-tetracyanoquinodimethane
(TCNQ) as an acceptor molecule. CT crystal was obtained by slow evaporation from a
chloroform solution. The color of CT crystal was dark blue, and single crystal X-ray diffraction
(SC-XRD) revealed that the CT crystal was composed of two independent HPyB and four
TCNQ. The packing structure was segregated stack which each HPyB and TCNQ are stacked
alone the c-axis, and distances between each molecule were 3.4-3.5 A for HPyB and 3.2-3.4
A for TCNQ. The electron conductivity of CT crystal will be presented.
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