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Toward a highly congested cyclic pentacene dimer and its unique electronic properties
(! Graduate School of Science, Osaka University, *Graduate School of Science, Osaka
University) OYuta MAKIHARA'!, Tomohiko NISHIUCHI?, Takashi KUBO?

In cyclophane-type compound composed of anthracene units, an open-shell character is
suggested in the transition state during the photoisomerization and reversion event, where the
two aromatic rings are closer together (Figure 1).1"? 1t is noteworthy that, in quantum chemical
calculations, the cyclophane-type compound composed of pentacene units exhibits an open-
shell character at longer distance (~3.00 A) than that of anthracene units. Herein, we designed
a cyclophane-type compound 1 with pentacene units (Figure 2) and the synthetic study and
quantum chemical calculations will be discussed.
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