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Creation of a (6+n)-Mixed Electron-delocalized System Bearing Two o-Delocalized Systems
Connected by an Acetylene Unit (!Graduate School of Engineering, Saitama University, *
Department of Chemistry, College of Science, Rikkyo University) O Manami Shiono,'
Shunsuke Furukawa,' Mao Minoura,”> Masaichi Saito!

The expansion of electron-delocalized systems is one of the important fundamental tasks,
indispensable to the development of material science, and attempts have so far focused on
mainly the extension of n-delocalized systems. On the other hand, we have recently reported
o-delocalized systems arising from interactions between lone pair electrons on the selenium
atoms at the periphery of a benzene platform. To extend the c-delocalized system, we have
designed a (c+m)-mixed delocalized system that has two c-delocalized systems connected by
an acetylene unit.

Reaction of compound 1 with phenylselenolate afforded compound 2 that has two o-
delocalized systems connected by an acetylene unit.(Scheme 1). The optimized geometry by
theoretical calculations showed that HOMO is composed of two o-delocalized orbitals derived
from five lone pairs on the selenium atoms and m-orbitals on the acetylene unit. The electronic
property and oxidation reaction of 2 is also described.
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