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Theoretical study on molecular configuration dependence of electronic structures and optical
response properties of w-stack open-shell molecular aggregates
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There have been several experimental studies for creation of highly condensed conjugation
systems which can exhibit unique electronic, optical and magnetic properties and related
functions. One-dimensional (1D) n-stack aggregates of open-shell molecules are expected to
be candidates for such systems. Open-shell characters and optical response properties of such
systems are expected to be tuned by the molecular packing. In this study, by employing
simple models, we examine the molecular configuration dependence of open-shell electronic
structures and optical response properties of 1D zn-stack aggregates of open-shell molecules.
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