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Recently, open-shell molecules have attracted much attention as candidates for optical
functional materials with remarkable properties. Several derivatives of phenalenyl, a neutral
radical species, are known to form z-stacked one-dimensional aggregates in solid state and
exhibit unique optical properties that are different from those of monomers. In this study, we
have investigated excitation energies and transition moments of n-stacked multimer models of
phenalenyl as a function of staking distance d at the XMC-QDPT?2 level.
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