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Theoretical Study on Dimeric Structures and Electronic States of a Germylene Complex
Supported by the Phenalenyl-Type Ligand
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Phenalenyl (PLY), a neutral r-radical, is known to form dimer structures such as 6- and m,-dimers
(stacked at the a-carbon atoms) in solution or in the solid state, depending on the substituent
species. In this study, we focus on a recently synthesized germylene complex with a PLY-type
ligand. Unlike PLY, this complex is known to form the mp-dimer stacked at the f-carbon atoms in
the crystalline phase. We investigated the stable structure, electronic states, and interaction
energies of this structure based on quantum chemical calculations and analyzed the factors that
lead to the formation of the ms-dimer.
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Fig. 1. Structure of PLY-Ge
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