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Abstract: Theoretical calculations have been performed on the pentasilane compound that is

conformationally constrained into all anti conformations. Optimized geometry in the photoex-

cited state suggests that the 0o* character is the lowest excited state in terms of the extended

terminal Si-Si bonds. Meanwhile, the bond and dihedral angles are barely changed, because of

the rigidity of the trisilane unit. These phenomena effectively explain the experimental data of

the photophysical properties of the all anti-pentasilane compound.
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