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Summary

The present paper describes a theoretical study on melecular devices. The
molecular devices dealt with here are based on the photochemical proton transfer in
hydrogen—bond systems. 9—Hydoxyphenalenone (1) and its methyl substituted one
(2), as a model compound, are studied by the MNDO—PM3 method. The stable
structures of 1 and 2 are optimezed. The proton transfer paths in 1 and 2 in the
grand states are calculated. The excitation energies are also calculated. The
present calculations reveal that 9—hydroxyphenalenone derivatives may be available

for molecular devices.
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