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A theoretical studies on the structures and electronic spectra of phenothiazine, N- —— .
» D I B B

methylphenothiazine and their radical cations
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Abstract The geometries of Phenothiazine, N-M ethylphenothiazine and their radical cations have been optimized by PR SCAEL AR

using INDO series methods. The neutral molecules are butterfly fold and the radical cations are planar. On the basis of N

optimized geometries, the charge densities, spin densities, bond orders and electronic spectra of above four molecules and T—*

cations have been calculated. The spectra have been assigned theoretically, at the same time, the red shift of spectral band | ~ ESEl

from molecules to cations have been discussed. All calculated results are in good agreement with experimental results. - WE
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