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Calculation of Spin Densities for Semiquinone
Radical Anions, Using McLachlans SCF Theory

A.M. Moghimi Ph.D.

-
i The Autoxidation of hydroquinones in alkaline solutions gives rise to radicals |
| other than the expected primary radicals, are referred as secondary radi- |
I cals.Using McLachlans SCF Theory, the spin densities for semiquinone radical |
| Anions and for its Methyl and Methoxy derivatives are calculated, negative spin |
I densities also observed. The agreement between the empirical estimate and ex- 1
| periment is satisfactory. I
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