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INDO CALCULATIONS OF PYRIMIDINE RADICALS- [/
CONFORMATIONS OF IONIC RADICALS AND
HYDROGEN ABSTRUCTION RADICALS
OF THYMINE |

Liu Renzhong Lin Nianyun Ni Minghua
(Institute of Nuclear Research, Academia Sinica P. O. Box 8204 Shanghai China)

ABSTRABT Theoretical spindensity distributions and theoretical coupling constants of th~y
mine jonic radicals and hydrogen abstruction radicals have been calculated at INDO level. The
atomic coordinates of their conformations were obtained from a “mixed geometrical model”. In the
case of thymine anion radical and the hydrogen abstruction derived radical from the methyl grop
of thymine, the theoretical coupling constats agree with the experimental data very well. In the
case of the thymine cation radical and the hydrogen abstraction radical resulting form N] of
thymine, the calculated results agree with ‘calculated values given by other authors and agree
approximately with the experimental data. .

KEY WARDS Hydrogen abstruction radical of thymine: Anjon radical of thymine; Cation
radical of thymine; Thymine radical: MO~-INDO calculations of thymine radical.



