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Theoretical Study of the stable Structure and Charge Population
of Ca’- Thymine Complex

ZHANG Xing chu, HU Yi-hua, WU Huar xuan, WU Hua
(' Dept. of Applied Physics, Guangdong University of Technology , Guangzhou 510090, China)

Abstract: Optimized structure, metal affinities and charge population of thymine Ca® complex are
determmined by employing Density Functional Theory ( DFT) at a high level of the B3LYP exchange
correlation potential in connection with the 6311+ G(2df, 2p) basis set. Compared with other tautome of
thymine, T Ca" is the most stable one and its charge redistribution is most obvious.
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