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Study on Antioxidative Activities and Quantum Chemistry
Calculation of Two Quer cetin-zinc Complexes

JANG Liu-Yun*, LIU Yu-Ming

(College of Chemistry, Sichuan University, Chengdu 610064)

Abstract Two quercetin-zinc complexes were synthesized according to different ratio reactants, and their biological
activities were measured by means of pyrogallol autoxidation. The result shows that they have different level
antioxidative activities. Quantum chemistry calculations were performed by using Gaussian 98 program at HF/LanL2DZ
basis set. The geometry structures, charges, atomic orbital contribution to frontier molecular orbitals, molecular orbital
energies and vibrational frequency were discussed. It indicates that they have good stabilities and relatively high different
level antioxidative activities, which is consistent with the experimental result.
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