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Interaction of Cisplatin Adducts with Guanine Tautomers. A Theoretical Study of Metalated
Tautomeric Forms

ZHANG Zhi-Qiang™2,ZHOU Li-Xin*'1, HE Qinl-2

1 Department of Chemistry, Jinan University, Guangzhou, Guangdong 510632,China

2 Department of Chemistry,Fuzhou University, Fuzhou, Fujian 350002, China

Abstract The influence of binding of cisplatin adducts on tautomeric equilibrium of guanine was investigated using
quantum chemical method. The monoaqua adduct [Pt(NH,),,Cl(H,,0)] Tand the diagua adduct [Pt(NH3)2(H20)2]2+Were

chosen for coordination to the N(7) site of guanine tautomers. The results demonstrate that the platinum adducts
influence moderately on tautomeric equilibrium, but do not change the relative stability of tautomers whether in gas phase
or in agueous solution. The keto form having H atom at N(1) and N(9) was always the predominant structure when
cisplatin adducts were bound to guanine. However, other forms could coexist in water. Meanwhile, our calculations
suggest that the tautomeric equilibrium should be via the same intermediate.
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