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Theoretical study for the reaction mechanism of hydration and substitution
with the DNA purine bases (G and A) of trans-platinum analogues

oFutaba Kawahata, Takako Kudo
Division of Pure and Applied Science,Graduate School of Science and Technology,
Gunma University, Japan

[Abstract] Reaction mechanisms of hydration and substitution with the DNA purine bases
of trans-platinum analogues were investigated by quantum chemical calculations. Each
reaction consists of two steps and the rate determining step is hydration. The energy barriers
for the hydration process of trans-platinum are ca.10 kcal/mol higher than those of
cis-platinum. The present study suggests that trans-platinum is possible to be get more
stabilization by the substitution of the NH3z ligand with the other N-ligands.
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{ Substitution with the DNA purine bases }
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Fig. 2 Reaction mechanism of hydration and substitution of H.O with the G
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