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DFT Study on the Isomerization Reaction of Hydrocyanic Acid and Water
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Abstract : The reaction mechanism of the isomerization: HNC—HCN has been studied by means of density functional theory

(DFT) at the level of B3LYP/6-311 + + G(3df,2pd). Hydrocyanic acid and water proceed via a five-centred transition

states then transformed by its exterior hydrogen-bond; The results show that the activation energy of the isomerizing reaction

in the aqueous phase is lower than that in the gas phase. It is likely that the hydrogen bonds formed in the complexes and the

solvent effect play an important role.
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