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Quantum chemical studies of the SN2 reaction between hydroxyl anion and fluoromethane
WANG SHUGUANG,PAN DAOAI,YUAN SHENGANG

Abstract Thetitle SN2 reaction has been studied by means of ab initio LCAO-M O-SCF methods at HF/4-31G level and
MP2/4-31G level. The complete geometry optimization of reactants, products, and transition state have been performed.
The double-well potential energy curve was obtained in accordance with ion-mol. reactions. At the MP2 level DH?and Ea
of this reaction were obtained. Vibrational frequencies of transition state was cal culated and the harmonic vibrational mode

of virtual vibration was obtained.
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