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RCOOH + R OH < RCOOR" + H,0
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RCOOR" + R” OH < RCOOR” + R’ OH
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CH30” + C2H50H ~ C2H50" + CH30H
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Summary.

Analysis of Ester Interchange by Semi-empirical Molecular Orbital Method

Atsushi Kondo
Graduate School, Hosei University

Yosuke Kataoka

Department of Materials Chemistry, Faculty of Engineering, Hosei University

We simulated the reaction of ethyl acetate with methanol and searched for a process by program package of
semi-empirical molecular orbital calculation, MOPAC.

As a result, we confirmed that ethyl acetate reacts with methanol, and then they form methyl acetate and ethanol.
And we found the ratio of ester to alcohol is 1 to 2 in the case of using acid catalyst.
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