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Table.1 n
CHARGE=n
PRECISE 100
Table.3 PM3
(kcal/mol)
456 6.2 8.3
p- 459 6.2 8.7
p- 117 6.5 8.3
234 9.0 12.9
C.H.N,0 276 5.5 7.9
607 7.3 11.2




( ) Fig.1
R” H
)
Fig.1 4
4
1 2
(Fig.2)
p
OH OH
R————L———C}——-R'==#=; + O—R’
+
R*=— H R— H
Fig.1
OH OH
R——O0—R’ = R ‘ O—R'
+ —~— ‘ NS
R“———-é;) H R—O H
H lr——-R" Fk———lggg-R"
s
OH
F%“‘{ + O—R'
[E—
T—_—
R——O H
I 0 R"
Fig.2 a 2
(ROH2+)
(Fig.1,2)

11 (
EF) (
SADDLE,TS,FORCE) 1 2

IRC
(Intrinsic Reaction Coordinate; )

(CH;CO0C,H5)
(CH;0H)

MOPAC PM3

CHLCOOC Hs + CH;OH = CHyCOOCH; + CoHOH
CHCO0CHs + HL0 = CHCOOH + CoHsOH
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Table.4
(kcal/mol)
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w w
e N
11 48.80 -1.04
12 31.19 14.70 30.84 0.04
11 24.97 -21.6
12 23.05 9.006 23.29 -0.65
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Summary.

Reaction Analysis of Ester 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 ester and searched for its process by program package of semi-empirical molecular
orbital calculation, MOPAC.

As a result, we confirmed that ester reacts with solvent, and then they form objective products; ester,
carboxylic acid and others.

And we found the ratio of ester to solvent is 1 to 2 in the case of using acid catalyst.
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