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Theoretical study of decomposition reaction of g-lactam ring catalyzed by
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Figure 1. BEZEHF OISR, 7R HF, : MP2, #k: B3LYP, £&: M06. JLJEREIHUT 6-311++G(d).
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Table 1. QM Ik D FEG % 15 % 7= b D FH R FEH o bLig (minute).

method CDRK construction FEG evaluation total
QM/MM 0 146035 146035
QM(CDRK)/MM 660 157 817
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