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1 Dec-L-His
Cl1 N2 C3 N4 C5 H6 H7 HS8 C9 C10
- 0.0 -0.333 0.128 -0.064 0.003 0.035 0. 051 0.152 -0.002 0.116
HI1 HI12 N13 H14 C15 016 017 H18 H19 C20
0. 054 0.022 - 0.178 0.060 0.503 - 0.568 - 0.295 0.246 0. 155 0.421
021 C22 c23 H24 H25 C26 H27 H28 c29 H30
- 0.604 -0.002 -0.012 0.025 0.056 - 0.018 0.027 0.017 -0.020 0.025
H31 C32 H33 H34 c35 H36 H37 C38 H39 H40
0.011 -0.020 0.015 0.008 - 0.019 0.010 0.005 -10.016 0.016 0. 004
C41 H42 H43 C44 H45 H46 H47 H48 H49
- 0.017 0.017 0.005 - 0.032 0.009 0. 005 0.015 0.011 0. 004
2 NPE-CBZ-Phe
N1 02 03 C4 C5 C6 Cc7 C8 c9 H10
0.022 -0.895 -0.890 0.051 -0.127 -0.152 -0.124 -0.08 0.049 0.030
HI1 H12 HI13 0l4 cls5 ol6 cl7 N 18 H19 H20
0. 020 0.151 -0.018 -0.256 0.104 -10.692 0.114 -0.204 0.048 0. 155
c21 022 023 c24 c25 H26 H27 C28 c29 c30
0.549 -0.630 - 0.240 0.110 0.099 0. 007 0.010 0. 055 0. 055 0.06
C31 C32 H33 H34 H35 H36 H37 C38 C39 C40
0. 062 0.060 -0.051 -0.046 -0.067 -0.064 -0.071 -0.08 -0.351 - 0.137
C41 C42 C43 H44 H45 H46 H47 C48 H49 H50
- 0.144 - 0.385 - 0.095 0.000 0.046 - 0.022 - 0.027 -0.038 -0.008 - 0.009
H51
- 0.007
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Study of the Similar Enzyme Catalyzed Reaction
with Quantum Chemistry

Zhang Gexin
(Department of Chemical Engineering, Wuxi U niversity of Light Industry, W uxi, 214036)

Abstract In this paper, we studied hydrolysis of p-nitrophenyl esters of carbobenzoxy—
phenyl by decanyl-L-histidine catalyst. T he charge distribution of the substrate and cata—
lyst was calculated by using INDO program. After analyzing these data, the reactive cen—
ter of the componds was identified and the reasonable reaction mechanism was proposed.
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