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Quantum Chemical Calculation on the Molecular Nonlinear
Optical Properties of
N-Methoxy-Methyl-Aniline Derivatives

ZHANG Ge=xin',ZHANG Jing-yao', LIU Song—gin',

ZHENG Qiu=ong', CAO Yang °

(1. Department of Chemical Engineering, Wuxi University of Light Industry, Jiangsu Wuxi 214036; 2.
College of Chemistry and Chemical Eng. Suzhou University, Suzhou 215006)

Abstract: In this paper, the second-order nonlinear optical polarizabilities of a series of N-
methoxy-methyl-anline derivatives have been calculated. Using the CNDO/S~CI quantum
chemical calculation program, the structure dependence of their nonlinear optical properties
has been studied. It is proved to be very useful for solving nonlinear optical problems.
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