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有限场方法研究环丁烯-1,2-二酮衍生物的非线性光学性质  
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摘要   本文利用有限场/PM3方法计算了环丁烯-1,2-二酮衍生物的偶极矩、极化率、

一阶超极化率和二阶超极化率, 说明这类化合物是很好的非线性光学材料。 
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Finite field study of nonlinear optical properties of cyclobutene-1,2-dione derivatives 

SUN ZEMIN,WANG BING,TIAN ANMIN,YAN GUOSEN

 

Abstract  Finite field/PM3 calculations of the dipole moments, polarizabilities, first-order hyperpolarizabilities and 
second-order hyperpolarizabilities of cyclobutene-1,2-dione derivatives suggest that these compounds are good candidates 
for nonlinear optical materials. 
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