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C~5~9HN的电子结构、UV-vis光谱及非线性光学性质的理论研究  
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摘要   对一种碳笼骨架氮取代化合物C~5~9HN用INDO系列方法进行了理论研究,得到了C~5~9HN的电子结构、

分子稳定性、UV-vis光谱及二阶非线性光学系数。 
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Theoretical study on the electronic structure, spectrum and nonlinear second-order optical 
property of C~5~9HN

Ren Aimin,Feng Jikang,Li Wei,Sun Xiuyun,Li Zhiru

 

Abstract  We have conducted a theoretical study on the azafullerene C~5~9HN with the INDO series methods, and 
obtained the following results: electronic structure, molecular stability, UV-vis spectrum and nonlinear second-order 
optical susceptibility.
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