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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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