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A DFT Study on the Structures and Properties of C,N, (n= 2~ 10) Clusters

Shao Jingling ShiRongvej Zhu Xiole,i Lu Xiaohua

(School of Chen istry and Chem ical Engineering Nanjing University of T echnobgy, N anjing 210009, China)

Abstract Geometries energies physical properties of five chsses of C,N,(n= 2~ 10) clsters are computed us ng the
B3LYP/6-31G(d) / /CCD(T) /16— 31G(d) method folloved by vbratbnal frequency analysk Resulis den onstrate
that the geom etries and properties of the clusters of series I, 4 and 5 exhbit odd/even altematn change The stuc-
wres stabilites and abiliies of push-pull ekcton of these clisters are d scussed based on the rehtive enewgy separa-
ton bind ng enegy per atan, vertical ionization eneigy vertical electon affmnity and eneigy gap of fronteer orbitals

(HOMO and LUMO).
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