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First-principles Study on the Electronic and Geometrical
Structure of BN Nanobelt

AN Bo
(College of Physics and Electronic Engineering, Weinan Teachers University, Weinan 714000, P. R. China)

[ Abstract]  The geometrical structures and electronical properties of BN nanobelts with different width are inves-

tigated by first-principles study. The results show that with the increase of the belt’s width, the structure of BN

nanobelt’s edge structure changes significantly. The bond angle and B-B bond length increase, B-B bond rupture

when belt’s width achieve 1.7 nm. The results of electronical properties show that with the decrease of the belt’s

width, the energy gap between the lowest unoccupied molecular orbital (LUMO) and the highest occupied molecu-

lar orbital (HOMO) decrease drastically, the density of states (DOS) at Fermi level increase and pseudogap de-

crease.
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