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First-principles Study on the Electron Structure of Boron-nitrogen
Nanotube with H,O Adsorption

AN Bo

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

[ Abstract ]

The electron structure of BNNT adsorbed with polar molecule was investigated through the first-prin-

ciples calculations. The results show that the structure of the systems investigated is stable. The margin of the den-

sity of states (DOS) shifting towards to low energy position increases with the number of water molecule. The elec-

tron structure of BNNT + CH4 changes indistinctively. DOS, Mulliken charge population, HOMO/LUMO and their

gap indicates that BNNT +3H2O0 system is more propitious to the electron’s field emission than other systems.
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