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First-principles study of electron field emission from the
carbon nanotube with B doping and H,O adsorption”
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The electron field emission performance of CNT doped with one Boron atom and with one adsorbed H, O molecular BCNT +
H,0 was investigated through the calculations of density functional theory DFT in this paper. The results indicated that there
is an atomic scale region of electron congregation near the top of BCNT + H, 0  and the electronic density of states DOS  round

the Fermi level is enhanced obviously. It is expected that BCNT + H, O be suitable for the field emission of electrons judging
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Abstract

from the calculation results of DOS HOMO/LUMO and Mulliken charge population.

Keywords boron doped carbon nanotube adsorption density functional theory electron field emission

PACC 7125X 3100

* Project supported by the National Natural Science Foundatio

n of China

Seed Fund of Northwestern Polytechnical University Grant No.200863 .

F Corresponding author. E-mail wangld @ nwpu. edu. cn

Liang Jin-Kui!

Grand Nos. 50771082 and 60776822 and the Supported by Graduate Starting



