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Abstract

The adsorption of atomic oxygen on the Nb (110) surface itesyatically investigated through the first-principles hoet for
oxygen coverage ranging from 0.25 to 1 monolayer (MLjis found that the hollow site is the most energeticallydiable for the
whole coverage range considered and that the long-bridgdadies the second placé&he work function increases almost linearly
with the increase of oxygen coverage for the long-bridge aisorption, whereas for the hollow site adsorption thekvilanction
decreases when the coverage is 0.25 ML or 0.5 ML and incredses the coverage is 0.75 ML or 1 MLUsing the planar averaged
charge density and the dipole moment change we can explainatmplicated change of work function induced by atomic exyg
adsorption In addition, the interaction between O and Nb is analyzedbystirface atomic structure and electronic density ofstate

Keywords: first-principles, Nb (110) surface, oxygen adsorption,kvoinction
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