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Electronic Structure of Sulfur Passivation GaAs(100) Surface

MA Li, WEI Shiryi, WANG Jiarr guang
( College " Physics & Information Engineering, Henan Normal University, Ximxiang 453002, China)

Abstract: The adsorption of one monolayer S atoms on an ideal GaAs( 100) surface is studied by using the self-consis-

tent tight-binding linear muffin-tin orbital method. The S atoms chemisorption on Ga terminated and Asterminated sur

face are considered respectively. Adsorption energies of a S atom on different sites are calculated. The layer projected

density of states for S atoms covered GaAs( 100) surface is studied and compared with that of the clean surface. The

charge transfer is investigated. It is found that S atoms adsorb on the bridge site on both GaAs surfaces, and S —Ga in-

teraction is a little stronger than S —As interaction, so the effect of S passivation GaAs( 100) surface is using obvious.
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