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Hydrogen Adsorption on Diamond (100) Surface

Lu Yong and Jiang Ping
(Department of Physics. Fudan Usniversity, Shanghai, 200433)

Abstract

Using the charge self-consistent EHMO calculation, the location of H chemisor-
bed on Diamond (100) surface has been determined to be on top position. It 1s
shown that the bond length between H and C 1s about 1A while the adsorption
energy i1s 4.5 eV The calculated electronic density of states is in quite good ag-
reement with the recent experimental results.





