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STUDIES OF HYDROGEN ADSORPTION ON Al(111)
AND Ag(111) SURFACES BY EHT METHOD

Xu YONG-NIAN ZHANG KAI-MING

(Institute of Modern Physics, Fudan University)

ABSTRACT

The hydrogen adsorption on Al(lll) and Ag(lll) surfaces have been studied by the
charge self-consistent EHT method. It is shown that the H, molecule would dissociated
on AlI(Mll) surface, the H atom could be adsorbed at certain sites with symmetric geo-
metry (such as the threefold, eclipsed, bridge and the atop sites), and H -could penetrate
into the sutface layer and become an interstitial atom. However it is shown that the H, mo-
lecule can be adsorbed on Ag(lll) surface with H—H bond paralled to the surface, this
result seems to be in fairly good agreement with the result of high resolution electron-
energy-loss spectra for H, on Ag at low temperature. In addition, when the temperature
is high, the dissociative adsorption of H, on Ag(lll) surface is also possible.

The merit of the method used is discussed.



