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The chemisorption of CO on a disordered binary alloy
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Abstract

The atomic structural model of the Ni, Cu, _ , disordered binary alloy was set up for the cases with or without consideration of
surface segregation by computer programming. Then the model of the chemisorption of CO on the surface of the material was set up
with a coverage @ =0.5. The electronic structure of CO chemisorption on the top and hollow sites of the Ni, Cu;_, disordered
binary alloy was calculated considering and not considering the segregation . The calculated results show that 1 the CO
adsorbd at top site on the surface is stable and 2 the chemisorption makes the surface density of states of the disordered binary
alloy lowered the energy band widened and the localization of d orbital weakened and 3  the chemisorption of CO on the
surface restricts the surface segregation of Cu then the mutual influence of chemisorption and multiplayer surface segregation is

discussed at an electronic level.
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