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H. dissociative adsorption on substitutional surface alloys

We will review recent theoretical work focused on H, reactive adsorption dynamics on
substitutional surface alloys: Cu/W(100) and Pd/Cu(111). In both cases, the surface alloy
electronic structure and the molecule-surface interaction potential is investigated through Density
Functional Theory calculations. Reactive dissociative adsorption probabilities as a function of the
molecular impact energy as well as the angular distribution of unreactive scattered molecules are
analyzed and connected with the most relevant mechanisms observed: direct and dynamic

trapping.
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