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LAP Lambert Academic Publishing . Taschenbuch. Condition: Neu. Neuware - Density function theory (DFT) has been used for adsorption of CO
molecule on pure silver Ag 38 and Ag 37Pt compound with truncated octahedron nanostructures. DFT result shows that there is an anisotropic
adsorption energ y for CO molecule of pure silver TO nanocluster at the surface (100). When CO molecule adsorb on Pt atom, anisotropic
adsorption energ y of CO molecule increase at the surface(100). Pt as a disordering  e8ect chang es adsorption energ y site of CO molecule on
Ag 37Pt TO nanocluster. Molecular dynamics (MD) result shows that self-di8usion of silver a?er CO molecule adsorption for Pt9Ag 29 is more
than those for Pt9Cu29, Pt9Au29 bimetallic nanocluster. For silver based bimetallic nano cluster with total 38 atoms, MD result shows that there
is no reg ular trend for self-di8usion of silver atom versus impurity Pt, Au and Cu atom in Ag  when CO molecule adsorb on Pt-Ag ,Pt-Cu,Pt-Au
bimetallic nanocluster. 52 pp. Eng lisch.
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