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Theoretical study on the adsorption and dissociation reaction of carbon monoxide on the
surface of CunAliz.n(n=1-5) clusters (Faculty of Engineering, Chiba Institute of Technology)
Tomoya Furusawa,Hidenori matsuzawa

The decomposition and removal of carbon monoxide (CO) as a toxic gas is an important
problem. In this study, the adsorption energy (Eags) and dissociation reaction pathway of CO
on the surface of Cu,Aliz.n (n=1-5) clusters were examined using DFT calculation, for the
development of new catalyst for CO decomposition. Stable adsorption sites of CO are
shifted from Al-Al to Cu and Cu-Al sites with the increasing of n. It is found that the
decomposition of CO is progressed on the surfaces of CusAliz.n (n=1-5) clusters. It is
suggested that the decomposition of CO on the surface of CuAl;; (n=1) cluster occurs easier
than those of other clusters. After the dissociation of CO, C atom is located inside of the
cluster and O atom is bound on cluster surface.
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