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Theoretical study on the adsorption and dehydrogenation reaction of ammonia on the
surface of Al.Co~ (n=10-13) clusters (Faculty of Engineering, Chiba Institute of
Technology) OKazunari Miyauchi, Hidenori Matsuzawa

In recent years, the NHs dehydrogenation reaction on the surface of metal clusters has
attracted attention. In this study, a Co atom was added to the Al,  cluster for the improvement
of the reactivity of NH3 dehydrogenation. The NH;3 adsorption energies (Eass) and NHs
dehydrogenation reaction pathways on the surfaces of Al, and Al.Co (n=10-13) clusters,
were obtained using the DFT calculations. In the reaction pathway on Aljy, the H»
elimination does not occur. On the other hand, the reaction pathway on Al;oCo is lying
lower than that of Aljy on the potential energy surface, and it is suggested that the H:
elimination occurs.
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