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Surface diffusion of a hydrogen atom on smooth lithium(100) surface using ab initio cluster MRfER
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Abstract The behavior of H atom adsorbed on smooth Li(100) surface was studied by using Li3(4.3)-H and Li9(5.4)-H | = X KAL
small atomic cluster models. The potential curve of the adsorbed atoms and the diffusion potential and the adsorption of | -z =
mechanism were determine From these results the shortest diffusion length of H on smooth Li surface can be calculated - TR
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