
The quantum dynamis of the di�usion of H on Pd (111) surfaeT. FIRMINO, R. MARQUARDTLaboratoire de Chimie Quantique - Institut de Chimie1, Rue Blaise Pasal, 67081 Strasbourg, FraneDissoiative hemisorption on metal surfaes requires a detailed understanding about how moleulesdi�use and their reativity. There are not many experimental tehniques apable of unravelling the me-hanism of the lateral di�usion of atoms and moleules on a surfae. In this work we show that thequantum di�usion of H is related to a strong oupling between states of the same symmetry loalized atthe adsorption sites "f" and "hp" (see Fig.1) . The formation of a bandwidth with dereasing degreeof overage of the substrate is responsible for a further di�usion by deloalization. These purely quantummehanially e�ets are expeted to happen, but have never been rationalized so far.
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Fig. 1 � The elementary ell hosen to desribe the di�usion.


