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Reaction Pathway Analysis of Ceria/Copper Interface by Molecular Simulation
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Fig. 1 (a) MD simulation model for the interface between
CeO2(111) and Cu(111), (b) MD simulation model adding three
H20 molecules to the model A, and (c) Model for calculating
activation energy for the reactions observed in MD simulations.
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Fig. 2 Reaction dynamics of Cu oxidation obtained by MD simulations: (a) Ce-O-Cu bond formation and Cu movement
to the shear direction in model A, (b) Ce-O-Cu bond formation, H>O dissociation to form OH ion, and Cu-O bonds
formation between Cu atoms and OH ion in model B. (¢) Energy diagram for the reaction A and B.
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