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Figure 1. Potential energy curves for the CO oxidation reaction by
MgO-supported Aug cluster.
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Table 1. Decomposition of the Au-MgO interaction
energy for defective and non-defective MgO.

Au part MgO part Total
(kcal/mol)  (kcal/mol)  (kcal/mol)
AuMOxOss ) 4 132.4 137
(w/o defect)
AusMacOss 11 5 62.1 543
(w/ defect)
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Figure 2. Frontier orbitals of clean MgO, defective MgO,
and Aug cluster.
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