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Reduction of Nitric Oxide over Rutile-supported Cu Surfaces: A Quantum Chemical Study

TAN Kai*, LIN Meng-Hai , WANG Nan-Qin, ZHANG Qian-Er
Department of Chemistry, University of Xiamen, Xiamen, Fujian 361005, China

Abstract The adsorption and decomposition of NO on the stoichiometric rutile-supported Cu surfaces have been studied
by means of density functional calculations with an embedded cluster model. The calculation results indicate that NO is

favorably adsorbed as O-down and could easily attach another NO molecule to form N,,O intermediate or directly be
dissociated into N., and O,,. On the basis of the calculated energetics, possible mechanism of NO decomposition reaction
has been proposed.
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