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A THEORETICAL STUDY OF THE CHEMISORPTION AND
REACTION OF CO/H ON Ru/ Si0O, AND Pt/ SiO, WITH
THE BONDING ENERGY CRITERION

Wang Changsheng Sun Renan Hu Wecenhua Qin Shujic Miao Liang'
(Department of Chemistry, Department of Computer*, Liaoning Normal University,
Dalian 116029)
Yang Zhongzhi
(Institute of Theoretical Chemisiry, Jilin University, Changchun 130023)

With Bonding Encrgy Critcrion and EHMO mcthod, a thcorctical study of the
cacmisorption and rcaction of CO/ H on Ru/ Si0, and Pt/ SiO, has been carried out. The
bonding cncrgy E, (i) of MO and E,(AB) between atoms have been obtained. CO adsorption
strength and hydrogenization activity on thesc catalysts have been clucidated theoretically on
the basis of E, (/) and E (AB).
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