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INVESTIGATION OF CO AND NO CHEMISORPTION ON
THE VIII GROUP TRANSITION METAL SURFACE BY
X.-DV METHOD(II)

CHEMISORPTION OF NO ON PD(111) SURFACE

Wu Yue Cao PErnix

(Department of Physics, Zhejiang University, Hangzhou)

CHeEn YUN-QU ZHENG DE-JUAN

(Institute of Physics, Academia Sinica)

ABSTRACT

The Chemisorption of NO on Pd (111) surface is caleulated using X.-DV method.
It’s electronic structure, including spectrum of the ground state valence levels, density
of states, and the charge transfer between adsorbate and substrate, is obtained. The
interaction between adsorbed NQ molecules is included in our caleulations. The results
of DOS are in good agreement with UPS, supporting the LEED structural analysis, and
the adsorption height is determined to be 1.27 A. Our theoretical results have verified
that the interaction between NO is rather important in the chemisorption of NO on Pd
surfaces. The activation of adsorbed NO on Pd(111) is discussed. It is evident from
our results that the charge transfer between adsorbed NO and substrate is similar to
CO adsorption on transition metal. Finally, we found that the adsorption of NO does
not gignificantly affect the valence band of Pd. T



