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ABSTRACT

Two different adsorption sysems CO/ NiO(100) and NO/ NiO(100) have been investigated by multiple-scattering
duster method. Both N and C 1 s near edge X-ray adsorption fine structure (NEXAFS) sectra are carefully caculated
respectively , the physca origins of ther NEXAFS sectra are compared with each other. The caculation shows that
CO/ NiO(100) is quite different from NO on NiO(100) :the former is weak physsorbed sysem in which the adorption
height of CO moleculeislarger than that of NO on NiO(100) , while the latter is weak chemisorption one that thed and
TU rednance is sendtive to the intramolecular bond length. We announce for thefirgt time that the CO nolecule is taking
an asymmetric postion in the Ni —O bridge ste with 0. 09 nm off the top Ni atom. R-factor cdculations give the results
that the adsorption height of CO on NiO(100) isequa to 0. 31 + (0. 01) nm ,and the O tilt angleis not larger than 25°.
The bond length of NO is0. 118 nm ,NO molecule adrption height is 0. 20 nm ,and the tilt angle of O —C bondisin the
range of 35° to 55°.

PACC: 7870D ; 6820



