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TRANSITION METAL ATOM CHEMISORPTION ON IONIC
CRYSTALS

Liu ZHEN-PENG

(Depariment of Physics, Ligoning University, Shenyang)

ABSTRACT

A model of a transition metal adatom chemisorption on ionic crystals, which is modelied
by a semi-infinite chain of alternating A-B atoms, is studied. The Anderson-News approach
is adopted to take account of the Coulomb repulsion hetween the d-orbital electrons of the
adatom. Using self-consistent Green’s function method, the chemisorption energies and trans-
fer of adatom charge are calculated for different values of the couplilng constant between d-
orbital electrons of adatom and surface of innic crystal.  Some interesting  qualitative con-
clusions are obtained by discussing the existence condittons and properties of various self-
consistent solutions.



