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Theoretical Study of Chemisorption of H,O on Si(100) Surface

Cao Peilin

(Deparsmens of Physics, Zhejiang Universisy)

Abstract

Using the ASED-MO method and the HiOSijoHis cluster simulating the HsO chemisorption

on Si(100) surface, more than 200 total energies of this cluster on potential energy surface are
calculated. From the principle of the minimum of the total energy, it is found that the H,O
molecule on Si(100) surface dissociate in to Hag +OHa, the energy of the dissociatively chemi-
sorbed H,0 is 5.61 eV lower than the molecularly chemisorbed. The density of states for this
dissociatively chemisorbed water is in good agreement with the UPS measurements.





