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Ab initio CALCULATIONS OF VERTICAL
IONIZATION POTENTIALS FOR H:0

Wu Jr-Ax

(Institute of Semiconductors, Academia Sinica, Beijing)

ABSTRACT

Ab initio Hartree—Fock SCF calculations have been performed on the ground states
of the water molecule and its positive ions, using a Double Zeta CGTF plus polarized
functions as a basig set. The vertical ionization potentials of inner-and valence—electrons

are obtained, and the results are in agreement with experimental measurements.
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