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Abstract
Using the B3LYP method with the relativistic effective core potential and contract valence basis sets 6s5p2d4f / 3s3p2d2f
for uranium atom and the 6-311G ™ basis sets for carbon and oxygen atoms the possible molecular structures of CUO are opti-
mized by Gaussian 98 program. Based on the atomic and molecular reactive static the electronic state and reasonable dissocia-
tion limits are successfully derived. And the harmonic frequencies and force constants are obtained. The potential energy function

of CUO has been derived. It is shown that uranium can react with carbon monoxide easily.
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