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Abstract: In this work, we report performed a high level ab initio study on the
low-lying electronic states of C¢HsOO, utilizing complete active space self-consistent
field (CASSCF) and multiconfiguration second-order perturbation theory (CASPT2)
method, and the contracted ANO-L basis set have been taken into account. The
potential energy curves for the four lowest states associated with the lowest
dissociation limit of C¢HsOO radical. The calculated results clearly assigned the
experimentally observed photodissociation channels leading to CcHsO (X2A, 2°A) +

OCP,) and CsHs (X°A) + 0x(X°Z,, 1'A, , 1'ZS).
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