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CASSCF + MRCI calculations for the diatomic molecules, SiN and SO, have been performed using the C2v point
group symmetry. For SiN, five lowest bound electronic have been were considered, X 2Σ+, A 2Π, B 2Σ+, a 4Π, b 4Σ+,
while for SO, 9 electronic states were selected, X 3Σ−, A 3Π, A′ 3∆, A′′ 3Σ+, B 3Σ−, C 3Π, a 1∆, b 1Σ+ and c 1Σ−, due
to their importance for the spectroscopic applications in the IR, Visible and UV regions. For all the excited states potential
energy, electronic angular momenta, spin orbit and (transition) dipole moment curves were generated. We use these ab
initio curves to predict rovibronic spectra of SO and SiN as well as their lifetimes. We aim to construct accurate molecular
line lists for these molecules, which will require an empirical refinement of the ab initio curves in order to improve the
quality of the predictions of experimental spectra.


