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This talk will provide an extended discussion of a recent paper with the same title (J. Phys. Chem. A
2021, 125, 25, 5519), focusing on the electronic structure and absorption spectrum of NO,. Some
(gory) details and illustrations of the electronic structure protocol and diabatization approach will be
given. Going beyond the paper, results will be presented for computed spectra at elevated
temperatures, exploring the effects of rotational excitation as high as J=25 and weighted
contributions from the lowest 175 vibrational levels.
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