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Theoretical Investigation of the HOCO Radical in the Ground
Electronic State
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Laboratoire Modélisation et Simulation Multi Echelle, MSME UMRS208 CNRS, Université Paris-Est, 5 bd Descartes, 77454 Marne la Vallée, France

Hydrocarboxyl radical, HOCO, plays an important role in the reaction between hydroxyl radical and carbon monoxid, HO+CO—H+CO,, which
provides the most common pathway for atmospheric depletion of both OH and CO and is the principle source of heat in hydrocarbon flames. Our
primary interest in HOCO arises from the new spectroscopic information!, providing gas phase spectra of the cis-conformer for the first time. In the
present work, the potential energy surface (PES) for HOCO for the ground electronic state (X 2A’) was explored by means of the partially spin adapted
coupled cluster RCCSD(T) method using the cc-pVQZ basis set. Ab initio calculations were designed such to cover the range of spectroscopic interest.
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