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Theoretical study of the effect of coadsorbed O on the electrochemical reduction reaction of
CO2 on a copper (100) surface ('Osaka University) O Kaito Nagita,! Yuji Hamamoto,'
Kazuhide Kamiya,' Shuji Nakanishi,! Yoshitada Morikawa,'

Electrochemical CO, reduction reaction has attracted considerable attention as a promising
strategy for the valorization of anthropogenic CO,. In practical situations, some impurity gas
components would be introduced into the electrolysis system. Of these, oxygen molecule,
which is abundant in the air and more reactive than CO», is thought to have significant impacts
on CO; electrolysis. However, despite the importance, the molecular-level insights into CO»
electrolysis with contaminated O, have not been investigated so far. In this study we
investigated the CO, electrolysis on Cu(100) surface with the coadsorbed oxygen species
derived from oxygen reduction reactions by first-principles calculations.
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