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Summary
COMPUTATIONAL STUDIES OF HETEROGENEOUS
PHOTOCATALYSTS TYPICALLY DISCUSS THE BAND
LEVEL ALIGNMENT OBTAINED BY REGULAR DFT,
WHICH DOES NOT CAPTURE THE PHY SICS OF LIGHT-
DRIVEN PROCESSES. IN A NEW COMPUTATIONAL
PROTOCOL, EXCITED STATES ARE EXPLICITLY
CONSIDERED IN THE GIBBS FREE ENERGY
DIAGRAMS. APPLIED TO PROTOTYPICAL REACTIONS
ON A SINGLE-ATOM COCATALYST, THE PROTOCOL
ALLOWS FOR THE CORRECT PREDICTION OF
REACTION PRODUCTS SEEN IN EXPERIMENT.
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