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The role of photocatalyst/electrolyte interface structure in photocatalytic
process
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In this study, the evolution of the n-GaN(0001) surface geometric structure
and the corresponding band bending (a key parameter that describes the surface electronic structure
of a semiconductor) is predicted from first-principles calculations and confirmed by ambient
pressure X-ray photoemission spectroscopy (AP-XPS) measurements. Overall, the AP-XPS results are in
good agreement with the predictions, and we discuss the possible origin of the difference in the
band bending of H20- and 02-adsorbed surfaces. The combined theoretical and experimental approach
provided an atomistic understanding of the interaction between the GaN surface and ambient species.
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