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eg occupancy estimation of Delafossite type oxide by means of XANES
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Delafossite type oxide ABO, shows high catalytic activity for an anode electrode in water electrolysis.
DFT calculation has clarified that the catalytic activity shows volcano shape dependence with e4 occupancy
of B-site cation. In the present study, the valence numbers of CuMnO,, AgFeO,, and CuCoO, were evaluated
from the energy shift of XANES absorption edge. Taking spin configuration of B-site cation into account, the
valence numbers were successfully converted into eq occupancies, which were in good agreement with those

obtained from DFT calculation.
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Fig. 1 Observed XANES spectra for (a) Mn K-edge, (b) Fe K-edge and (c) Co K-edge.



