Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013

Supporting Information

On the chemical state of Co oxide electrocatalysts
during alkaline water splitting

Daniel Friebel* ' Michal Bajdich,” Boon Siang Yeo,’ Mary Louie,”? Daniel J. Miller,” Hernan
Sanchez Casalongue,l 2 Felix Mbuga,2 Tsu-Chien Weng,4 Dennis Nordlund,” Dimosthenis
Sokaras,” Roberto Alonso Mori,’ Alexis T. Bell,"* Anders Nilsson"”

'Joint Center for Artificial Photosynthesis, Lawrence Berkeley National Laboratory,
Berkeley, CA 94720, United States

*SUNCAT Center for Interface Science and Catalysis, SLAC National Accelerator
Laboratory, Menlo Park, CA 94025, United States

*Department of Chemical and Biomolecular Engineering, University of California at
Berkeley, Berkeley, California 94720

*Stanford Synchrotron Radiation Lightsource, SLAC National Accelerator Laboratory,
Menlo Park, CA 94025, United States

*Linac Coherent Lightsource, SLAC National Accelerator Laboratory, Menlo Park, CA
94025, United States

Submitted to
Physical Chemistry Chemical Physics
July 12, 2013

*Corresponding author: Daniel Friebel

S1



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013

S1: Comparison of calculated XANES of a-NaC00,,'? B-Na,sCo0,,’ and y-Na,sCoO,>*

based on experimental lattice parameters compared to B-CoOOH and B-H,5CoO, from the main

text.
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Figure S1: Theoretical XANES calculation based on dipole-only cross-section for the corresponding ideal

crystalline systems (see also Table 1 of the main text for computational details). Each computed spectrum

was shifted by constant of 7010 eV relative to its Fermi level. The broadening parameter was set to 1.5

eV in the continued fraction algorithm.
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