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Figure 1. XANES spectra at Fe-K edge for (a) TGP-CFePc and (b) eTGP-CFePc. The simulated XANES
curve (red line) obtained by the weighted addition of those for FePc, Fe foil, and that calculated
using FEFF8.2 for the 5-atom model consisting of Fe surrounded by 4 nitrogen atoms in a
square-planar coordination (Fe—Ns model), and that for the 3-atom model obtained by removing
two neighboring N from the Fe—-N4 model (Fe-N2 model) are also shown.
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Figure 2. XANES spectra at (a) Mn-K edge and (b) Fe-K edge for eTGP-CFePc-Mn. The simulated
XANES curves (red line) obtained by the weighted addition of those for MNOOH, Mn30Os4,
Mn(CH3CO,),, FePc, Fe foil, and that calculated using FEFF8.2 for the 5-atom model consisting
of Fe surrounded by 4 nitrogen atoms in a square-planar coordination (Fe-Ns model, orange

line) are also shown.
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Figure 3. &°-weighted EXAFS spectrum, k%(k), at Fe K-edge for eTGP-CFePc measured at room
temperature.
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Figure 4. Pseudo-radial structural functions calculated by Fourier transformation of EXAFS spectrum at
Fe-K edge for eTGP-CFePc.





