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Report:
A paper about the chemical sensitivity of HERFD-XANES towards substituent effects in Ferrocene
complexes has been published under:
A. J. Atkins, Ch. R. Jacob, M. Bauer, Chem. Eur. J. 18, 7021 (2012)
Summary of the communication (no abstract available):
X-ray spectroscopy at the metal K-edge is an important tool for understanding catalytic processes and
provides insight into the geometric and electronic structure of transition metal complexes. In particular, X-ray
emission-based methods such as high-energy resolution fluorescence detection (HERFD) X-ray absorption
near-edge spectroscopy (XANES) hold the promise of providing increased chemical sensitivity compared to
conventional X-ray absorption spectroscopy. Here, we explore the ability of HERFD-XANES spectroscopy to
distinguish substitutions beyond the directly coordinated atoms for the example of ferrocene and selected
ferrocene derivatives. The experimental spectra are assigned and interpreted through the use of density
functional theory (DFT) calculations. We find that the pre-edge peaks in the HERFD-XANES spectra are
affected by substituents at the cyclopentadienyl ring containing -bonds.

