Theoretical study on Auger electron spectra of
molecules and polymers by density functional
theory calculations
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ENBREOEHR Theoretical study on Auger electron spectra of molecules and
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I here present the analysis of the electronic states of molecules and polymers in X-ray photoelectron and
Auger electron spectra (XPS and AES) by using density functional theory (DFT) calculations using
model molecules. I also propose two calculation schemes for the photoelectron and/or Auger electron
energies and the spectral intensity based upon DFT calculations. The aims in this study are to clarify the
electronic state of typical polymers and to establish the calculation schemes. The simulated XPS and
AES of molecules and polymers show good accordance with the experimental ones. The experimental
XPS and AES of polymérs are directly linked to the theoretical results of the electronic states as obtained

by DFT or MO calculations using model oligomers, since polymers consist of the repetition units.
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