Defect Thermodynamics and Transport Properties of Perovskite and Fluorite Materials for Solid-Oxide and
Proton Conducting Oxide Cells Evaluated Based on Density Functional Theory Modeling
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oxide cell applications, including both the electronic-conducting oxides (as electrodes) and insulating oxides (as electrolytes).
GNU Octave defect model tools were developed to facilitate defect modeling of electronic conducting oxides in a wide range of
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conditions and allows to incorporate nonstoichiometry effects on the defect thermodynamic parameters.
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(1.4eV) modeling defect equilibria and transport properties of insulating oxides as electrolytes in SOCs and proton-conducting ceramic cells.
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