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3 Jahn-Teller effect in the phonon properties of defective SrTiO3 from first principles. Physical 6
3%4 Review B, 2012, 85, 33 4

Calculations for antiferrodistortive phase of SrTiO3perovskite: hybrid density functional study.

Journal of Physics Condensed Matter, 2006, 18, 4845-4851




(2001-2002)

Quantum chemical modelling of Greendluminescence in ABO perovskites. European Physical

382 Journal B, 2002, 27, 483-486

1.2 46

Defect energies for pure corundum and for corundum doped with transition metal ions.
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Thermodynamic properties of neutral and charged oxygen vacancies in BaZrO3 based on Ffirst 6
372 principles phonon calculations. Physical Chemistry Chemical Physics, 2015, 17, 20765-74 3 39

Adsorption of single Ag and Cu atoms on regular and defective MgO(0 0 1) substrates: an ab initio
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Surface termination effects on the oxygen reduction reaction rate at fuel cell cathodes. Journal of

338 Materials Chemistry A, 2018, 6, 11929-11940 13 28

Comparative study of polar perovskite surfaces. Surface Science, 2004, 566-568, 231-235
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