
https://orcid.org/0000-0002-2366-2838
https://orcid.org/0000-0001-5525-3003
http://crossmark.crossref.org/dialog/?doi=10.1103/PhysRevMaterials.6.034604&domain=pdf&date_stamp=2022-03-28
https://doi.org/10.1103/PhysRevMaterials.6.034604




LOCAL POSITIONAL AND SPIN SYMMETRY BREAKING … PHYSICAL REVIEW MATERIALS 6, 034604 (2022)

FIG. 1. The α phase of EuTiO3: antiferromagnetic tetragonal
insulator. (a) Crystal structure of tetragonal EuTiO
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FIG. 2. The β phase of EuTiO3: paramagnetic tetragonal insulator. (a), (c) Electronic and (b), (d) magnetic properties of the paramagnetic
β phase of EuTiO3 computed for (a), (b) nonmagnetic symmetry unbroken model and (c), (d) spin polymorphous symmetry broken model.
Spin polymorphous symmetry broken model is reproduced by the nudging of 160-atom SQS supercell of tetragonal EuTiO3 allowing internal
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FIG. 3. The γ phase of EuTiO3: paramagnetic cubic insulator. (a), (d) Electronic, (b), (e) magnetic, and (c), (f) structural properties of
paramagnetic γ phase of EuTiO3 computed for (a)–(c) nonmagnetic symmetry unbroken model and (d)–(f) spin polymorphous symmetry
broken model. The spin polymorphous symmetry broken structure is obtained by the nudging of 160-atom SQS supercell of cubic EuTiO3
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