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Point defects in crystalline GeSe Point defects in anatase TiO,

Bulk electronic structure of GeSe Electronic structure of anatase TiO,: host and selected defective structures
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Defects dynamics was addressed through nudged elastic band (NEB) simulations, which predict slightly higher

v’ Defect dynamics simulations predict slightly larger mobility for Ge vacancies compared to Se ones
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diffusion barriers for Se vacancies (1.1 — 2.1 eV), compared to Ge ones (0.8 — 1.7 eV) — depending on the &qﬁ? lptetopgrable Material
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