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30 Electronic band structure, optical absorption, and photocatalytic activity of iron-doped anatase.
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phases AFe2Ch2, where A=Li, Na, K, Rb, and Cs; Ch=S, Se, and Te, as parent systems of new ternary
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phases: First-principles probing of their structural, electronic properties and relative stability.
Computational Materials Science, 2012, 65, 104-114.
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84 Structural, elastic, electronic and magnetic properties of ThCr2Si2 from first-principles calculations.
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