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Optical and electronic properties of orthorhombic and trigonal AXO3 (A=Cd, Zn; X=Sn, Ge): First
principle calculation. Ferroelectrics, 2016, 498, 73-79

First-principles investigation of the structural, dynamical, electronic, and elastic properties of WGe2

9 and W5Ge3. Philosophical Magazine, 2020, 100, 1129-1149 16 1

Theoretical investigation of the Anti-Parkinson drug rasagiline and its salts: conformations and
infrared spectra. Open Chemistry, 2012, 10, 395-406

7 Origin of low thermal conductivity in monolayer Pbl2. Solid State Communications, 2021, 327, 114223 16 1

2-[(2E)-2-(3-chloro-2-fluorobenzylidene)hydrazinyl]pyridine: Synthesis, spectroscopic, structural
properties, biological activity and theoretical analysis. Journal of Molecular Structure, 2021, 1227, 1295764

Strong Elastic Anisotropy of Low-Dimensional Ternary Compounds: InXTe3 (X = Si, Ge). Journal of ;
5 Electronic Materials, 2021, 50, 2779-2788 9

Revisiting the Electronic Structures and Phonon Properties of Thermoelectric
Antimonide-Tellurides: Spinrbit Coupling Induced Gap Opening in ZrSbTe and HfSbTe. Crystals,
2021, 11,917

Optical and magnetic properties of some XMnSb and Co 2 YZ Compounds: ab initio calculations.
3 Physica Status Solidi C: Current Topics in Solid State Physics, 2017, 14, 1600182

Ab-initio studies of some rare-earth borides: CeB2, PrB2, NdB2, and PmB2. /nternational Journal of

Materials Research, 2013, 104, 858-864

Stability and Anisotropic Elastic Properties of a Hexagonal BAN Compound. Journal of Electronic L
Materials,1 9



