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Effect of guest atoms on structural properties, electronics structure and optical spectra of
BxC04-XSb12 (X = 0 or 1, B = Fe or Al) skutterudites. Materials Science in Semiconductor Processing,
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Electronic, Structural, Mechanical, and Thermodynamic Properties of CoYSb (Y = Cr, Mo, W)
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First principle calculations of the structural, elastic, electronic and transport properties of XRuAs
(X = Ta and V). Materials Science in Semiconductor Processing, 2022, 148, 106837.

Predicting the band structure, transport properties, electronic fitness function and effective mass of
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Band structure and absorption spectra of NH4XI3 (X = Pb, Mg) based hybrid Perovskite for UV ray
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Exploring the electronic fitness function, effective mass, elastic and transport properties of RhTiP
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Thermoelectric and mechanical properties of XHfSn (X=Ni, Pd and Pt) semiconducting Half-heusler

alloys: A first-principles study. Computational Condensed Matter, 2021, 26, e00539. 2.1 13

Investigation of the thermoelectric properties of Lithium-Aluminium-Silicide (LiAlSi) compound from
first-principles calculations. Computational Condensed Matter, 2021, 27, e00551.

Assessing the structural, electronic, elastic and thermoelectric properties of PtTiSn and PdLaBi
transition metal alloys from the first-principles prospective. Materials Science in Semiconductor 4.0 3
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The effective mass, fitness function and enhanced thermoelectric properties in CuSbS2 for p-type
thermoelectric material applications: Density functional theory approach. Materials Science an
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Bandgap Correction and Spin-Orbit Coupling Induced Absorption Spectra of Dimethylammonium Lead
lodide for Solar Cell Absorber. Frontiers in Energy Research, 2021, 9, .

Unraveling the Stable Phase, High Absorption Coefficient, Optical and Mechanical Properties of Hybrid
Perovskite CH3NH3PbxMg1a€“xI3: Density Functional Approach. Journal of Inorganic and Organometallic 3.7 16
Polymers and Materials, 2020, 30, 299-309.

Band structure, thermoelectric properties, effective mass and electronic fitness function of two
newly discovered 18 valence electrons stable half-Heusler TaX(X=Co,Ir)Sn semiconductors: A density
functional theory approach. Solid State Sciences, 2020, 100, 106096.

Lattice dynamics and thermodynamic investigation of MNiSn (M&€ =€ Hf, Ti and Zr) Half-Heusler

compounds: Density functional theory approach. Materials Today Communications, 2020, 22, 100671. 1.9 >

Design and theoretical study of Fhenothiazine-based low bandgap dye derivatives as sensitizers in
and Quantum Electronics, 2020, 52, 1.

molecular photovoltaics. Optica

Structural evolution, electronic and physicochemical properties of tin ozonide nanoclusters: a

density functional theory perspective. Journal of Nanoparticle Research, 2020, 22, 1. 19 0
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First-principles perspective on structural evolution, sequential lithiation and physicochemical
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Thermoelectric properties, optimal doFlng levels and high figure of merit in Cobalt-based Half/Full
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Predicting the elastic, phonon and thermodynamic properties of cubic HfNiX (X = Ge and Sn) Half
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A density functional theory analysis of the mechanical and dynamic stability and thermodynamic
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thermodynamic and thermoelectric properties of Co2YAl (YA= Cr, Mn) Full Heusler alloys from first
principles investigations. Computational Condensed Matter, 2019, 21, e00412.

First principles comparative studies of thermoelectric and other properties in the cubic and
hexagonal structure of CsCdCI3 halide perovskites. Computational Condensed Matter, 2019, 21, 2.1 8
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First principle calculations of structural, electronic, optical and thermoelectric properties of tin (Il)
oxide. Materials Research Express, 2019, 6, 125915.

DFT investigation of elastic, mechanical, vibrational and thermodynamic properties of cadmium 07 ;
dichalcogenides. Physica B: Condensed Matter, 2019, 552, 159-164. ’
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Elastic constants and observed ferromagnetism in inverse Heusler alloy Ti2CoAs using Rjpaw
pseudopotentials: A first-principles approach. Journal of Alloys and Compounds, 2017, 722, 207-211.

Elastic constants and mechanical properties of PEDOT from first principles calculations. 3.0 15
Computational Materials Science, 2017, 139, 234-242. ’

Ab initio study of phonon dispersion and thermodynamic properties of pure and doped pyrites.
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Structural, Electronic, Magnetic and Optical Properties of Ni,Ti/Al-based Heusler Alloys: A
First-Principles Approach. Zeitschrift Fur Naturforschung - Section A Journal of Physical Sciences, 1.5 7
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approach. International Journal of Modern Physics B. 2016, 30, 1650191.
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First principles study of electronic structure, structural and optical properties of Mg3Si205(OH)4.

Applied Clay Science, 2014, 93-94, 8-11.
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Structural and elastic properties of strained Mg14a”xSrxSe revealed. Solid State Communications, 2014,
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