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Optical response, lithiation and charge transfer in Sn-based 211 MAX phases with electron
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Indirect to direct band gap transition through order to disorder transformation of
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Structural, mechanical, thermal, and optical properties of inverse-Heusler alloys Cr2CoZ (Z = Al, In): A
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385, 126967.

Insights into the physical properties of a new 211 MAX phase Nb2CuC. Journal of Physics and Chemistry 4.0 2
of Solids, 2021, 149, 109759. ’

Insights into the physical properties and anisotropic nature of ErPdBi with an appearance of low
minimum thermal conductivity. Chinese Physics B, 2021, 30, 016203.

Effects of Al substitution by Si in Ti3AIC2 nanolaminate. Scientific Reports, 2021, 11, 3410. 3.3 27

Effect of boron incorporation into the carbon-site in Nb2SC MAX phase: Insights from DFT. Journal of
Materials Research and Technology, 2021, 11, 1969-1981.

Chanﬁes in the physical properties of Mg2Ir3Si compared to Li2IrSi3 due to the substitution of Li by Mg 1.9 o

and the exchange of positions between Ir and Si. Solid State Communications, 2021, 334-335, 114361.

Ab initio exploration of the structural, elastic, electronic and optical properties of a new layered
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105890.

Effect of hydrostatic compression on physical properties of Li2TmSi3 (Tm = Ir, Pt, Rh, Os) with
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Structural, electronic, mechanical, thermal, and optical properties of Ulr3 under pressure: A
comprehensive DFT study. AIP Advances, 2021, 11, .

Pressure effects on the structural, elastic, magnetic and thermodynamic properties of Mn2AIC and

Mn2SiC MAX phases. Journal of Alloys and Compounds, 2021, 885, 160998. 55 0

A first-principles study of a new ternary silicide superconductor Li2IrSi3&€. Journal of Physics:
Conference Series, 2021, 1718, 012018.

A density functional theory approach to the effects of C and N substitution at the B-site of the first

boride MAX phase Nb2SB. Materials Today Communications, 2021, 29, 102910. 19 6

DFT investigations into the physical properties of a MAB phase Cr4AIB4. Journal of Alloys and
Compounds, 2020, 821, 153547.

Superconducting phases in a remarkable class of metallic ceramics. Journal of Physics and Chemistry 4.0 g4
of Solids, 2020, 138, 109275. ’

Elastic behaviour and radiation tolerance in Nb-based 211 MAX phases. Materials Today

Communications, 2020, 25, 101499.

Comprehensive first-principles calculations on physical properties of ScV2Ga4 and ZrV2Ga4 in

comparison with superconducting HfV2Ga4. Materials Today Communications, 2020, 24, 100935. 19 23
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Insights into the predicted Hf2SN in comparison with the synthesized MAX phase Hf2SC: A

comprehensive study. Computational Condensed Matter, 2020, 24, e00485.

Chemically stable new MAX phase V<sub>2</sub>SnC: a damage and radiation tolerant TBC material. 2.6 a4
RSC Advances, 2020, 10, 43783-43798. )

Physical properties of a novel boron-based ternary compound Ti2InB2. Materials Today
Communications, 2020, 25, 101600.

Structural, elastic, thermal and lattice dynamic properties of new 321 MAX phases. Computational 3.0 34
Materials Science, 2019, 170, 109144. :

Mechanical behaviors, lattice thermal conductivity and vibrational properties of a new MAX phase
Lu2SnC. Journal of Physics and Chemistry of Solids, 2019, 129, 162-171.

Electronic structures, bonding natures and defect processes in Sn-based 211 MAX phases. 3.0 17
Computational Materials Science, 2019, 168, 203-212. :

Phase stability and physical properties of (Zr1-Nb )2AIC MAX phases. Journal of Physics and Chemistry
of Solids, 2019, 132, 38-47.

Influence of Ni doping in a lead-halide and a lead-free halide perovskites for optoelectronic

applications. AIP Advances, 2019, 9, . 1.3 56

312 MAX Phases: Elastic Properties and Lithiation. Materials, 2019, 12, 4098.

Newly synthesized MgAl 2 Ge 2 : Afirst-principles comparison with its silicide and carbide

counterparts. Journal of Physics and Chemistry of Solids, 2018, 117, 139-147. 4.0 24

Intrinsic defect processes and elastic properties of Ti3AC2 (A = Al, Si, Ga, Ge, In, Sn) MAX phases. Journal
of Applied Physics, 2018, 123, .

Physical properties and defect processes of M3SnC2 (MA= Ti, Zr, Hf) MAX phases: Effect of M-elements. 55 49
Journal of Alloys and Compounds, 2018, 748, 804-813. :

Cubic Perovskite Pb(Mg<sub>1/3</sub>Nb<sub>2/3<[sub>)O<sub>3<[sub>: A Damage Tolerant,
Machinable, and Thermal barrier coating material. Zeitschrift Fur Naturforschung - Section A Journal
of Physical Sciences, 2018, 74, 71-81.

Synthesis and physical properties of
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Elastic and thermodynamic properties of new (Zr3a”Ti )AIC2 MAX-phase solid solutions. Computational
Materials Science, 2017, 137, 318-326.

Theoretical investigation of structural, elastic, and electronic properties of ternary boride MoAIB. 15 113
Physica Status Solidi (B): Basic Research, 2017, 254, 1700010. )

Physical properties of ternary silicide superconductors Li<sub>2<[sub>XSi<sub>3</sub> (X = Rh, Os):

An <i>ab initio</i> study. International Journal of Modern Physics B, 2017, 31, 1750135.

New ternary superconducting compound LaRu <sub>2</sub> As <sub>2</[sub> : Physical properties

from density functional theory calculations. Chinese Physics B, 2017, 26, 037103. 14 39
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Mechanical behavior, bonding nature and defect processes of Mo2ScAlC2: A new ordered MAX phase. 5.5 52
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Density functional theory study of a new Bi-based (K1.00)(Bal.00)3(Bi0.89Na0.11)4012 double perovskite

superconductor. Computational Materials Science, 2017, 138, 160-165. 3.0 45

Structural and optical properties of the recently synthesized (Zr3a”x Ti x JAIC2 MAX phases. Journal of
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Structural, Elastic, and Electronic Properties of Newly Discovered Li2PtSi3 Superconductor: Effect
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Scientific Research, 2014, 6, 11-27. :

BAND STRUCTURE, HARDNESS, THERMODYNAMIC AND OPTICAL PROPERTIES OF SUPERCONDUCTING

<font>Nb«</[font> <sub>2<[sub> <font>AsC«<[font>, <font>Nb</[font> <sub>2<[sub> <font>InC<[font>

AND «<font>Mo</font> <sub>2<[sub> <font>GaC«/[font>. International Journal of Computational
Materi i i i o) 0) 00]0)




