CITATION REPORT
List of articles citing

Source: https://exaly.com/paper-pdf/44195225/citation-report.pdf
Version: 2024-04-18

This report has been generated based on the citations recorded by exaly.com for the above article. For
the latest version of this publication list, visit the link given above.

The third column is the impact factor (IF) of the journal, and the fourth column is the number of

citations of the article.




1501

1499

A5

Lob

Aares)

1491

1489

1487

CITATION REPORT

Paper IF Citations

Elastic properties of NaXH(4) (X = B, Al). 2009, 21, 275401

Towards scaling laws in random polycrystals. 2009, 47, 1322-1330 17

New potential super-incompressible phase of ReN2. 2009, 474, 93-96

EIAM: A computer program for the analysis and representation of anisotropic elastic properties.
2010, 181,2102-2115 232
Structural, elastic, electronic and dynamical properties of OsB and ReB: Density functional

calculations. 2010, 492, 246-250

Poroelastic measurement schemes resulting in complete data sets for granular and other L
anisotropic porous media. 2010, 48, 446-459 3

Shaping the micromechanical behavior of multi-phase composites for bone tissue engineering.
2010, 6, 3448-56

Multimode photoacoustic method for the evaluation of mechanical properties of heteroepitaxial L
diamond layers. 2010, 108, 083524 4

Equation of state, stability, anisotropy and nonlinear elasticity of diamond-cubic (ZB) silicon by
phonon imaging at high pressure. 2010, 82,

Geometrical Anisotropy in Biphase Particle Reinforced Composites. 2010, 77, 2

First-principles study of structural and elastic properties of monoclinic and orthorhombic BiMnO3.
2010, 22, 295404

Structural, electronic and thermo-elastic properties of Cu6Sn5 and Cu5Zn8 intermetallic
compounds: First-principles investigation. 2010, 18, 922-928 32

Structural and elastic properties of cubic and hexagonal TiN and AIN from Ffirst-principles
calculations. 2010, 48, 705-709

First-principles calculations of pure elements: Equations of state and elastic stiffness constants.

2010, 48, 813-826 219

Interplay between structure, stoichiometry and properties of technetium nitrides. 2011, 40, 6738-44

First-principles study of structural and elastic properties of CrO2 at high pressure. 2011, 31, 454-461 3

Mechanical Properties and Low Elastic Anisotropy of Semiconducting Group 14 Clathrate

Frameworks. 2011, 115, 19925-19930




(2012-201)

1485 First-principles calculations of mechanical and thermodynamic properties of YAIO3. 2011, 50, 3056-3062 32

First-principles calculations of binary Al compounds: Enthalpies of formation and elastic properties.
2011, 35, 562-573

3 The electronic, mechanical properties and theoretical hardness of chromium carbides by L
14°3 first-principles calculations. 2011, 509, 5242-5249 73

Elastic properties of cubic, tetragonal and monoclinic ZrO2 from first-principles calculations. 2011,
415, 13-17

1481 Elastic and electronic properties of hexagonal rhenium sub-nitrides Re3N and Re2N in comparison
4 with hcp-Re and wurtzite-like rhenium mononitride ReN. 2011, 248, 1369-1374 35

Elastic properties and inter-atomic bonding in layered Fellu arsenide oxide Sr2Fe2CuAs202. 2011,

248, 2165-2169

L Electronic structure, mechanical properties and thermal conductivity of Ln2Zr207 (Ln=La, Pr, Nd,
479 sm, Eu and Gd) pyrochlore. 2011, 59, 1742-1760 239

Elastic properties of MBH4 (M=Na, K, Rb, Cs). 2011, 406, 2196-2199

Stability, structural, elastic, and electronic properties of polymorphs of the superconducting L
1477 disilicide YIr2Si2. 2011, 406, 3525-3530 4

New ternary ThCr2Si2-type ironBelenide superconducting materials: Synthesis, properties and
simulations. 2011, 471, 409-427

Elastic properties and inter-atomic bonding in new superconductor KFe2Se2 from Ffirst principles

1475 calculations. 2011, 151, 671-673 o

Structural, elastic, electronic and magnetic properties of ThCr2Si2 from First-principles calculations.
2011, 151, 1165-1168

Mechanical properties and chemical bonding characteristics of Cr7C3 type multicomponent

1473 carbides. 2011, 109, 023507 106

Electronic band structure, Fermi surface, and elastic properties of polymorphs of the 5.2 K iron-free
superconductor SrPt2As2 from First-principles calculations. 2011, 83,

1471 Elastic properties of MgxTi1K¥B2(0 ?x ?1) studied by Ffirst-principles calculations. 2011, 83, 12

Quantifying the Anisotropy in Biological Materials. 2011, 78,

146 First principles investigation of structural, electronic, elastic and thermal properties of
469 rare-earth-doped titanate Ln2TiO5. 2012, 2, 032114 9

High Temperature Measurement of Elastic Moduli of (0001) Gallium Nitride. 2012, 133, 17-24




CITATION REPORT

6 Electronic, structural, and elastic properties of metal nitrides XN (X = Sc, Y): A first principle study.
1457 2012, 2, 032163 9

Ab initio determination of the elastic properties of cubic Ge1b2Te4. 2012, 1431, 1

Crystal structure determination of Hdg carbide, FFe5C2 by first-principles calculations and

1465 pietveld refinement. 2012, 227, 207-220 21

Ni3N compound layers produced by gaseous nitriding of nickel substrates; layer growth,
macrostresses and intrinsic elastic anisotropy. 2012, 27, 1531-1541

The effect of pressure on the elastic properties and seismic anisotropy of diopside and jadeite from

1463 atomic scale simulation. 2012, 192-193, 81-89 26

Lattice dynamics, thermodynamics and elastic properties of monoclinic Li2CO3 from density
functional theory. 2012, 60, 5204-5216

1461 Evaluating bounds and estimators for constants of random polycrystals composed of orthotropic
4 elastic materials. 2012, 58, 11-20

Structural, electronic, elastic properties and chemical bonding in LaNi2P2 and LaNi2Ge2 from First

principles. 2012, 26, 1-7

Structural, elastic, electronic properties and stability trends of 1111-like silicide arsenides and

1459 germanide arsenides MCuXAs (M=Ti, Zr, Hf; X=Si, Ge) from Ffirst principles. 2012, 533, 71-78 10

Electronic, elastic and optical properties of zircon GdVO4 investigated from experiments and
LSDA+U. 2012, 538, 56-60

First-principles investigations on elastic and thermodynamic properties of zirconium under

1457 pressure. 2012, 61, 42-49 26

Structural, elastic, magnetic and electronic properties of 4d perovskite CaTcO3: a DFT+U
investigation. 2012, 24, 185401

1455 First principles study of various ZrHi phases with low H concentrations. 2012, 37, 12393-12401 17

MSATRA new toolkit for the analysis of elastic and seismic anisotropy. 2012, 49, 81-90

Effects of Alloying Elements on Elastic, Stacking Fault, and Diffusion Properties of Fcc Ni from
1453 First-Principles: Implications for Tailoring the Creep Rate of Ni-Base Superalloys. 2012, 455-461

Elastic property and intrinsic hardness of novel superhard ternary nitrides (CSi2N4 and SiC2N4).
2012, 407, 4323-4332

1ac1 Effects of alloying elements and temperature on the elastic properties of dilute Ni-base
45 superalloys from first-principles calculations. 2012, 112, 053515 59

Trends in the elastic response of binary early transition metal nitrides. 2012, 85,




(2013-2012)

1449 Abnormal Poisson’s ratio and linear compressibility in perovskite materials. 2012, 24, 4170-4 36

Ab initio prediction of new 3D-like phases ThCuSiAs, ThCuGeAs and their structural, mechanical,
and electronic properties. 2012, 47, 6741-6747

Anisotropic elastic and thermal properties of the double perovskite slabBock salt layer Ln2SrAl207

1447 (Ln=La, Nd, Sm, Eu, Gd or Dy) natural superlattice structure. 2012, 60, 3380-3392 191

Structural stability, mechanical property and elastic anisotropy of TiAl-H system. 2012, 37, 2676-2684

1445 Elastic behavior of crystalline LiBn phases with increasing Li concentration. 2012, 208, 165-169 49

Theoretical investigations of the physical properties of zircon-type YVO4. 2012, 185, 42-48

Stochastic modeling of anisotropy in multiscale analysis of heterogeneous materials: A

1443 comprehensive overview on random matrix approaches. 2012, 44, 35-46 10

Structural, electronic, magnetic and elastic properties of tetragonal layered diselenide KCo2Se2
from First principles calculations. 2012, 407, 271-275

1441 The structural, elastic and electronic properties of Bil3: First-principles calculations. 2012, 407, 735-739 19

Theoretical study on stability, mechanical properties and thermodynamic parameters of the
orthorhombic-A2N20 (A=C, Si and Ge). 2012, 407, 2190-2200

Mechanical properties and hardness of new carbon-rich superhard C11N4 from first-principles

1439 investigations. 2012, 407, 2282-2288 20

Probabilistic modeling of apparent tensors in elastostatics: A MaxEnt approach under material
symmetry and stochastic boundedness constraints. 2012, 28, 118-124

L Mechanical and electronic properties of diborides of transition 3dBd metals from first principles: ;
437 Toward search of novel ultra-incompressible and superhard materials. 2012, 57, 184-228 45

Weighted mechanical models for residual stress determination using x-ray diffraction. 2013, 114, 033518

L Structural, elastic and electronic properties of new layered superconductor HFCuGe2 in comparison
435 \ith isostructural HFCuSi2, ZrCuGe2, and ZrCusSi2 from first-principles calculations. 2013, 42, 130-136 4

Elastic properties of VO2 from first-principles calculation. 2013, 167, 1-4

Stability and mechanical properties of C2N2X (X=0, NH and CH2) from first-principles calculations.
1433 2013, 428,97-105 3

Optical and mechanical properties of C, Si, Ge, and 3CBiC determined by first-principles theory

using HeydBcuseriaBrnzerhof functional. 2013, 16, 1369-1376




CITATION REPORT

Anisotropic elastic and thermal properties of titanium borides by first-principles calculations. 2013,

3T 579, 457-467 o

Mechanical deformation modes and anisotropy of IVB transition metal nitrides. 2013, 575, 137-144

1429 Structural, elastic, and electronic properties of compressed ZnP2. 2013, 419, 112-115 4

Pressure-induced pseudoatom bonding collapse and isosymmetric phase transition in Zr2Cu:
first-principles predictions. 2013, 139, 234504

Structural, electronic, mechanical, and magnetic properties and relative stability of polymorphic
1427 modifications of ReN2 from Ab initio calculation data. 201 3,55, 1821-1825 3

Mechanical and thermodynamic properties of Al3Sc and Al3Li precipitates in AlliBc alloys from
first-principles calculations. 2013, 427, 85-90

1425 Research on the Elastic Property of Three New Superhard Materials. 2013, 302, 165-169

Structural and relative stabilities, electronic properties and possible reactive routing of osmium
and ruthenium borides from First-principles calculations. 2013, 42, 7041-50

First principle study of elastic and thermodynamic properties of FeB4 under high pressure. 2013,

1423 114,183517 36

Thermodynamic properties of magnesium alloys. 2013, 85-124

A model considering mechanical anisotropy of magnetic-field-induced superelastic strain in

1421 magnetic shape memory alloys. 2013, 550, 308-313

12

Elastic softening of alloy negative electrodes for Na-ion batteries. 2013, 225, 207-214

A Structural, elastic, and electronic properties of new 211 MAX phase Nb2GeC from first-principles ;
419 calculations. 2013, 410, 42-48 5

Scaling Function in conductivity of planar random checkerboards. 2013, 79, 252-261

AT First-principles prediction of the structural, elastic, electronic and optical properties of the Zintl L
417 phases MIn2P2 (M=Ca,Sr). 2013, 577, 587-599 7

Prediction of elastic and electronic properties of cubic Al18Ti2Mg3 phase coexisting with Al3Ti in
AlTiMg system. 2013, 408, 68-72

First-principles Study of Electronic Structures, Elastic Properties and Thermodynamics of the Binary
1415 |ntermetallics in MglnRefr Alloy. 2013, 9, 131-139 17

External temperature and pressure effects on thermodynamic properties and mechanical stability

of yttrium chalcogenides YX (X=S, Se and Te). 2013, 428, 78-88




(2014-2013)

A1 First-principles investigation of electronic, mechanical and thermodynamic properties of L12
413 ordered Co3(M, W) (M = Al, Ge, Ga) phases. 2013, 61, 5437-5448 59

Theoretical investigations on phase stability, elastic constants and electronic structures of D022-
and L12-Al3Ti under high pressure. 2013, 556, 214-220

First principles study on elastic properties, thermodynamics and electronic structural of AB2 type

1411 phases in magnesium alloy. 2013, 162, 1-7 14

The phase stability and elastic properties of MgZn2 and Mg4Zn7 in Mglén alloys. 2013, 68, 495-498

116 First-principles calculations of elastic and electronic properties of tetragonal Th2NiC2 as a parent
409 phase for new superconductors. 2013, 551, 338-342 3

Ab initioinvestigations of the strontium gallium nitride ternaries Sr3GaN3and Sr6GaN5: promising
materials for optoelectronic. 2013, 28, 085005

1407 Physical properties of high-pressure scheelite YVO4 from density functional calculations. 2013, 69, 527-532 8

Elastic properties of tetragonal BiFeO3 from first-principles calculations. 2013, 102, 182905

The first-principles study of martensitic transformations in MnMe (Me = Rh, Pd) alloys at low
1405 temperatures. 2013, 34, 83-88 3

Thermal stabilities, elastic properties and electronic structures of B2-MgRE (RE=Sc, Y, La) by
first-principles calculations. 2013, 67, 196-202

Mechanical and electronic properties of Ag3Sn intermetallic compound in lead free solders using

1493 3b initio atomistic calculation. 2013, 178, 10-21 12

Assessment of existing and introduction of a new and robust efficient definition of the
representative volume element. 2013, 50, 3817-3828

1401 Evaluating post-perovskite as a cause of D?? anisotropy in regions of palaeosubduction. 2013, 192, 1085-1090 29

A first-principles study of the structural and elastic properties of orthorhombic and tetragonal
Ca3Mn207. 2013, 22, 066201

1399 First-principles study on the elastic properties of B? and Q phase in AlMgBi (Qu) alloys. 2013, 87, 015601 18

A Ffirst-principles study of structural and elastic properties of bulk STRuO3. 2013, 139, 224705

1397 First-principles study of elastic properties of cubic Cr1RAIxN alloys. 2013, 113, 043511 50

First-Principles Study of the Structural Stability and Electronic and Elastic Properties of Helium

inFZirconium. 2014, 2014, 1-8




CITATION REPORT

L Effect of temperature on elastic constants, generalized stacking fault energy and dislocation cores
395 in MgO and Ca0. 2014, 1, 38-44

Mechanical and thermodynamic properties of the monoclinic and orthorhombic phases of SiC2 N 4
under high pressure from first principles. 2014, 23, 127101

FIRST-PRINCIPLES INVESTIGATION OF THE ELECTRONIC, ELASTIC AND THERMODYNAMIC
1393 PROPERTIES OF SUPERCONDUCTING MgB2. 2014, 28, 1450057 4

Anisotropy of elasticity and minimum thermal conductivity of monocrystal M 4 AlC 3 (M =Ti, Zr,
HF). 2014, 23, 096201

1391 Elastic and Dynamical Properties of YB 4 : First-Principles Study. 2014, 31, 116201 11

The investigation of dependences of mechanical and electronic properties of TiB2on pressure using
the first-principles method. 2014, 89, 115702

1389 First-Principles Study on Stability and Mechanical Properties of Cr7C3. 2014, 43, 2903-2907 10

Noncontact acousto-thermal evaluation of evolving fatigue damage in polycrystalline Ti-6Al-4V.
2014, 115, 173509

3 Mechanical properties of hybrid organic-inorganic CH3NH3BX3 (B = Sn, Pb; X = Br, 1) perovskites for
1397 solar cell absorbers. 2014, 2, 081801 234

The elastic and thermodynamic properties of new antiperovskite-type superconductor CuNNi3
under pressure. 2014, 27, 207-211

18 Ab initio prediction of the structural, electronic, elastic and thermodynamic properties of the
395 tetragonal ternary intermetallics XCu2Si2 (X = Ca, Sr). 2014, 87, 1

A first-principles study on structural stability and mechanical properties of polar intermetallic
phases CaZn2 and SrZn2. 2014, 94, 3945-3959

Structural and anisotropic elastic properties of Zintl M2Pb (M=Ca, Sr and Ba) compounds as a

1383 £inction of pressure. 2014, 614, 334-344 16

First-principles investigations on structural, elastic, thermodynamic and electronic properties of
Ni3X (X[:[Al, Ga and Ge) under pressure. 2014, 44, 110-115

Structural properties, phase stability and theoretical hardness of Cr23¥MxC6 (M = Mo, W; x = 08).

2014, 607, 207-214 28

1381

Theoretical studies of elastic properties of orthorhombic LiBH4. 2014, 81, 378-385

1379 First-principles calculations of structural, elastic and electronic properties of Li2B12H12. 2014, 593, 169-175

~

Electronic structures, elastic properties, and minimum thermal conductivities of cermet M3AIN.

2014, 216, 1-8




(2014-2014)

L First-principles study of mechanical and electronic properties of TiB compound under pressure. L
377 2014, 52, 64-71 3

Effect of hydrogen concentration on various properties of gamma TiAl. 2014, 39, 1888-1896

Elastic and Electronic Properties of Superconducting CaPd 2 As 2 and SrPd 2 As 2 vs.
1375 Non-superconducting BaPd 2 As 2. 2014, 27, 155-161 9

First-principles study of structural, elastic, and electronic properties of M23C6 and MC carbides
(M =Ru, Rh, Pd, Os, Ir, and Pt). 2014, 251, 148-154

The Elastic Constants and Anisotropy of Superconducting MgCNi3 and CdCNi3 Under Different
1373 pressure. 2014, 27, 1187-1194

First-principles investigation of the structural, electronic and elastic properties of MgxAl4KSr (x=0,
0.5, 1) phases. 2014, 84, 374-380

Stability, elastic properties and electronic structures of the stable ZrAl intermetallic compounds: A

137% first-principles investigation. 2014, 590, 50-60 80

First-principle calculations of structural, elastic and thermodynamic properties of FeB compounds.
2014, 46, 211-221

6 Ab-initio investigations on elastic properties in L12 structure Al3Sc and AI3Y under high pressure.
1359 2014, 585, 587-593

Electronic and elastic properties of Al4Ce binary compound under pressure via first-principles. 2014
, 69, 76-86

126 Electronic band structure, Fermi surface, structural and elastic properties of two polymorphs of
367 MgFeSeO as possible new superconducting systems. 2014, 98, 609-613

Phase transition, electronic, elastic and thermodynamic properties of Bi2Te3 under high pressure.
2014, 586, 392-398

6 First principles study the stability, mechanical and electronic properties of manganese carbides. 3
1395 2014, 87, 19-25 3

Metallization and softening of B60 at high pressure. 2014, 600, 71-77

1363 Mechanical and electronic properties of Rh and Rh3Zr from first-principles calculation. 2014, 189, 43-46 8

A comprehensive validation of analytical homogenization models: The case of ellipsoidal particles
reinforced composites. 2014, 75, 135-150

1361 Anisotropic elastic properties of the CaRb compounds. 2014, 595, 14-21 105

First-Principles Study of Structure, Vibrational, and Elastic Properties of Stoichiometric and

Calcium-Deficient Hydroxyapatite. 2014, 14, 3131-3141




CITATION REPORT

First principle study of elastic and thermodynamic properties of ZrZn2 and HfZn2 under high
1359 pressure. 2014, 115, 083514 5

Structural and relative stabilities, electronic properties, and hardness of iron tetraborides from First
prinicples. 2014, 53, 3471-9

A first-principles study on the structural, elastic, electronic, and optical properties of CdRh204.

1357 2014, 49, 1205-1214 18

Elastic, electronic properties and intra-atomic bonding in orthorhombic and tetragonal polymorphs
of BazZn2As2 from first-principles calculations. 2014, 583, 100-105

Structural, elastic, electronic and optical properties of the newly synthesized monoclinic Zintl phase
1355 Baln2P2. 2014, 29, 12-23 37

First-principles investigations on PbBa intermetallic compounds. 2014, 92, 258-266

L First-principles investigation of elastic and thermodynamic properties of SiCN under pressure. 2014
353 95,228-234 4

The elastic behavior of dense C3N4 under high pressure: First-principles calculations. 2014, 75, 1324-1333

1351 Elastic properties and electronic structures of Y atom solid solute supercell EFe. 2014, 1076, 63-68 5

First-principles calculations of the high-temperature phase transformation in yttrium tantalate.
2014, 90,

Ab-initio study of the structural, electronic, elastic and vibrational properties of the intermetallic 6
1349 pd3v and Pt3v alloys in the L12 phase. 2014, 20, 765-773

Theoretical investigation of the elastic, Vickers hardness and thermodynamic properties of BAN
under pressure. 2014, 27, 883-890

1347 Elastic and electronic properties of LiBSi 2 under pressure from first principles. 2014, 92, 231-237 3

Density functional theory study of the influence of Ti and V partitioning to cementite in Ferritic
steels. 2014, 251, 950-957

1345 Structure and elastic anisotropy of uranium under pressure up to 100 GPa. 2014, 87, 1 3

Structural phase transition, mechanical and optoelectronic properties of the tetragonal NazZnP:
Ab-initio study. 2014, 84, 396-403

1343 Abinitio calculation of NbH phases with low H compositions. 2014, 39, 11798-11806 5

Theoretical prediction of the fundamental properties of ternary bismuth tellurohalides. 2014, 27, 605-610

10



(2015-2014)

1341 Elastic, electronic and optical properties of baddeleyite TiO2 by Ffirst-principles. 2014, 27, 958-965 3

Electronic structures mechanical and thermal properties of V@ binary compounds. 2014, 4, 44959-44971

L Stability, elastic properties and electronic structures of L12-ZrAl3 and D022-ZrAl3 up to 40GPa.
339 2014, 75, 535-542 =

Elastic properties of ternary (Alx,Mg1K)Sc random alloys from first principles methods. 2014, 610, 138-142

L First-principles calculations of the mechanical and electronic properties of FelN{ ternary
337 compounds. 2014, 82, 26-32 32

Single-crystal elasticity of diopside to 14 GPa by Brillouin scattering. 2014, 228, 75-79

1335 Investigation of the elastic, hardness, and thermodynamic properties of actinide oxides. 2014, 449, 133-137 11

Theoretical prediction of the fundamental properties for the ternary MgYZn and Mg0.9YZn1.06
alloys. 2014, 91, 315-319

L Phase stability, elasticity, hardness and the minimum thermal conductivity of Si2ZN20 polymorphs
333 from first principles calculations. 2014, 449, 236-245

Structural, elastic, electronic, and thermodynamic properties of intermetallic Zr2Cu: A
first-principles study. 2014, 54, 7-14

121 Elastic, electronic, optical, and spectroscopic properties of FAgMO2 (M = Al and Ga):
33 First-principles calculations. 2014, 92, 92-101 7

First-principles investigation of mechanical, electronic and optical properties of Al3Sc intermetallic
compound under pressure. 2014, 91, 165-172

1329 Single-crystal elastic constants of magnesium difluoride (MgF2) to 7.4GPa. 2014, 75, 136-141 6

Combined fast reversible liquidlike elastic deformation with topological phase transition in Na3Bi.
2015, 92,

1327 Charting the complete elastic properties of inorganic crystalline compounds. 2015, 2, 150009 428

Structural and elastic properties of ternary silicides ScTSi (T?Co, Ni, Cu, Ru, Rh, Pd, Ir, Pt) and of the
equiatomic intermetallic compounds YTX (T?Ni, Ir and X?Si, Ge, Sn, Pb). 2015, 252, 2769-2777

Elastic and thermodynamic properties of the SiB204 (B=Mg, Zn and Cd) cubic spinels: An ab initio

1325 Fp.LAPW study. 2015, 38, 192-202 '

First-principles investigations on vibrational, thermodynamic, mechanical properties and thermal

conductivity of L12Al3X (X = Sc, Er, Tm, Yb) intermetallics. 2015, 90, 065701

11



CITATION REPORT

Theoretical prediction of structural stability, electronic and elastic properties of ZrSi2 under

1323 pressure. 2015, 5, 36779-36786 1

Constraints on Seismic Models from Other Disciplines - Constraints from Mineral Physics on
Seismological Models. 2015, 829-852

Elastic Properties and Electronic Structures of L12-TiAl3 and L12-Ti(Al,Pt)3: A Density Functional

1321 Theory Investigation. 2015, 817, 816-825

The effect of cation order on the elasticity of omphacite from atomistic calculations. 2015, 42, 677-691

1319 Half-metallic ferromagnetism in Be 1M V x Te alloys: an Ab-initio study. 2015, 89, 1251-1263 20

Elastic anisotropy and thermodynamic properties of chromium tetraboride from first-principles
calculations. 2015, 252, 1971-1980

1317 Elastic properties, hardness, and anisotropy in baddeleyite IVTMO2 (M=Ti, Zr, HFf). 2015, 58, 893-905 2

An ab initio study of the structural, elastic, electronic and optical properties of the newly
synthesized nitridoaluminate LiCaAlN2. 2015, 95, 41-63

The elastic, electronic and thermodynamic properties of PdTe under high pressure from

1315 first-principles calculations. 2015, 509, 34-41 11

Structural, anisotropic elastic and electronic properties of Sr@n binary system intermetallic
compounds: A first-principles study. 2015, 99, 381-389

First-principle and molecular dynamics calculations for physical properties of NiBn alloy system.
1313 2015, 99, 274-284 17

First-principles investigation of the elastic and thermodynamic properties of ReC2 (Re = Ho, Nd, Pr).
2015, 29, 1450256

Theoretical investigation of the electronic structure, optical, elastic, hardness and thermodynamics

1311 properties of jadeite. 2015, 31, 509-516

11

Systematic study on the anisotropic elastic properties of tetragonal XYSb (X = Ti, Zr, HF; Y = Si, Ge)
compounds. 2015, 40, 92-100

Phase transition and thermodynamic properties of YAg alloy from first-principles calculations. 2015
1399 102, 21-26 5

First-principles investigation of the electronic, mechanical, and thermodynamic properties of
europium carbide. 2015, 93, 409-412

First principles study on the phase stability and mechanical properties of MoSi2 alloyed with Al, Mg

1397 and Ge. 2015, 67, 26-34 18

Structural, elastic, electronic and optical properties of KAl Q 2 ( Q F[5e, Te): A DFT study. 2015, 48, 72-81

12



(2015-2015)

120 Theoretical investigation of the mechanical and thermodynamics properties of Nb3Ga
305 superconductor under pressure. 2015, 648, 229-236 3

Structural evolution, mechanical properties, and electronic structure of AlMgBi compounds from
first principles. 2015, 50, 6498-6509

Elastic properties of rhombohedral, cubic, and monoclinic phases of LaNiO 3 by Ffirst principles L
1393 calculations. 2015, 108, 153-159 5

Ab-initio study of phase stability, elastic and thermodynamic properties of AlY alloy under pressure.
2015, 648, 67-74

1201 First principle calculations of elastic and thermodynamic properties of Ir3Nb and Ir3V with L12
3 structure under high pressure. 2015, 66, 103-110 9

First principles calculations of structural, elastic, electronic properties of Ir3Zr with L12 structure

under high pressure. 2015, 162, 807-812

Structural, elastic, electronic and optical properties of the quaternary nitridogallate LiCaGaN2:

1299 First-principles study. 2015, 40, 64-76 °

Mechanical and dynamical stability of TiAsTe compound from ab initio calculations. 2015, 95, 2294-2305

1297 Elastic anisotropy of iron carbides with trigonal-prismatic coordination of C by Fe. 2015, 633, 390-394 8

Fatigue Crack Growth Fundamentals in Shape Memory Alloys. 2015, 1, 18-40

1295 A first principles study of the mechanical properties of LiBn alloys. 2015, 5, 36022-36029 31

Structural, elastic, electronic and optical properties of new layered semiconductor BaGa2P2. 2015,
46, 122-130

L Mechanical properties, minimum thermal conductivity, and anisotropy in bc-structure superhard
293 materials. 2015, 102, 327-337

Predicting crystal structures and physical properties of novel superhard p-BN under pressure via
first-principles investigation. 2015, 644, 638-644

First-principles investigation on the mechanical, vibrational and thermodynamics properties of

1291 AuCu3-type X3Sc (X=Al, Ga, In) intermetallic compounds. 2015, 106, 38-44

10

Electronic structures, mechanical and thermodynamic properties of cubic alkaline-earth
hexaborides from First principles calculations. 2015, 635, 213-224

Structural, anisotropic elastic and thermal properties of MB (M=Ti, Zr and HF) monoborides. 2015,

41, 6831-6843 62

1289

Pressure effect on electronic, elastic and optical properties of Eu:CaF2 crystal: a first-principles

study. 2015, 95, 2974-2989

L



CITATION REPORT

Mechanical properties of zirconium alloys and zirconium hydrides predicted from density functional

1287 erturbation theory. 2015, 44, 18769-79 37

The structural, elastic, electronic properties and Debye temperature of D022-Ni3V under pressure
from First-principles. 2015, 647, 1104-1110

1285 Single-crystal Brillouin spectroscopy with CO2 laser heating and variable g. 2015, 86, 063905 17

Phase stability and anisotropic elastic properties of the HfAl intermetallics: A DFT calculation.
2015, 110, 10-19

Elastic anisotropy, vibrational, and thermodynamic properties of U2Ti intermetallic compound with

1283 AlB2-type structure under high pressure up to 100 GPa. 2015, 117, 125903 3

Electronic structure, mechanical properties and anisotropy of thermal conductivity of YBilDBI
quaternary crystals. 2015, 109, 231-239

Structural properties, phase stability, elastic properties and electronic structures of Culli

1281 - termetallics. 2015, 95, 3535-3553 7

Effect of uniaxial strain on the structural, electronic and elastic properties of orthorhombic
BiMnO3. 2015, 36, 032002

1279 Mechanical and electronic properties of Ca1Mg O alloys. 2015, 40, 676-684 15

Structural, Elastic, and Electronic Properties of a New Phase of Carbon. 2015, 64, 237-243

On the mechanical stability of uranyl peroxide hydrates: implications for nuclear fuel degradation.
1277 2015, 5,79090-79097 41

Anisotropy in elasticity and thermodynamic properties of zirconium tetraboride under high
pressure. 2015, 5, 77399-77406

L Theoretical Investigation of the Newly Noncentrosymmetric Superconductor SrAuSi3 via First
275 Principles. 2015, 28, 3235-3241 5

Structural, elastic and electronic properties of Cu-X compounds from first-principles calculations.
2015, 22, 1585-1594

L Elastic properties of magnesium with virtual long-period stacking-ordered structure:
273 First-principles study. 2015, 110, 191-197 7

Phase stability, electronic and elastic properties of Fe6¥WxC (x[:[0B) from density functional
theory. 2015, 164, 115-121

1271 Thermodynamic, elastic and electronic properties of AlSc2Si2. 2015, 138, 148-150 11

Anisotropic elastic properties and electronic structure of SrBb compounds. 2015, 98, 311-319

14



(2016-2015)

Phase stability and mechanical properties of sigma phase in CoMo system by first principles

1269 alculations. 2015, 98, 424-429

Theoretical study of electronic structure, phase transition, elastic, and thermodynamic properties
of ReN. 2015, 458, 124-131

Elastic and thermodynamic properties of Rh and Rh3Zr under pressure from first-principles

1267 Clculation. 2015, 149-150, 553-558 7

Phase stability, magnetism, elastic properties and hardness of binary iron nitrides from First
principles. 2015, 625, 224-230

First-principles investigation of the elastic, Vickers hardness and thermodynamic properties of

1265 Allu intermetallic compounds. 2015, 79, 156-165 46

First-principles calculations of a half-metallic ferromagnet zinc blende Zn1KVxTe. 2015, 378, 41-49

Theoretical studies of the pressure-induced phase transition and elastic properties of BeS. 2015,

1263 673 304-310 o7

Pressure effect on the structural, elastic, electronic and optical properties of the Zintl phase KAsSn,
first principles study. 2015, 623, 219-228

Mechanical, electronic and thermodynamic properties of C14-type AMg2 (A=Ca, Sr and Ba)

1261 compounds from first principles calculations. 2015, 97, 75-85 37

Electronic structure, elastic anisotropy, thermal conductivity and optical properties of calcium
apatite Ca5(P0O4)3X (X=F, Cl or Br). 2015, 619, 66-77

Mechanical and thermodynamic properties of ZrO2 under high-pressure phase transition: A
1259 first-principles study. 2015, 622, 504-512 =

Scale-Dependent Homogenization of Random Hyperbolic Thermoelastic Solids. 2015, 118, 243-250

1257 Mechanical and Electronic Properties of XCland XC. 2016, 9, 2

Pressure Prediction of Electronic, Anisotropic Elastic, Optical, and Thermal Properties of
Quaternary (M2/3Ti1/3)3AlC2(M = Cr, Mo, and Ti). 2016, 2016, 1-18

1255 Two Novel CBIlPhases: Structural, Mechanical and Electronic Properties. 2016, 9, 26

Crystal Structures and Mechanical Properties of Call at High Pressure. 2016, 9,

Anisotropic elastic and vibrational properties of Ru2B3and Os2B3: a first-principles investigation.

1253 2016, 3, 076501 =

Phase transition, elastic and electronic properties of topological insulator Sb 2 Te 3 under pressure:

First principle study. 2016, 25, 026401

1y



CITATION REPORT

1251 Ground state of the U2Mo compound: Physical properties of the Ebhase. 2016, 479, 59-66 5

InBO3 and ScBO3 at high pressures: An ab initio study of elastic and thermodynamic properties.
2016, 98, 198-208

Caffeine Co-Crystal Mechanics Evaluated with a Combined Structural and Spectroscopic Approach. L
1249 2016, 16, 4383-4391 5

First-principles density function calculations of physical properties of triclinic Cu7In3. 2016,

1247 Afirst principle study of the pressure dependent elastic properties of monazite LaPO4. 2016, 4

First-principles studies of electronic, optical, and mechanical properties of 3Bi 2 Sn 2 O 7. 2016, 25, 067801

1245 Elastic constants of polycrystals with generally anisotropic crystals. 2016, 120, 165105 36

Determination of the basic physical properties of semiconductor chalcopyrite type MgSnT2 (T =P,
As, Sb) from first-principles calculations. 2016, 31, 1518-1531

Insight into the mechanical, thermodynamics and superconductor properties of NbRuB via

1243 first-principles calculation. 2016, 6, 19055 16

Elastic anisotropy and electronic properties of Si3N4 under pressures. 2016, 6, 085207

1241 Elastic anisotropy of crystals. 2016, 6, 095209 103

Lattice stabilities, mechanical and thermodynamic properties of Al 3 Tm and Al 3 Lu intermetallics
under high pressure from first-principles calculations. 2016, 25, 026301

L Pressure-induced zircon to monazite phase transition in Y1[La IPO4: First-principles calculations.
239 2016, 57, 1513-1518 4

Increase in elastic anisotropy of single crystal tungsten upon He-ion implantation measured with
laser-generated surface acoustic waves. 2016, 109, 151906

Theoretical study on the phase stability, elasticity, hardness and electronic structures of NiP
1237 compounds. 2016, 89, 1078-1089 4

Anisotropic elastic properties of MB (M = Cr, Mo, W) monoborides: a first-principles investigation.
2016, 96, 972-990

5 Multi-scale simulation of nanoindentation on cast Inconel 718 and NbC precipitate for mechanical L
35 properties prediction. 2016, 662, 385-394 4

Mechanical and electronic properties of Si, Ge and their alloys in P42/mnm structure. 2016, 43, 187-195

16



(2016-2016)

Structural, electronic and elastic properties of the Laves phases WFe2, MoFe2, WCr2 and MoCr2

1233 from First-principles. 2016, 56, 16-22 16

Electronic and Mechanical Properties of Tetragonal Nb2Al Under High Pressure: First-Principles
Calculations. 2016, 46, 213-219

First-principles Calculations of Strengthening Compounds in Magnesium Alloy: A General Review.

1231 2016, 32, 1222-1231 29

Electronic structure, anisotropic elastic and thermal properties of monoclinic Ca2Nb207. 2016, 42, 9426-9432

1229 Elastic anisotropy and phonon focusing for tetragonal crystals: Application to HTiAl. 2016, 118, 117-123 6

Structural, mechanical, thermo-physical and electronic properties of P-(CuNi)6Sn5 intermetallic
compounds: First-principle calculations. 2016, 1112, 53-62

First-principles characterisation of the pressure-dependent elastic anisotropy of SnO2 polymorphs.

1227 2016, 96, 1861-1882 4

Mechanical and electronic properties of CBi alloys in the P2221 structure. 2016, 54, 700-710

Phase stability, elastic and electronic properties of Cr2TiAlC2: A new ordered layered ternary

1225 carbide. 2016, 185, 389-391 3

Structural, Elastic, and Optical Properties of Chalcopyrite CdSiP2 with the Application in Nonlinear
Optical from First Principles Calculations. 2016, 46, 628-635

The limits of ray theory when measuring shear wave splitting in the lowermost mantle with ScS

waves. 2016, 207, 1573-1583 =

1223

Anisotropic elastic properties of FexB (x = 1, 2, 3) under pressure. First-principles study. 2016, 34, 503-516

Theoretical study of anisotropic structural, electronic, mechanical and thermodynamic properties

1221 of rare-earth (R = Y, La) oxysulfides. 2016, 125, 154-167

Ternary addition and site substitution effect on B2 RuHFf-based intermetallics: A first-principles
study. 2016, 108, 230-239

The structural stabilities, mechanical properties and hardness of chromium tetraboride: Compared

1219 \ith low-B borides. 2016, 30, 1650201 14

Structural and anisotropic elastic properties of hexagonal MP (M = Ti, Zr, Hf) monophosphides
determined by first-principles calculations. 2016, 96, 3654-3670

1217 Optimal lattice-structured materials. 2016, 96, 162-183 84

Effects of pressure on anisotropic elastic properties and minimum thermal conductivity of

D022-Ni3Nb phase: First-principles calculations. 2016, 688, 285-293

L7



1215

1213

1211

1209

1207

1205

1203

1201

1199

CITATION REPORT

Bounds and self-consistent estimates of the elastic constants of polycrystals. 2016, 95, 118-122 9

First-principles evaluation of Co-doped ZnS and ZnSe ferromagnetic semiconductors. 2016, 688, 899-907

Single-crystal elasticity of natural Fe-bearing orthoenstatite across a high-pressure phase

transition. 2016, 43, 8473-8481 1

Structural, bonding, anisotropic mechanical and thermal properties of Al4SiC4 and Al4Si2C5 by
first-principles investigationsPeer review under responsibility of The Ceramic Society of Japan and
the Korean Ceramic Society.View all notes. 2016, 4, 289-298

Lattice dynamics, thermodynamics and elastic properties of C22-Zr6FeSn2 from First-principles
calculations. 2016, 479, 461-469

An analysis of key characteristics of the Frank-Read source process in FCC metals. 2016, 96, 460-476

Mechanical properties and anisotropy of thermal conductivity of Fe3X¥CrxO4 (x = 083). 2016, 31, 3805-3813 11

Exceptional elastic anisotropy of hybrid organicihorganic perovskite CH3NH3PbBr3 measured by
laser ultrasonic technique. 2016, 10, 606-612

Bi203 under compression: Optical and elastic properties and electron density topology analysis. -
2016, 93,

Phase stability, elastic anisotropy and electronic structure of cubic MAI2(M = Mg, Ca, Sr and Ba)
Laves phases from first-principles calculations. 2016, 3, 106505

Assessing the influence of van der Waals corrected exchange-correlation functionals on the
anisotropic mechanical properties of coinage metals. 2016, 94,

Scaling to RVE in Random Media. 2016, 111-211

Relationships between elastic anisotropy and thermal expansion in AMoO materials. 2016, 18, 30652-30661 13

Theoretical Investigation of the Structural, Elastic, and Thermodynamic Properties of MgAl204
Spinel under High Pressure. 2016, 85, 114605

A first-principles study of the tetragonal and hexagonalR2Al (R= Cr, Zr, Nb, Hf, Ta) phases. 2016, 3, 106503

N

Phase Stability, Elastic, Thermo-physical and Electronic Properties of Hexa-(Mo,Cr,W)2C from
First-principles Calculations. 2016, 23, 1096-1103

Elasticity and Anisotropy of Titanium Oxide TixOy. 2016, 67, 06014 2

Ab initio investigations of the elastic properties of chlorates and perchlorates. 2016, 58, 1166-1171

18



(2016-2016)

1 Structural, electronic, optical and elastic properties of the complex K2PtCl6-structure hydrides ;
97 ARuH6 (A = Mg, Ca, Sr and Ba): first-principles study. 2016, 96, 2328-2361 4

Electronic structures, elastic and optical properties of M205 (M =V, Nb, Ta). 2016, 59, 265-278

1 The structural stability, mechanical properties and stacking fault energy of Al3Zr precipitates in
95 Al-Cu-zr alloys: HRTEM observations and first-principles calculations. 2016, 681, 96-108

First-principles investigation of mechanical and electronic properties of LaAg5 Laves phase under
pressure. 2016, 34, 105-112

Phase stability, mechanical properties and lattice thermal conductivity of ceramic material (Nb1i

1193 )aAlC3 solid solutions. 2016, 687, 47-53 21

Mechanical properties study for new hypothetical crystalline phases of ReB2: A computational
approach using density functional theory. 2016, 122, 240-248

First-principles calculations of the structural, elastic and thermodynamic properties of tetragonal

copper-titanium intermetallic compounds. 2016, 687, 984-989 16

1191

Structural stability, mechanical properties and stacking fault energies of TiAl3 alloyed with Zn, Cu,
Ag: First-principles study. 2016, 666, 185-196

Theoretical Prediction of Transition Metal Alloying Effects on the Lightweight TiAl Intermetallic.

1189 5016, 47, 1451-1459 9

Effective conductivities and elastic moduli of novel foams with triply periodic minimal surfaces.
2016, 95, 102-115

Mechanical properties of the interface structure of nanodiamond composite films: First-principles

1187 ctudies. 2016, 363, 522-531

Materials Informatics Using Ab initio Data: Application to MAX Phases. 2016, 187-212

Phase stability, mechanical properties and electronic structure of TiAl alloying with W, Mo, Sc and

1185 v First-principles study. 2016, 658, 689-696 43

A first principles study of cohesive, elastic and electronic properties of binary Feldr intermetallics.
2016, 112, 52-66

Physical properties of La2B207(B Zr, Sn, Hf and Ge) pyrochlore: First-principles calculations. 2016,

1183 ¢63 834-841 35

Granular micromechanics model of anisotropic elasticity derived from Gibbs potential. 2016, 227, 1393-1413

1181 Ab initio calculations of L10 FePdH multilayered structure. 2016, 41, 4719-4728 2

Prediction of Pressure-Induced Structural Transition and Mechanical Properties of MgY from

First-Principles Calculations. 2016, 65, 92-98

19



CITATION REPORT

1179 Ab-initio calculations of semiconductor MgGeP2 and MgGeAs2. 2016, 77, 300-306 6

Elasticity, hardness, and thermal properties of ZrB n (n =1, 2, 12). 2016, 42, 6624-6631

1 First-principles investigation on vibrational, anisotropic elastic and thermodynamic properties for L
77 112 structure of AI3Er and Al3Yb under high pressure. 2016, 96, 320-348 5

First-principles modeling of energetic and mechanical properties of Nillr, NiRe and CrBe random
alloys. 2016, 117, 45-53

An Ab-initio study of structural, elastic, electronic and thermodynamic properties of triclinic Cu 7 In

1175 3.2016, 174, 70-80 10

Elastic Properties of the Solid Electrolyte Li7La3Zr2012 (LLZO). 2016, 28, 197-206

1 Distinct electron density topologies and elastic properties of two similar omega phases: FZr and
73 zr2 AL 2016, 660, 316-323 5

Design novel hard materials B3N4 via first-principles calculation. 2016, 663, 862-866

Phase stability, mechanical and thermodynamic properties of orthorhombic and trigonal MgSiN2:

1171 an ab initio study. 2016, 89, 480-513

Temperature dependence of elastic properties of L12-Al3Sc: A first-principles study. 2016, 111, 424-429

Prediction of half-metallic properties for the AMnSe2 (A=Rb, Cs) compounds from First-principle

1169 alculations. 201 6,399, 179-184 >

Theoretical and experimental determination of the major thermo-mechanical properties of
RE2SiO5 (RE = Tb, Dy, Ho, Er, Tm, Yb, Lu, and Y) for environmental and thermal barrier coating
applications. 2016, 36, 189-202

First-principles study of Ni-Al intermetallic compounds under various temperature and pressure.

1167 2017, 103, 9-18 15

First-principles investigations of structural, mechanical, electronic and optical properties of
U3Si2-type AlSc2Si2 under high pressure. 2017, 27, 148-156

High-pressure structural, elastic, and thermodynamic properties of zircon-type HoPO and TmPO.

1165 017, 29, 095401 31

First-principles study of ZrM crystalline phases: phase stability, electronic and mechanical
properties. 2017, 7, 4697-4703

Finite-element modelling of elastic wave propagation and scattering within heterogeneous media.

1163 5017, 473, 20160738 37

The Phase Stability, Ductility and Hardness of MoN and NbN: First-Principles Study. 2017, 46, 1914-1925

20



(2017-2017)

Structural, mechanical and thermodynamic properties of ZrO 2 polymorphs by first-principles

161 lculation. 2017, 511, 10-19

12

Pressure effect on the mechanical, electronic and thermodynamic properties of Ba2Bi3:
First-principle calculations. 2017, 104, 293-303

1159 High-pressure phases of AlxIn1EN compounds: First principles calculations. 2017, 704, 160-169 8

Ab initio investigation into the structure and properties of Irr intermetallics for high-temperature
structural applications. 2017, 131, 146-159

Lattice Dynamical Properties and Elastic Constants of the Ternary Chalcopyrite Compounds CuAlS2,
157 cuGas?, CulnS2, and AgGaS2. 2017, 46, 4109-4118

HillMandel condition and bounds on lower symmetry elastic crystals. 2017, 81, 7-10

1 Thermodynamic and Mechanical Properties of the Rutherfordine Mineral Based on Density
55 Functional Theory. 2017, 121, 5994-6001

First-principles investigation of the equation of state and elastic properties of perovskite-type
SrW(O,N)3 under hydrostatic pressures up to 139 GPa. 2017, 90, 1

Elastic and thermodynamic properties of the Ti2AINb orthorhombic phase from First-principles
53 calculations. 2017, 254, 1600634 9

Explorations on TiOsX (X=B, C, N, O and Si) alloys for potential superhard materials from
first-principle calculation. 2017, 104, 207-213

1151 Scaling laws in elastic polycrystals with individual grains belonging to any crystal class. 2017, 228, 1525-1539 2

Theoretical study the electronic, elastic properties and thermodynamics properties of ternary
phosphide SrPt 6 P 2. 2017, 106, 10-15

" Structural, elastic and electronic properties of CoZr in B2 and B33 structures under high pressure. ;
49 2017, 705, 445-455 3

Single-crystal elasticity of SrCO3 by Brillouin spectroscopy. 2017, 37, 181-192

1147 Elastic properties of perovskite-type hydrides LiBeH3 and NaBeH3 for hydrogen storage. 2017, 42, 10038-100453

Elastic properties and thermal conductivities of fluor-, chlor- and brom-barium apatites predicted
by first-principles simulations. 2017, 97, 1708-1728

1 Phase stability, Debye temperature and hardness of semiconducting manganese tetraboride MnB4:
45 First-principles investigations. 2017, 31, 1750131

Prediction of novel ultra-incompressibility compounds TM2B (TM=Mo, W, Re and Os) by

first-principles calculations. 2017, 97, 1729-1739

21



CITATION REPORT

1143 A first principles study of the electronic structure, elastic and thermal properties of UB2. 2017, 490, 41-48 18

Elastic and Photoelastic Properties of M(NO3)2, MO (M = Mg, Ca, Sr, Ba). 2017, 60, 149-156

Seismic properties and anisotropy of the continental crust: Predictions based on mineral texture

1141 3nd rock microstructure. 201 7,55, 367-433 85

Structural Stability, Electronic Structure, and Ferromagnetic Properties of Zn1/2Ni1/20 Alloy. 2017,
30, 3247-3255

Mechanical and thermodynamic properties of intermetallic compounds in the Nilli system. 2017,
1139 31,1750161 79

First-Principles Study of the Elastic Properties of Nitrates. 2017, 59, 2122-2129

1 ThCr2Si2-type Ru-based superconductors LaRu2M2 (ME[P and As): An ab-initio investigation. 2017, L
37 695, 2827-2834 5

Structural, mechanical and vibrational study of uranyl silicate mineral soddyite by DFT calculations.
2017, 253, 249-257

1135 Phase transition and electronic properties of Sbi3: First-principles calculations. 2017, 31, 1750200 2

Effect of ordered B-site cations on the structure, elastic and thermodynamic properties of
KTa0.5Nb0.503 crystal. 2017, 123, 1

1 Structural stability, mechanical properties, electronic structures and thermal properties of XS (X = L
33 Ti, V, Cr, Mn, Fe, Co, Ni) binary compounds. 2017, 381, 2648-2657 4

Phase stability, anisotropic elastic properties and electronic structures of C15-type Laves phases
ZrM2 (M = Cr, Mo and W) from first-principles calculations. 2017, 97, 2406-2424

Predicted structural evolution and detailed insight into configuration correlation, mechanical ;
properties of siliconBoron binary compounds. 2017, 7, 16109-16118 4

Structural properties and mechanical stability of monoclinic lithium disilicate. 2017, 254, 1700108

Structural, elastic, electronic and optical properties of the novel quaternary diamond-like

semiconductors Cu2MgsSiS4 and Cu2MgGeS4. 2017, 70, 21-35 18

1129

Novel 122-type Ir-based superconductors Balr 2 Mi 2 (MiF[P and As): A density functional study.
2017,711,327-334

First-principles calculations on structural energetics of Cu-Ti binary system intermetallic

compounds in Ag-Cu-Ti and Cu-Ni-Ti active filler metals. 2017, 43, 7751-7761 16

1127

Stiffness and yield strength of architectured foams based on the Schwarz Primitive triply periodic

minimal surface. 2017, 95, 1-20

22



(2017-2017)

Structural, elastic and thermodynamic properties of iron carbide Fe7C3 phases: An ab initio study.

1125 2017, 55,977-988

Intrinsic Properties and Structure of AB2 Laves Phase Zrw2. 2017, 48, 3082-3089

Structural, Elastic, Electronic and Optical Properties of LaOAgS-Type Silver Fluoride Chalcogenides:

1123 First-Principles Study. 2017, 46, 4539-4556 39

A theoretical study of elastic anisotropy and thermal conductivity for TATB under pressure. 2017,
131, 321-332

Effects of alloying elements such as Ti, Zr and Hf on the mechanical and thermodynamic properties

1121 of pd-Base superalloy. 2017, 710, 589-599

11

Pressure effect on mechanical stability and optoelectronic behavior of Zinc-Silicon Diarsenide
ZnSiAs2-Chalcopyrite: DFT investigation. 2017, 139, 315-327

1119 lterative solution to bulk wave propagation in polycrystalline materials. 2017, 141, 1804 16

Reorganized, weak CH?O interactions directly modify the mechanical properties and compaction
performance of a series of nitrobenzoic acids. 2017, 19, 2526-2535

Structural, elastic and electronic properties of B2-type modified by ternary additions FeAl-based

17 intermetallics: First-principles study. 2017, 710, 581-588 27

AlMB (M = Cr, Mn, Fe, Co, Ni): a group of nanolaminated materials. 2017, 29, 155402

Investigations of the magnetic, mechanical and thermodynamic properties of cubic phase LaMO3

115 (M=Ti~Fe). 2017, 97, 169-179

Structural, electronic and elastic properties of the shape memory alloy NbRu: First-principle
investigations. 2017, 695, 3024-3029

Metastable phases, phase transformation and properties of AlAs based on first-principle study.

1113 2017, 128, 337-342 7

t-C8B2N2: A potential superhard material. 2017, 669, 80-84

Investigation of structural, electronic and anisotropic elastic properties of Ru-doped WB2

1111 compound by increased valence electron concentration. 2017, 189, 90-95

Understanding the Lithiation of the Sn Anode for High-Performance Li-lon Batteries with
Exploration of Novel Li-Sn Compounds at Ambient and Moderately High Pressure. 2017, 9, 40197-40206

1109 Mechanical and thermodynamic properties of YB 2 C 2 under pressure. 2017, 525, 154-158 6

First-principles investigation of the structural, mechanical and thermodynamic properties of Al 2 Cu

phase under various pressure and temperature conditions. 2017, 268, 44-50

=



CITATION REPORT

Hydrostatic pressure effects on the structural, elastic and thermodynamic properties of the

complex transition metal hydrides A20sH6 (A = Mg, Ca, Sr and Ba). 2017, 37, 558-578 12

1107

Anisotropic thermal expansion in flexible materials. 2017, 96,

The role of alloying elements on the structural, mechanical and thermodynamic properties of Al3X

1105 binary alloy system (X = Mg, Sc and Zr): first principle calculations. 2017, 4, 116502 3

Theoretical investigation of the mechanical and thermodynamic properties of titanium pernitride
under high temperature and high pressure. 2017, 726, 1179-1185

First-principles investigation of the physical properties of cubic and orthorhombic phase Na3UOA4.

1103 2017, 524, 144-148 9

First-principles investigation on the structural, elastic and electronic properties and mechanism on
the photocatalytic properties for STNbO3 and Sr0.97Nb0O3. 2017, 111, 403-409

1101 Physical Properties of C-Si Alloys in C 2/ m Structure. 2017, 68, 259 14

Elastic anisotropy and stability of Rh 2 B and RhB 2 at high pressures. 2017, 55, 1981-1987

First-principles investigation on the mechanical and electronic properties of novel Pb1KCexY
1099 alloys (Y = S, Se, and Te): anab initiostudy. 2017, 4, 095903

Structural, elastic, optoelectronic and magnetic properties of (mathbf{CdHo } _mathbf{2}{}
mathbf{S} mathbf{4}) spinel: a first-principle study. 2017, 40, 1105-1110

1097 Mechanical Anisotropic and Electronic Properties of Amm 2-carbon under Pressure *. 2017, 68, 395 5

Two novel Ge phases and their Si Ge alloys with excellent electronic and optical properties. 2017,
132, 539-551

o Mechanical behavior, bonding nature and defect processes of Mo2ScAIlC2: A new ordered MAX
95 phase. 2017, 724, 1167-1175

Impact of isovalent and aliovalent substitution on the mechanical and thermal properties of GdZrO.
2017,7, 6399

L Optical, electronic, and elastic properties of some A5B6C7 ferroelectrics (A=Sb, Bi; B=S, Se; C=l, Br,
093 Cl): First principle calculation. 2017, 511, 22-34

Ab initio investigations of electronic structure, optical transparency, and elastic properties in
X3Al2Si3012 (X = Ca, Mg). 2017, 43, 15431-15436

1091 First hafnium-based MAX phase in the 312 family, HF3AIC2: A first-principles study. 2017, 727, 616-626 62

AELAS: Automatic ELAStic property derivations via high-throughput first-principles computation.

2017, 220, 403-416

24



(2017-2017)

The structural, electronic, mechanical, lattice dynamics and thermodynamic properties of Rh5B4:

1089 First-principles calculations. 2017, 31, 1750245

The crystal structure of rare earth impurity centers R3+ in Y3AI5012: Ab Initio calculations. 2017,

1087 Deduced elasticity of sp3-bonded amorphous diamond. 2017, 111, 221901 6

A first principles study of the mechanical, electronic, and vibrational properties of lead oxide. 2017,
59, 2296-2311

First-principles investigations on the structural, elastic, phase stability and electronic properties of

1085 the binary monopnictide compounds based on the fermium FmX (X = P, As, and Sb). 2017, 13, 131-138

A theoretical prediction on the shear-induced phase transformation of TKX-50. 2017, 19, 31054-31062

Combining Crystal Structure and Interaction Topology for Interpreting Functional Molecular Solids:

1083 A Study of Theophylline Cocrystals. 2017, 17, 6741-6751

12

DFT - based study of electronic structures and mechanical properties of LiTaO3: ferroelectric and
paraelectric phases. 2017, 97, 2469-2483

1081 First-principles study on mechanical and elastic properties of BxAl1-xP alloys. 2017, 7, 065007 5

First-principles investigations of phase stability, mechanical, thermal and optical properties of
Ti3(Al1-Si )C2 solid solutions. 2017, 724, 603-613

. Temperature- and pressure-dependent elastic properties, thermal expansion ratios, and minimum L
79 thermal conductivities of ZrC, ZrN, and Zr(C0.5N0.5). 2017, 43, 12968-12974 7

Structural, Vibrational, and Elastic Properties of Yttrium Orthoaluminate Nanoperovskite at High
Pressures. 2017, 121, 15353-15367

1077 Structure, electronic and mechanical properties of Ga 1¥ B x P alloys. 2017, 521, 295-304 2

First-principles study of the new potential photovoltaic absorber: Cu 2 MgSnS 4 compound. 2017,
26, 076201

Elastic properties of rare earth pyrochlores R2Ti207 (REIGd, Tb, Dy, Ho, Er, Tm, Yb, Lu): Ab initio
1975 calculations. 2017, 72, 565-570

Influences of pressure on methyl group, elasticity, sound velocity and sensitivity of solid
nitromethane. 2017, 90, 1

Submicron size-scale mapping of carbonate effective elastic properties from FIB-SEM images and
1973 finite element method. 2017, 60, 557-575

First-principles study of electronic structure, chemical bonding andl&lastic properties for new

superconductor CaFeAs2. 2017, 31, 1650263

25



CITATION REPORT

Lo71 The mechanical and thermodynamic properties of Heusler compounds Ni2XAl (X = Sc, Ti, V) under L
7 pressure and temperature: A first-principles study. 2017, 114, 398-403 3

Structure and Magnetic Properties of Ce-Substituted Yttrium Iron Garnet Prepared by

Conventional Sintering Techniques. 2017, 30, 937-941

1069 Structural and Thermoelectronic Properties of Chalcopyrite MgSiX2 (X = P, As, Sb). 2017, 46, 247-264 14

Impact of grain shape on the micromechanics-based extraction of single-crystalline elastic
constants from polycrystalline samples with crystallographic texture. 2017, 122, 236-251

Refining effect of TiC on primary M7C3 in hypereutectic Fe Cr C harden-surface welding coating:

Experimental research and first-principles calculation. 2017, 691, 239-249 28

1067

Anisotropy in elasticity, sound velocities and minimum thermal conductivity of zirconia from
first-principles calculations. 2017, 37, 689-695

First-principles study of structural, mechanical, and thermodynamic properties of cubic Y203 under

1065 pigh pressure. 2017, 43, 3346-3355 19

First-principles calculations for transition phase, mechanical and thermodynamic properties of ZnS
under extreme condition. 2017, 31, 1750028

Optimal structural topology of materials with micro-scale tension-compression asymmetry

1063 simulated using granular micromechanics. 2017, 115, 422-432

21

Modeling the elastic anisotropies and mechanical strengths of Ir3X intermetallics. 2017, 696, 611-618

1061 Elasticity, Hardness and Thermal Conductivity of Si-Ge-Based Oxynitrides (SiGeN20). 2017, 46, 510-519 2

Mechanical, elastic, anisotropy, and electronic properties of monoclinic phase of m -Si x Ge 3k N 4.
2017, 26, 126105

o First-principles investigation of elastic anomalies in niobium at high pressure and temperature. ;
59 2017, 122, 235903 4

The Pressure Dependence of Structural, Electronic, Mechanical, Vibrational, and Thermodynamic
Properties of Palladium-Based Heusler Alloys. 2017, 72, 843-853

L Ab initio crystal structure and elasticity of tuite, fCa3(P0O4)2, with implications for trace element
057 partitioning in the lower mantle. 2017, 172, 1 3

Effects of alloying element on stabilities, electronic structures, and mechanical properties of
PdBased superalloys. 2017, 26, 126202

1055 The study on elastic properties of Cu3Sn under pressure via first-principle calculations. 2017,

Deformation Modes and Anisotropy of Anti-Perovskite TilAN (A = Al, In and Tl) from First-Principle

Calculations. 2017, 10,

26



(2018-2017)

1053 Theoretical Investigations of Si-Ge Alloys in P4flncm Phase: First-Principles Calculations. 2017, 10, 12

Mechanical, Anisotropic, and Electronic Properties of XN (X = C, Si, Ge): Theoretical Investigations.
2017, 10,

1051 Pnma-BN: Another Boron Nitride Polymorph with Interesting Physical Properties. 2016, 7, 33

Ab Initio Study of the Elastic and Mechanical Properties of B19 TiAl. 2017, 7, 39

o First-Principles Investigations on Structural and Elastic Properties of Orthorhombic TiAl under L
49 Pressure. 2017, 7, 111 5

First Principles Study on Structure Stability and Mechanical Properties of YNi2B2C and LuNi2B2C
under Pressure. 2017,7, 173

First-Principles Study of the Nonlinear Elasticity of Rare-Earth Hexaborides REB6 (RE = La, Ce). 2017
1047 7,320 3

Heterogeneous Anisotropy Index and scaling in two-phase random polycrystals. 2018, 229, 2631-2646

The Structural Stability and Mechanical Properties of (hbox {Cu}_{2}hbox {MnAl}) and (hbox
1045 {Cu}_{2}hbox {MnIn}) Under Pressure: First-Principles Study. 2018, 47, 3005-3017

Elastic and thermodynamic properties of zirconium- and hafnium-doped (hbox {Rh}_{3}hbox {V})
intermetallic compounds: potential aerospace material. 2018, 41, 1

o Comparison of mechanical and thermodynamic properties of fcc and bcc titanium under high
43 pressure. 2018, 5, 026527

Electronic Structure, Mechanical and Dynamical Stability of Hexagonal Subcarbides M2C (M = T,
Ru, Rh, Pd, Re, Os, Ir, and Pt): Ab Initio Calculations. 2018, 60, 213-224

1041 3D stochastic bicontinuous microstructures: Generation, topology and elasticity. 2018, 149, 326-340 78

Laminate composite magnetoelectric multiferroics optimized by global derivative-free
optimization method. 2018, 148, 190-199

L Stability, mechanical and electronic properties of ceramic interphases in biomedical composites via
039 first-principles calculations. 2018, 44, 9656-9663 5

Fullerene-based low-density superhard materials with tunable bandgaps. 2018, 701, 131-136

o How the H-Bond Layout Determines Mechanical Properties of Crystalline Amino Acid Hydrogen
37 Maleates. 2018, 18, 3366-3375

Effects of hydrostatic pressure and biaxial strains on the elastic and electronic properties of

t-C8B2N2. 2018, 123, 135103

27



CITATION REPORT

o Study of structural, elastic, electronic, mechanical, optical and thermodynamic properties of NdPb3 ;
35 intermetallic compound: DFT based calculations. 2018, 15, 42-47 4

The structural, elastic and electronic properties of marcasite FeS 2 under pressure. 2018, 118, 88-94

L Prediction study of structural, elastic and electronic properties of FeMP (M = Ti, Zr, Hf) compounds.
©33 2018,9,763-770

Compressibility, microcalorimetry, elastic properties and EELS of rhenium borides. 2018, 81, 71-81

101 Theoretical investigation of anisotropic mechanical and thermal properties of ABO3 (A=Sr, Ba; B=Ti,
3 Zr, HFf) perovskites. 2018, 101, 3527-3540 34

Effects of Hydrostatic Pressure and Biaxial Strains on the Elastic and Electronic Properties of

[5i3N4. 2018, 255, 1700676

Elasticity, Anisotropy and Magnetism of Anti-perovskite M3AIC (M=Ti, Fe, Sm) from First-Principle

1029 calculations. 2018, 31, 2879-2887 5

Recently synthesized (Zr1-xTix)2AlC (0 k [) solid solutions: Theoretical study of the effects of M
mixing on physical properties. 2018, 743, 146-154

1027 First principles study on elastic and electronic properties of bialkali alanates M2M?AlH6. 2018, 43, 3862-3870 8

Deformation of periodic nanovoid structures in Mg single crystals. 2018, 5, 016523

Theoretical study of mechanical and thermodynamic properties of titanium oxides Tix O y. 2018,

1025 513, 538-547

Structural, elastic, electronic, optical and thermoelectric properties of the Zintl-phase Ae3AlAs3
(Ae =Sr, Ba). 2018, 98, 1217-1240

Electronic, magnetic and mechanical properties of (Fe,Ni)2Nb from density functional theory. 2018,

1023 452,219-229 7

Theoretical investigation of the structural, elastic, electronic and optical properties of the ternary
indium sulfide layered structures AInS2 (A = K, Rb and Cs). 2018, 76, 74-84

Theoretical Investigation of the Mechanical and Thermodynamic Properties of the Layered Yttrium

1021 piborocarbides. 2018, 31, 2373-2379

Elasticity, slowness, thermal conductivity and the anisotropies in the Mn3Cu1XGexN compounds.
2018, 32, 1850071

Stability and elastic properties of B2 CoX (X = Ti, Zr and Hf) intermetallic compounds as a function

1019 of pressure. 2018, 98, 203-218

Structural stability, elastic and thermodynamic properties of Aullu alloys from Ffirst-principles

calculations. 2018, 533, 58-62

28



(2018-2018)

First-principles study on the phase transitions, crystal stabilities and thermodynamic properties of

1017 TiN under high pressure. 2018, 382, 656-661

Elastic, vibration and thermodynamic properties of Cu1d Ag x InTe2 (x = 0, 0.25, 0.5, 0.75 and 1)
chalcopyrite compounds via first principles. 2018, 33, 065014

Investigation of anisotropic mechanical properties of textured KSr2Nb5015 ceramics via ab-initio

L1015 alculation and nanoindentation. 2018, 101, 5138-5150 14

Effect of anti-site point defects on the mechanical and thermodynamic properties of MgZn2,
MgCu? Laves phases: A first-principle study. 2018, 263, 18-23

1013 Theoretical investigation on MgV206é: ab-initio study. 2018, 98, 2077-2093 4

The structural, elastic, electronic and optical properties of orthorhombic FeX2 (X=S, Se, Te). 2018,
119, 201-211

The Elastic Anisotropy Change Near the 410-km Discontinuity: Predictions From Single-Crystal

o1t Elasticity Measurements of Olivine and Wadsleyite. 2018, 123, 2674-2684 14

Structural stability and mechanical properties of Co3(Al, M) (M =Ti, V, Cr, Zr, Nb, Mo, HF, Ta, W)
compounds. 2018, 148, 27-37

Periodic Density Functional Theory Study of the Structure, Raman Spectrum, and Mechanical

1999 properties of Schoepite Mineral. 2018, 57, 4470-4481 ?

A comparison study of the structural and mechanical properties of cubic, tetragonal, monoclinic,
and three orthorhombic phases of ZrO2. 2018, 749, 283-292

Elastic anisotropies and thermal conductivities of WB2 diborides in different crystal structures: A

1007 first-principles calculation. 2018, 747, 905-915 37

Theoretical investigations of Ge1¥Sn x alloys (x =0, 0.333, 0.667, 1) in P42/ncm phase. 2018, 53, 9611-9626

The structural, mechanical and thermodynamic properties of Ti-B compounds under the influence

of temperature and pressure: First-principles study. 2018, 209, 200-207 16

1005

DFT study of structural, electronic and elastic properties of two polymorphs of monoclinic CsGaQ2
(Q=S, Se). 2018, 56, 1345-1352

First-principles predictions on structural, elastic and half-metallic properties of Fe 2 LiAs Heusler

1093 compound. 2018, 458, 235-240 5

First-principles calculations of electronic, acoustic and anharmonic properties of Mn2RuZ (Z = Si and
Ge) Heusler compounds. 2018, 458, 268-276

1001 Universal scaling of transverse wave attenuation in polycrystals. 2018, 88, 84-96 8

Analysis of three-dimensional hexagonal and cubic polycrystals using the boundary element

method. 2018, 117, 58-72

29



CITATION REPORT

An insight into a novel cubic phase SnSe for prospective applications in optoelectronics and clean
999 energy devices. 2018, 733, 22-32 25

Second-order elastic constants of hexagonal hydroxylapatite (P63) from ab initio quantum
mechanics: Comparison between DFT functionals and basis sets. 2018, 118, e25500

997  Structural, elastic and anisotropic properties of CuZr from Ffirst-principles calculations. 2018, 203, 166-172 3

Theoretical investigations of group IV alloys in the Lonsdaleite phase. 2018, 53, 2785-2801

Phase stability, elastic, anisotropic properties, lattice dynamical and thermodynamic properties of
995 B12M (M=Th, U, Np, Pu) dodecaborides. 2018, 44, 128-135 27

A first-principles study of the structural, mechanical and electronic properties of precipitates of
AlCu in Al-Cu alloys. 2018, 20, 967-976

Revisiting intrinsic brittleness and deformation behavior of B2 NiAl intermetallic compound: A L
993 first-principles study. 2018, 34, 620-626 3

High-pressure studies on electronic and mechanical properties of FeBO3 (B = Ti, Mn, Cr) ceramics I
a first-principles study. 2018, 91, 382-397

Effects of biaxial strains on electronic and elastic properties of hexagonal XSi2 (X:[Cr, Mo, W) from L
991 first-principles. 2018, 270, 99-106 1
First-principles investigation on the structural, elastic, electronic and optical properties and
possible mechanism of the photocatalytic properties for orthorhombic and tetragonal KNbO3.
2018, 75, 253-262

3 The structural, electronic, magnetic, and mechanical properties of perovskite oxides
999 PbM1/2Nb1/203(M = Fe, Co and Ni). 2018, 32, 1850057

Mechanical Properties in Metal-Organic Frameworks: Emerging Opportunities and Challenges for
Device Functionality and Technological Applications. 2018, 30, e1704124

3 First-Principles Calculations of Acoustic and Anharmonic Properties of Ferromagnetic Cu2MnZ (Z =
997 Aland In) Heusler Alloys. 2018, 31, 1847-1856 4

How geometry and anisotropy affect residual strain in host-inclusion systems: Coupling
experimental and numerical approaches. 2018, 103, 2032-2035

3 Structural, Elastic, Electronic Properties and Interatomic Interactions in Metallic Tetraboride Series
995 MB4 (M = Ru, Rh, Pd, Os, Ir, and Pt) Obtained from FLAPWEGGA Calculations. 2018, 60, 2381-2401

Aggregate Elasticity and Tabletability of Molecular Solids: a Validation and Application of Powder
Brillouin Light Scattering. 2018, 19, 3430-3439

3 Electronic, mechanical, and optical properties of Ruddlesden-Popper perovskite sulfides: First
903 principle calculation. 2018, 535, 142-151

Physical properties of ThCr2Si2-type Rh-based compounds ARh2Ge2(A = Ca, Sr, Y and Ba): DFT

based first-principles investigation. 2018, 32, 1850357

30



(2018-2018)

A first-principles calculation of structural, mechanical, thermodynamic and electronic properties of

981 binary Ni-Y compounds.. 2018, 8, 41575-41586 4

Diffraction from twisted nanowires: helicity revealed by anisotropy. 2018, 51, 1586-1596

DFT calculations based insight into bonding character and strength of Fe2Al5 and Fe4Al13

979 intermetallics at Al-Fe joints. 2018, 15, 1407-1415 "

The effect of hydrogen on the electronic, mechanical and phonon properties of LaMgNi4 and its
hydrides for hydrogen storage applications. 2018, 43, 23397-23408

Simulation and Experimental Study on Properties of Ag/SnO2 Contact Materials Doped with
977 Different Ratios of Ce. 2018, 2018, 1-9

Elastic anisotropy and thermal properties of extended linear chain compounds MV2Ga4 (M = Sc, Zr,
HF) from ab-initio calculations. 2018, 4, 529-539

The physical properties of ThCr2Si2-type superconductors MPd2P2 (M =Y, La): A theoretical
975 investigation. 2018, 32, 1850312

Revealing the stability, elastic properties and electronic structures of Pd-V intermetallics via First
principle calculations. 2018, 8, 105132

973 Phonon thermodynamics and elastic behavior of GaN at high temperatures and pressures. 2018, 98, 6

Explicit Backscattering Coefficient for Ultrasonic Wave Propagating in Hexagonal Polycrystals with
Fiber Texture. 2018, 37, 1

- The Effects of Carbon Content on the Anisotropic Deformation Mechanism of Boron Carbide. 2018, 5
11,

Cluster-Assembled Semiconductor CdO Polymorph with Good Ductility, High Carrier Mobility, and
Promising Optical Properties. 2018, 122, 24287-24294

6 Homogenization of carbon/polymer composites with anisotropic distribution of particles and
999 stochastic interface defects. 2018, 229, 3727-3765 37

First principles investigation of pressure dependent stability, phonon, Debye temperature, physical,
mechanical and thermodynamic properties of Rh3Al intermetallic compound. 2018, 44, 1554-1563

6 Understanding of the Elastic Constants, Energetics, and Bonding in Dicalcium Silicate Using
967 First-Principles Calculations. 2018, 122, 24235-24245 4

Mechanical and Dynamic Stability of Complete and Nonstoichiometric 3C-SixCy from Ab Initio
Calculations. 2018, 60, 2012-2018

6 Theoretical Prediction on Mechanical, Dynamic, and Thermodynamic Properties of C11b-Structured
995 Wsi2 under Pressure. 2018, 74, 83-89

Pressure Effect on Elastic Constants and Related Properties of TilAl Intermetallic Compound: A

First-Principles Study. 2018, 11,

31



CITATION REPORT

6 First-Principles Calculations on Structural Property and Anisotropic Elasticity of HTiBlIbAlLinder
993 Ppressure. 2018, 11,

Study on properties of AgSnO2contact materials doped with rare earth Y. 2018, 5, 085902

Elasticity, lattice dynamics and ideal strengths of USi3 and U3Si via first principles calculations.

961 2018, 512, 407-416 3

First-principles studies on mechanical, electronic, magnetic and optical properties of new
multiferroic members BiLaFe206 and Bi2FeMnO6: Originated from BiFeO3. 2018, 18, 1473-1479

Influence of uniaxial strains on the mechanical properties of transition metal borides X2B, XB and
959 XB2 (X = Cr, Mo, W). 2018, 550, 100-111 5

Pressure-induced structural phase transition in Li4Ge. 2018, 20, 5949-5954

Effect of pressure on the elastic properties and optoelectronic behaviorof Zn4B6 O 13:
957 First-principles investigation. 2018, 27, 057101

The Effect of Alloying Elements on the Structural Stability, Mechanical Properties, and Debye
Temperature of Alli: A First-Principles Study. 2018, 11,

955 Effects of interstitial atoms (N/O) in bcc Fe from first-principle calculations. 2018, 137, 22-29 5

Exploring novel phase of tin sulfide for photon/energy harvesting materials. 2018, 169, 648-657

Insight into the physical properties of two niobium based compounds, Nb3Be and Nb3Be2, via a
953 first principles calculation. 2018, 56, 1386-1393 3

Phonon mode softening and elastic properties of hafnium under pressure. 2018, 97,

951  Single-crystal elastic properties of minerals and related materials with cubic symmetry. 2018, 103, 977-988 12

Mechanical properties and chemical bonding of M2B and M2B0.75C0.25 (M = Fe, Cr, W, Mo, Mn)
compounds. 2018, 33, 3665-3676

Theoretical study of mechanical, thermal and optical properties of (Ti1KNb x )3AlC2 solid
949 solutions. 2018, 91, 1

Revealing the Mechanics of Helicoidal Composites through Additive Manufacturing and Beetle
Developmental Stage Analysis. 2018, 28, 1803073

Multiscale Mechanics of Triply Periodic Minimal Surfaces of Three-Dimensional Graphene Foams.
947 2018, 18, 4845-4853 39

Comparative study of 9R and 12R hexagonal diamond by first-principles calculations. 2018, 32, 1850211

32



(2018-2018)

945 Insights into the plasticity of Ag3Sn from density functional theory. 2018, 110, 57-73 3

The Ideal Crystal Structure of Cristobalite X-I: A Bridge in SiO2 Densification. 2018, 122, 17437-17446

Skeletonization-based beam finite element models for stochastic bicontinuous materials:
943 Application to simulations of nanoporous gold. 2018, 33, 3371-3382 9

lonic vs. van der Waals layered materials: identification and comparison of elastic anisotropy. 2018,
6, 15828-15838

High-Pressure Synthesis of HrB and Determination of the Compressibility of Various Iridium
94T Borides. 2018, 57, 10341-10351

First-principles investigation of the micromechanical properties of fcc-hcp polymorphic
high-entropy alloys. 2018, 8, 11196

A comparative first-principles study of tetragonal TiAl and Ti4Nb3AI9 intermetallic compounds.
939 2018,101, 72-80

High-temperature mechanical and thermodynamic properties of silicon carbide polytypes. 2018,
768,722-732

Becquerelite mineral phase: crystal structure and thermodynamic and mechanical stability by using

937 periodic DFT.. 2018, 8, 24599-24616 28

First-Principles Investigations of the Structural, Anisotropic Mechanical, Thermodynamic and
Electronic Properties of the AINi2Ti Compound. 2018, 8, 93

Elastic properties of bulk and low-dimensional materials using Van der Waals density functional.
935 2018, 98,

Structural, phase transition, mechanical and thermodynamic properties of TMNs under external
pressures: A first-principles study. 2018, 32, 1850181

Ab Initio Prediction of Mechanical and Electronic Properties of Ultrahigh Temperature
933 High-Entropy Ceramics (HF0.2Zr0.2Ta0.2M0.2Ti0.2)B2 (M = Nb, Mo, Cr). 2018, 255, 1800011 27

Anisotropic elasticity and thermal conductivities of (BIFLiAISi206 from the First-principles
calculation. 2018, 756, 40-49

L Structural, Mechanical and Thermodynamic Properties of Cu2CoXS4 (X = Si, Ge, Sn) Studied by
93 Density Functional Theory. 2018, 52, 414-419

Structural, mechanical and Raman spectroscopic characterization of the layered uranyl silicate
mineral, uranophane-gby density functional theory methods. 2018, 53, 377-392

Stability and superconductivity properties of metal substituted aluminum diborides (M0.5Al0.5B2).
929 2018, 154, 234-242 3

Machine Learning Enabled Computational Screening of Inorganic Solid Electrolytes for Suppression

of Dendrite Formation in Lithium Metal Anodes. 2018, 4, 996-1006

33



CITATION REPORT

Prediction of structural properties of protactinium pentoxide ${{Pa}} {2}{O} {5}$ by
927 first-principlescalculations. 2018, 5, 105903

Phase stability and mechanical properties of ternary transition elements X(X = Cu,Zn,Ag) in AI3HF
intermetallic from First-principles calculations. 2018, 154, 266-275

Anisotropy of mechanical and thermal properties of perovskite LaYbO3: first-principles
925 calculations. 2018, 98, 2917-2929 3

The Mechanical Properties and Elastic Anisotropies of Cubic Ni3Al from First Principles
Calculations. 2018, 8, 307

Investigation of the mechanical and thermodynamic properties of the U3Pt4 and Th3Pt4. 2018,
923 763, 496-503

Equation of state and second-order elastic constants of portlandite Ca(OH)2 and brucite Mg(OH)2.
2019, 46, 101-117

The single-crystal elastic properties of the jadeite-diopside solid solution and their implications for

921 the composition-dependent seismic properties of eclogite. 2019, 104, 1016-1021 4

Pressure effects on mechanical and electronic properties of metallic C14 by first-principles
calculation. 2019, 33, 1950193

; Structural, elastic, electronic and vibrational properties of XAl204 (X = Ca, Sr and Cd)
919 semiconductors with orthorhombic structure. 201 9,809, 151773

Ab initio-informed phase-field modeling of dislocation core structures in equal-molar CoNiRu
multi-principal element alloys. 2019, 27, 084001

917 Physical Properties of Group 14 in P6222 Phase: First-Principles Calculations. 2019, 71, 1036 8

First-principle investigation of the structural, electronic, elastic, and elastic anisotropy properties
and thermal stabilities of CeMg2Si2 and Mg2Si. 2019, 6, 11658

. Predictions of the structures and properties of the substituted layered ternary compound series (Zr
915 T)AIC (T = HF, Nb, and V) through first-principles studies. 2019, 31, 385702

Closed form approximation of effective elastic moduli of composites with cubic, octet and cubic +
octet periodic microstructures. 2019, 77, 103772

Pressure effect on mechanical stability and ground state optoelectronic properties of Li2S2
913 produced by LithiumBulfur batteries discharge: GGA-PBE, GLLB-SC and mBJ investigation. 2019, 1
99, 2789-2817

Elastic, electronic, chemical bonding and thermodynamic properties of the ternary nitride CaTiN:
Ab initio predictions. 2019, 92, 74-85

Theoretical predictions of elastic anisotropies and thermal properties of TMRe2 (TM=Sc, Y, Zr and

HF). 2019, 571, 222-228 20

911

First-principle investigation of hydrogen solubility and diffusivity in transition metal-doped

vanadium membranes and their mechanical properties. 2019, 805, 747-756

34



(2019-2019)

Elastic anisotropies and thermal properties of cubic TMIr (TM=Sc, Y, Lu, Ti, Zr and Hf): A DFT

999 calculation. 2019, 6, 086574 18

Electronic structure, elastic and thermal transport properties of thorium monocarbide based on
first-principles study. 2019, 524, 141-148

First-principles investigations on stability, elastic properties and electronic structures of L12-TiAl3
997 and D022-TiAl3 under pressure. 2019, 571, 118-129

Effective elastic properties of 3D stochastic bicontinuous composites. 2019, 137, 103098

Mechanical, electronic, optical, and thermodynamic properties of orthorhonmbic LiCuBiO4 crystal:

995 3 firstPriciples study. 2019, 8, 3783-3794 12

Temperature dependence of thermodynamic stability and mechanical property of alloying Co3Ta
compounds. 2019, 808, 151068

o First principle study of the structural, electronic, optical and thermodynamic properties of the cubic
993 Al1EBxAs ternary alloys. 2019, 6, 105902 3

First-principles study on the mechanical properties of interstitial solid solution AluminumBoron
alloy. 2019, 170, 109159

First-principles predictions of anisotropies in elasticity and sound velocities of CsCl-type refractory

99T intermetallics: TiTM, ZrTM and HFTM (TM = Fe, Ru, Os). 2019, 99, 2681-2702 7

DFT-study of pressure-induced phase transition in L-threonine. 2019, 1196, 271-279

Optoelectronic properties of germanium iodide perovskites AGel3 (A = K, Rb and Cs): first

899 principles investigations. 2019, 51, 1 2

DFT + U and QTAIM Studies of Elastic, Magnetic, Bonding, and Optoelectronic Behaviors of RbUO3.
2019, 32, 4005-4020

3 Computational homogenization of polycrystalline materials with the Virtual Element Method. 2019 ;
97 355,349-372 7

First principles investigations of the structural, elastic, vibrational, and thermodynamic properties
of TiMgO oxide spinels: cubic and tetragonal phases. 2019, 25, 210

3 Stability, electronic and mechanical properties of superhard materials formed by 4+6+8 membered
95 rings of carbon. 2019, 277, 454-465 4

Equilibrium ground-state properties of the ternary alkali metal coinage metal phosphides K2CuP
and K2AgP: New insights from Ffirst principles calculations. 2019, 804, 128-138

3 Electronic, mechanical and lattice dynamical properties of YXB4 (X = Cr, Mn, Fe, and Co)
93 compounds. 2019, 94, 125710

Anisotropy of elastic and thermal properties of TMOs2 (TM = Sc, Y, Ti, Zr and HF) from

first-principles explorations. 2019, 6, 116569

35



CITATION REPORT

The structures, stability, mechanical properties and electronic properties of X (X=Nb, Ge, Ni) doped

891 Al2Cu: a first-principle study. 2019, 6, 1165b5

Thermodynamic and mechanical stability of Ni3X-type intermetallic compounds. 2019, 114, 106604

Comparative investigation on the stability, electronic structures and mechanical properties of

889 Mo2FeB2 and Mo2NiB2 ternary borides by first-principles calculations. 2019, 15, 102698 7

Ab initio calculation insights into the structural, elastic and mechanical properties of high-k
dielectric gadolinium oxide (Gd203). 2019, 125, 1

887  First-principles design of strong solids: Approaches and applications. 2019, 826, 1-49 17

Two novel superhard carbon allotropes with honeycomb structures. 2019, 126, 145704

Anisotropies in elastic properties and thermal conductivities of trigonal TM2C (TM =V, Nb, Ta)

885 Carbides. 2019, 98, 106027

26

First-principle calculations of mechanical properties and electronic structure of WCoB and Cr doped
WCoB under high pressure. 2019, 6, 116320

Effect of Crystallographic Orientation, Grain Shape, and Elastic Anisotropy on X-ray Stress Factor in

883 Polycrystals with Crystallographic Textures. 2019, 105, 1080-1089

A Bayesian Framework for the Estimation of the Single Crystal Elastic Parameters From Spherical
Indentation Stress-Strain Measurements. 2019, 6,

First-principles investigation of the effects of Re (La, Ce, Pr and Nd) doping on the diopside phase

881 of glassderamics. 2019, 526, 119701

Structural and Anisotropic Elastic Properties of Hexagonal YMnO3 in Low Symmetry Determined by
First-Principles Calculations. 2019, 297, 120-130

879  Elastic and Bandgap Modulations of Hexagonal BC2N From First-Principles Calculations. 2019, 256, 1900281 4

Insight into the elastic anisotropy and thermodynamics properties of Tantalum borides. 2019, 169, 108883

877  On occurrence of point singularities in orthorhombic media. 2019, 67, 2287-2297 2

Anisotropy in elasticity and physical properties of Ti2B under high pressure. 2019, 6, 1065c4

Structural, elastic, electronic and optical properties of lead-free halide double perovskite

875 Cs2AgBiX6 (X = Cl, Br, and ). 2019, 6, 115517 11

Elastic anisotropy and thermal conductivity of silicon allotropes. 2019, 15, 102580




(2019-2019)

3 A thermoelastic model for strain effects on bandgaps and band offsets in heterostructure
/73 core/shell quantum dots. 2019, 86, 30401 4

Mechanical, acoustical, and optical properties of several Li-Si alloys: a first-principles study. 2019,
20, 614-626

871  0-C8 carbon: A new allotrope of superhard carbon. 2019, 32, 357-364 5

First-principles simulations on the structural, mechanical and thermodynamic properties of H]
and h-CuGa02. 2019, 99, 3078-3095

Structural, elastic, electronic and thermoelectric properties of XPN2 (X = Li, Na): First-principles

869 ctudy. 2019, 33, 1950234

Atomistic simulations of tungsten nanotubes under uniform tensile loading. 2019, 126, 095105

Theoretical Investigation the Mechanical and Thermodynamic Properties of fand Ebhase Solid

867 Electrolytes Na3PS4. 2019, 166, A3011-A3018 3

Mechanical and thermodynamic properties of two-dimensional monoclinic Ga203. 2019, 184, 108197

Structural, stability and thermoelectric properties for the monoclinic phase of NaSbS2 and

865 NaSbSe2: A theoretical investigation. 2019, 92, 1 3

Magnetic, Electronic, Mechanic, Anisotropic Elastic and Vibrational Properties of Antiferromagnetic
Ru2TGa (T = Cr, Mn, and Co) Heusler Alloys. 2019, 48, 7608-7622

Structural, Electronic, Lattice Dynamic, and Elastic Properties of SnTiO3 and PbTiO3 Using Density

863 Functional Theory. 2019, 2019, 1-12

Determination of representative volume elements for small cracks in heterogeneous, linear-elastic
domains. 2019, 220, 106643

First Brillouin zone-centre phonon frequencies and elastic stiffness of the Ln2Hf207 (Ln[: La, Nd,

861 Sm and Eu) pyrochlore. 2019, 21, e00428

Characterization of the orthotropic viscoelastic tensor of composites using the Ultrasonic Polar
Scan. 2019, 230, 111499

Insight into the pressure effect on the structural stability and physical properties of cubic

859 sesquioxides X203 (X=Sc, Y and In). 2019, 168, 108855 11

Theoretical prediction of new structure, mechanical properties, anisotropy in elasticity and
thermodynamic properties of Mo3Ge material. 2019, 170, 108978

3 First-principles study of structural, electronic, elastic, thermodynamic and optical properties of
57 LuPdBi half-Heusler compound. 2019, 33, 1950378 =

Lattice dynamical and elastic properties of BaFX (X = Cl, Br and I): Matlockite structure compounds.

2019, 33, 1950221

37



CITATION REPORT

855  Mechanical Properties of Chemically Modified Clay. 2019, 9, 13698 2

Elastic properties of polymer composites reinforced with C60 fullerene and carbon onion:
Molecular dynamics simulation. 2019, 574, 311636

3 Exploring the electronic, mechanical, and anisotropy properties of novel tetragonal B2CO phase.
53 2019, 34,3617-3626

Mechanical properties of anhydrous oxalic acid and oxalic acid dihydrate. 2019, 21, 2673-2690

High-pressure behaviour of Prussian blue analogues: interplay of hydration, Jahn-Teller distortions
and vacancies. 2019, 48, 1647-1655 23

Theoretical investigations on structural, elastic, thermodynamic and electronic properties of Al3Ti
and Al3V compounds in L12 structure under high pressure. 2019, 6, 056536

3 Structural, electronic, elastic and mechanical properties of NbC-based compounds: First-principles
49 calculations. 2019, 558, 100-108

High-Pressure Single-Crystal Elasticity and Thermal Equation of State of Omphacite and Their
Implications for the Seismic Properties of Eclogite in the Earth’s Interior. 2019, 124, 2368-2377

Magnetic ground state and pressure effect study on elasticity, electronic and magnetic properties

847 4FKUO3: DFT+U, GLLB-SC, mBJ and QTAIM investigations. 2019, 90, 56-67 "

Negative linear compressibility in uranyl squarate monohydrate. 2019, 31, 175701

845 Energy-Ratio-Based Measure of Elastic Anisotropy. Physical Review Letters, 2019, 122, 045502 74 7

First-principles studies on mechanical properties and band structures of TMO2 (TM = Zr or HFf)
nanostructures under high pressure. 2019, 559, 1-7

3 Crystal structure, hydrogen bonding, mechanical properties and Raman spectrum of the lead uranyl ;
43 silicate monohydrate mineral kasolite.. 2019, 9, 15323-15334 7

Mechanical Properties of Formamidinium Halide Perovskites FABX3 (FA=CH(NH2)2; B=Pb, Sn; X=Br,
I) by First-Principles Calculations*. 2019, 36, 056201

The role of elastic anisotropy on the macroscopic constitutive response and yield onset of cubic
oligo- and polycrystals. 2019, 121, 153-200

Anisotropic conjugate stress/strain base pair approach for laminates undergoing large
deformations. 2019, 6, 100318

3 Anisotropic elasticity, electronic structure and thermodynamic properties of Al-Fe-Si intermetallic
39 compounds from First principles calculations. 2019, 298, 113643

First-principles studies of structural, elastic, electronic, optical and lattice dynamical properties of

XSnP2 (X = Zn, Cd and Hg) compounds. 2019, 134, 157-164

38



(2019-2019)

Electronic structure, chemical bonding, optical, elastic and dynamical properties of MeB2
compounds: Effect of transition metal Me = Sc, Tiand Zr. 2019, 21, e00406 3

The extreme acoustic anisotropy and fast sound velocities of cubic high-pressure ice polymorphs at
Mbar pressure. 2019, 114, 191903

3 First-principles calculations of the site preference, phase stability and brittle versus ductile
35 behaviors of TiAl intermetallic alloyed with ternary elements. 2019, 33, 1950097 4

First-principles study of structural, electronic, elastic, thermodynamic and optical properties of
topological superconductor LuPtBi. 2019, 21, e00402

3 Synthesis, characterization and physical properties of high quality MgV206 crystals by solid-state
33 reaction and ab-initio methods. 2019, 797, 630-639 5

Cubic Germanium monochalcogenides (fGeS and fiGeSe): Emerging materials for optoelectronic
and energy harvesting devices. 2019, 185, 211-221

831  Shock induced phase transition in SiC polytypes. 2019, 125, 185903 5

Structural Properties and Phase Stability of Primary Y Phase (TiBC) in Ti-Stabilized Stainless Steel
from Experiments and First Principles. 2019, 12,

Electronic structure, mechanical and physical properties of Ag alloyed BNb5Si3: First-principles
calculations. 2019, 564, 80-90 5

Phase stability, elastic, anisotropic and thermodynamic properties of HoT2AIl20 (T =Ti, V, Cr)
intermetallic cage compounds. 2019, 45, 833-840

827  Silver Oxalate: Mechanical Properties and Extreme Negative Mechanical Phenomena. 2019, 2, 1900040 13

Mechanical properties of hybrid organic-inorganic perovskites. 2019, 391, 15-29

Insight into the elastic, electronic properties, anisotropy in elasticity of Manganese Borides. 2019,
165, 118-126 48

Structural, mechanical and thermal properties of Cu2ZnSiS4 with four structures from the
first-principle calculations. 2019, 33, 1950067

Pressure effect on mechanical, magnetic and optoelectronic properties of SrCoO3-Perovskite:
FP-(L)APW-+lo investigation. 2019, 59, 625-640 7

Effects of high pressure on SCMN2-type (M =V, Nb, Ta) phases studied by density functional theory.
2019, 13, 102293

First principles investigations of the structural, elastic, electronic, vibrational and thermodynamic

821 Cperties of hexagonal XAI204 (X = Cd, Ca and Sr). 2019, 6, 085518

Pressure and temperature effect of hexagonal phase FeN2: A first-principle study. 2019, 45, 11776-11783

39



CITATION REPORT

Atomic-Scale Understanding of Structure and Properties of Complex Pyrophosphate Crystals by

819 First-Principles Calculations. 2019, 9, 840 3

First-principles investigations on structural stability, elastic and electronic properties of Co7M6 (M=
W, Mo, Nb) [ phases. 2019, 45, 752-758

817  Afirst-principles study of novel cubic AIN phases. 2019, 130, 58-66 2

Effective property evaluation and analysis of three-dimensional periodic lattices and composites
through Bloch-wave homogenization. 2019, 145, 1259

The physical properties of ThCr2Si2- type nickel-based superconductors BaNi2T2 (T = P, As): An

815 ab-initio study. 2019, 59, 58-69 5

Simulation and experimental study on the properties of Fe, Y co-doped AgSnO2 contact materials.
2019, 14, 990-995

813  Vacancy-interface-helium interaction in Zr-Nb multi-layer system: A first-principles study. 2019, 518, 11-20 13

Computational Techniques for Predicting Mechanical Properties of Organic Crystals: A Systematic
Evaluation. 2019, 16, 1732-1741

Nondestructive characterization of polycrystalline 3D microstructure with time-domain Brillouin

811 scattering. 2019, 166, 34-38

10

A theoretical investigation of ThCr2Si2-type Pd-based superconductors XPd2Ge2 (X = Ca, Sr, La,
Nd). 2019, 561, 35-44

The physical properties of ThCr2Si2-type Ru-based compounds SrRu2X2 (X = P, Ge, As): An ab-inito

809 investigation. 2019, 562, 48-55

MgCu2-type laves phases CaPt2, SrPd2 and SrPt2: A DFT based ab-initio investigation. 2019, 296, 1-7

Interconnection of a thermodynamical model for point defect parameters in solids with the

8o7 dynamical theory of diffusion. 2019, 335, 82-85

StructureProperty Correlation Studies of Potassium 4,4?-Bis(dinitromethyl)-3,3?-azofurazanate: A
Noncentrosymmetric Primary Explosive. 2019, 123, 10034-10050

Bond characteristics, mechanical properties, and high-temperature thermal conductivity of

805 (HF1RTax)C composites. 2019, 102, 6298-6308 4

Ab initio full-potential study of the fundamental properties of chalcopyrite semiconductors XPN 2
(X=H, Cu). 2019, 6, 075906

Effects of Hydrostatic Pressure and Biaxial Strains on the Elastic, Electronic and Lattice Vibrational

803 Properties of Trigonal Boron Nitride. 2019, 256, 1800699

First-Principles Study of Thermo-Physical Properties of Pu-Containing GdZrid[02019, 9,

40



(2019-2019)

First-Principles Investigation of the Mechanical and Thermodynamic Properties of the

8ot Metal-Borohydrides as Electrolytes for Solid-State Batteries. 2019, 166, A493-A500 7

Theoretical Prediction on the Structural, Electronic, Mechanical, and Thermodynamic Properties of
TaSi2 with a C40 Structure Under Pressure. 2019, 74, 353-361

Phase-field-based calculations of the disregistry fields of static extended dislocations in FCC
799 metals. 2019, 99, 1400-1428 30

First-principles calculations of mechanical and thermodynamic properties of tetragonal BeTi.. 2019,
9, 5302-5312

Structural, phonon, elastic, thermodynamic and electronic properties of Mgl (X = La, Nd, Sm)
797 intermetallics: The First principles study. 2019, 7, 166-185 7

Elastic Properties of Lithium and Sodium Amides. 2019, 61, 1695-1701

795 Unique elastic, dielectric and piezoelectric properties of micro-architected metamaterials. 2019, 7, 2758-2765 §

The role of elastic and plastic anisotropy in intergranular spall failure. 2019, 168, 1-12

Rapid Prediction of Anisotropic Lattice Thermal Conductivity: Application to Layered Materials. L
793 2019, 31, 2048-2057 3

High Throughput Calculations as an Elevator on the Way from Chemical Structure to Novel
Materials. 2019, 1392, 012062

L Theoretical Studies of the Structural, Mechanical and Raman Spectroscopic Properties of
79 Uranyl-Containing Minerals. 2019,

First-principles investigation of elastic, mechanical, electronic and thermodynamic properties of
AL3Li compound under pressure. 2019, 6, 1265g6

3 Novel elastic evolution of carbide Mo2Ga2C under pressure: Ab initio theoretical investigation. o
799 2019, 33, 1950358

Low compressible EBP3N6. 2019, 9, 125029

787  Pressure influence on elastic wave attenuation in polycrystalline materials. 2019, 146, 4183 4

Elastic and bandgap modulation of hexagonal C6 from First-principles calculations. 2019, 126, 205108

3 The layered uranyl silicate mineral uranophane-tlcrystal structure, mechanical properties, Raman L
795 spectrum and comparison with the Epolymorph. 2019, 48, 16722-16736 4

Theoretical predictions for low-temperature phases, softening of phonons and elastic stiffnesses,

and electronic properties of sodium peroxide under high pressure.. 2019, 9, 30964-30975

41



CITATION REPORT

3 Structural, mechanical, spectroscopic and thermodynamic characterization of the copper-uranyl
793 tetrahydroxide mineral vandenbrandeite.. 2019, 9, 40708-40726 7

On the Problem of Elastic Anisotropy Estimation in the Rocks with Quasi Orthotropic Symmetry.
2019, 55, 927-935

Insight into the structural, elastic and electronic properties of tetragonal inter-alkali metal

781 chalcogenides CsNaX (X=S, Se, and Te) from first-principles calculations. 2019, 221, 125-137

Elastic and thermodynamic properties of 8i203 at high pressures: Study of mechanical and
dynamical stability. 2019, 124, 111-120

First-principles study of structural, mechanical, and electronic properties of typical iron-containing
779 phases in Al-Cu alloys under different pressures. 2019, 555, 112-117

Anomalous mechanical behavior of the deltic, squaric and croconic cyclic oxocarbon acids. 2019, 6, 045610

Elastic properties and stability of Heusler compounds: Cubic Co2YZ compounds with L21 structure.
777 2019, 125, 082523 34

Theoretical study of structural, elastic and thermodynamic properties of Cu2MgSnX4 (X = S, Se and
Te) quaternary compounds. 2019, 18, e00339

First-principles study of thermophysical properties of interaction layer products in U-Mo/Al
775 dispersion fuel. 2019, 513, 94-101

First-principles study of structural, elastic, electronic, vibrational and thermodynamic properties of
uranium aluminides. 2019, 158, 26-31

773  First principles study of the structural, electronic and magnetic properties of w-CoS. 2019, 554, 165-172 1

Correlation between topology and elastic properties of imperfect truss-lattice materials. 2019, 124, 577-598

The first-principle studies of the elastic, electronic, and vibrational properties of L-alanine. 2019,
77T 30,1243-1255 4

Proton disorder and elasticity of hexagonal ice and gas hydrates. 2019, 25, 32

6 Towards thermal barrier coating application for rare earth silicates RE2SiO5 (RE= La, Nd, Sm, Eu,
7%9 " and Gd). 2019, 39, 1463-1476 29

Mechanical and electronic properties under high pressure on ternary AlGaN and InGaN
compounds8 first-principles perspective. 2019, 6, 015052

6 First-principles study of elastic, electronic, and optical properties of BreO2 under pressure. 2019,
7°7 176, 417-427 3

First-principle studies on the mechanical, thermodynamic and electronic properties of #Mg3Gd

and BMg7Gd alloys under pressure. 2019, 125, 115-122

42



(2019-2019)

Theoretical investigation of superconductivity in the non-centrosymmetric SrPtGe3 and CaPtSi3
compounds. 2019, 99, 198-223

The investigation of structural, electronic, elastic and thermodynamic properties of Gd1& AuPb
alloys: A first principle study. 2019, 383, 221-230

6 Lattice dynamical and elastic properties of mixed quaternary semiconducting alloys CuGa1K Al x
793 52 and Ag x Cu1H GaS2. 2019, 6, 025901

A superhard allotrope of carbon: Ibam-C and its BN phase. 2019, 714, 119-124

Calculation of the stability and mechanical and phonon properties of NbRuB, TaRuB, and NbOsB

761 compounds. 2019, 99, 328-346 4

Theory prediction of the electronic structure, mechanical and thermodynamic properties of
Ca5Pd6Ge6 under pressure. 2019, 99, 116-129

Structural properties, elastic anisotropies and thermal conductivities of tetragonal LnB2C2 (Ln = 5
759 Rare Earth) compounds from first-principles calculations. 2019, 45, 1857-1867 4

Structural, electronic and mechanical properties of C14-Mg2RE (RE = Eu, Er, Tm, Yb and Lu) Laves
phases: A DFT study. 2019, 57, 146-156

757  The structural and elastic properties of InSb1-xBix alloys. 2019, 18, e00358 1

First-principles study of elastic, electronic, optical and thermoelectric properties of newly
synthesized K2Cu2GeS4 chalcogenide. 2019, 781, 37-46

Automated homogenization-based fracture analysis: Effects of SVE size and boundary condition.
755 2019, 345,701-727 9

Prediction of novel ground state and high pressure phases for W2N3: First-principles. 2019, 156, 215-223

Analysis of the structural, anisotropic elastic and electronic properties of HGa203 with various

753 pressures. 2019, 505, 74-81 1

Investigation on the orientation dependence of elastic response in Gyroid cellular structures. 2019,
90, 73-85

B Electronic, optical, elastic, thermoelectric and thermodynamic properties of the spinel oxides L
/5T ZnRh204 and CdRh204. 2019, 774, 299-314 4

Phase stability, mechanical properties and electronic structures of Ti Al binary compounds by First
principles calculations. 2019, 221, 311-321

Theoretical study on the stability, electronic, mechanical, vibrational and thermodynamic
749 properties of rare-earth intermetallic compound Rh3Ce. 2019, 45, 40-49

First-principles study of structural, elastic, and electronic properties of triclinic TATB under

different pressures. 2019, 552, 151-158

43



CITATION REPORT

First-principles study on Sr-doped hydroxyapatite as a biocompatible filler for photo-cured dental
747 composites. 2020, 56, 591-598

First-principles prediction of crystal structure and physical properties of ScB3. 2020, 118, e1603411

Structural, elastic, electronic, andoptical properties of layered TiNX (X = F, Cl, Br, I) compounds: a

745 density functional theory study. 2020, 118, e1609706 10

Extreme negative mechanical phenomena in the zinc and cadmium anhydrous metal oxalates and
lead oxalate dihydrate. 2020, 55, 218-236

Modeling of alloying effect on elastic properties in BCC Nb-Ti-V-Zr solid solution: From unary to
743 quaternary. 2020, 172, 109289 14

First-principles investigation of the mechanical and thermodynamic properties of the
antiperovskite centrosymmetric platinum-based superconductors APt3P (A=Ca, Sr, La and Ce). 2020
,577,411791

Study of the ground-state magnetic ordering, magnetic and optoelectronic properties of (Lenaite)

741 AgFeS2 in its chalcopyrite structure. 2020, 493, 165730 12

Computational analysis of tensile damage and failure of mineralized tissue assisted with
experimental observations. 2020, 234, 289-298

Structural, mechanical, and thermodynamic properties of newly-designed superhard carbon
739 materials in different crystal structures: A first-principles calculation. 2020, 171, 109229

Structural, elastic, electronic, magnetic, optical, and thermoelectric properties of the diamond-like
quaternary semiconductor CuMn2InSe4. 2020, 33, 1091-1102

Density functional theory investigation of half-metallic ferromagnetism in V-doped GaP alloys.
737 2020, 497, 166067

Structural, electronic, and elastic properties of orthorhombic, hexagonal, and cubic Cu3Sn
intermetallic compounds in Snlu lead-free solder. 2020, 138, 109253

First-principles Predictions on Half-Metallic, Mechanical, and Acoustic Properties of CuHg2Ti-Type
/35 Mn2Liz (Z=As, Sb) Compounds. 2020, 33, 1065-1072

Promising spintronics: Mn-based Heusler alloys Mn3Ga, Mn2YGa (Y =V, Nb, Ta), ScMnVGa. 2020,
497, 166060

Structural, thermodynamic, electronic and mechanical properties of spinel and phonon-harvested
733 AMNn204 (a: Li, Na, Mg) systems: A First-Principles study. 2020, 22, 100704 3

Systematic understanding of f-electronBased semiconducting actinide perovskites Ba2MgMO6 (M
= U, Np) from DFT ab initio calculations. 2020, 44, 3066-3081

; A structural, elastic, mechanical, spectroscopic, thermodynamic, and magnetic properties of
73 polymer coated CoFe204 nanostructures for various applications. 2020, 1205, 127681 9

Pressure-Dependent Mechanical Properties of Nb5Si3 Phase from First-Principles Calculations.

2020, 257, 1900754

44



(2020-2020)

First-principles calculation of elastic properties of Cu-Zn intermetallic compounds for improving the
stiffness of aluminum alloys. 2020, 174, 109479 4

Investigation of structural, mechanical, dynamic, electronic and optical properties of
seleno-germanates A2GeSe4 (A = Mg, Ca and £5r) from first principles. 2020, 22, 100785

The mechanical, vibrational and thermodynamic properties of glass-ceramic lithium thiophosphates
727 Li4P2S6.2020, 819, 152950 3

The Effects of Fe and Si Elements on Structural, Mechanical, and Electronic Properties of an
FeBili System by First-Principles Calculations. 2020, 257, 1900479

5 Elastic anisotropy and physical properties of semi-transition-metal borides: first-principles
725 calculation. 2020, 13,015501 4

Density functional theory calculations of the double gamma prime Ni3Ta phase under pressure:
Structural, mechanical, and electronic properties. 2020, 138, 109248

) Structural, electronic and magnetic properties of Ni2XAl (X=V, Cr, Mn, Fe, and Co) Heusler alloys:
723 An ab initio study. 2020, 2, 100008

Elastic anisotropy measure for two-dimensional crystals. 2020, 34, 100615

Structural, elastic, electronic and optical properties of RbPbl3 perovskites studied using ab-initio

721 Calculations. 2020, 93, 54-61 5

Quasiperiodic mechanical metamaterials with extreme isotropic stiffness. 2020, 34, 100596

Influence of alloying transition metals on structural, elastic, electronic and optical behaviors of

719 mriAl based alloys: A comparative DFT study combined with data mining technique. 2020, 242, 122455 10

First-Principles Study of Structural, Elastic, and Thermodynamic Properties of PdSn4 with Ni
Addition. 2020, 49, 1435-1444

. Structural and mechanical properties of ternary MgCaSi phase: A study by density functional
717 theory. 2020, 44, 50-59

Insights on electronic structures, elastic features and optical properties of mixed-valence double
perovskites Cs2Au2X6 (X=F, Cl, Br, 1). 2020, 384, 126169

Effects of transition elements on the site preference, elastic properties and phase stability of L12
715 BCo3(Al, W) from first-principles calculations. 2020, 820, 153179 5

Mechanical properties, minimum thermal conductivities, and optical properties of cubic TM4C3 (TM
=V, Nb, Ta) carbides. 2020, 139, 109330

; First Principles Density Functional Theory Prediction of the Crystal Structure and the Elastic
713 Properties of Mo2ZrB2 and Mo2HFfB2. 2020, 10, 865

The deformation and elastic anisotropy of a new gyroid-based honeycomb made by laser sintering.

2020, 36, 101548

45



CITATION REPORT

First-principles determination of the mechanical and physical properties of Ag alloyed 8rSi based

7T onthe density functional theory. 2020, 25, 101599

Chemical trends of structural, mechanical, electronic and optical properties of Bi2O2X (X =S, Se,
Te): A first-principles study. 2020, 25, 101619

Elastic properties and electronic structure of tetragonal KDP crystal under polishing pressures
799 " from first principles. 2020, 34, 2050286

Electronic, elastic, thermodynamic and vibrational properties of Li6BeZrF12: Insights from
DFT-based computer simulation. 2020, 25, e00506

o Insight into the role of weak interactions on optoelectronic properties of LiGaTe2-chalcopyrite
797 under pressure effect: DFT-D3, NCl and QTAIM investigations. 2020, 599, 412463

study of elastic anisotropies and thermal conductivities of rhenium diborides in different crystal
structures.. 2020, 10, 37142-37152

o Overcoming the Solubility Barrier of Ibuprofen by the Rational Process Design of a Nanocrystal
795 Formulation. 2020, 12, 7

Influence of different ratios of Fe and N on the structural, mechanical, electronic properties of
FexNy compounds: First-principles study. 2020, 34, 2050256

703  Three-dimensional porous borocarbonitride BC2N with negative Poisson'’s ratio. 2020, 8, 15771-15777 3

Comparative study of chemically deposited CdS thin films and of the non-synthesized CdSO4 under
pressure and temperature within first principles. 2020, 25, 101518

Theoretical and Experimental Overview of Structural, Dielectric, Crystallographic, Electronic,
7o1 Optical, and Physical Tensors of tEDIPAB and lodine-Doped tDIPAB Molecular Ferroelectric
Crystals. 2020, 49, 7112-7132

Electronic and optical properties of mercury-containing borate. 2020, 108, 110192

6 Crystallographic texture and velocities of ultrasonic waves in a Ni-based superalloy manufactured
9 by laser powder bed fusion. 2020, 169, 110607 4

Additively-manufactured anisotropic and isotropic 3D plate-lattice materials for enhanced
mechanical performance: Simulations & experiments. 2020, 199, 397-412

6 Theoretical prediction of the physical characteristic of Na3MO4 (M=Np and Pu): The first-principles
97 calculations. 2020, 46, 25359-25365

An emerging class of hyperbolic lattice exhibiting tunable elastic properties and impact absorption
through chiral twisting. 2020, 40, 100869

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

695 comparison with superconducting HFV2Ga4. 2020, 24, 100935 16

Anisotropic Elastic Properties of Battery Anodes. 2020, 167, 110550

46



(2020-2020)

693  Crystal Structure, Infrared Spectrum and Elastic Anomalies in Tuperssuatsiaite. 2020, 10, 7510 7

Exploring alloying effect on phase stability and mechanical properties of:Ni3Nb precipitates with
first-principles calculations. 2020, 196, 109174

Theoretical predictions of thermodynamic and mechanical properties of TMAL (TM = Ni, Fe, Ti).

691 2020, 126, 1

Structural, mechanical and thermodynamic properties study on Mglf alloys from first-principles
calculations. 2020, 34, 2050220

Comparison of the mechanical performance of architected three-dimensional intertwined lattices

689 at the macro/microscale. 2020, 40, 100930 4

Semiconducting and magnetic properties within B()V As alloys at xZ0 and x[F[0.25: A DFTEU
study. 2020, 19, 103609

Electronic, elastic, vibrational and superconducting properties of a ternary superconductors LalrP

687 (P =P, As): Insights from DFT. 2020, 322, 114053

Elastic, electronic, bonding, and optical properties of WTe2 Weyl semimetal: A comparative
investigation with MoTe2 from Ffirst principles. 2020, 19, 103639

The effect of the elements Cr, Os, Ir, and Y additions on the mechanical and electronic properties of

685 |12 Ni3Co alloys. 2020, 128, 185110

First principles investigations of structural, elastic, mechanical, electronic and optical properties of
triple perovskite Ba2K2Te209. 2020, 596, 412404

Structural stability, mechanical, electronic and optical behaviour of RbXS2 (X Y and La) under high

683 pressure: A first-principle study. 2020, 848, 156401 4

Elastic anisotropy, electronic and magnetic behaviours of ferromagnetic Europium Niobate
EuNbO3 in orthorhombic structure: DFT + U, MFA and QTAIM studies. 2020, 100, 2889-2911

681 Investigation on properties of FeNi intermetallics under pressure by First-principles. 2020, 1507, 082026 fe)

Organic acids under pressure: elastic properties, negative mechanical phenomena and pressure
induced phase transitions in the lactic, maleic, succinic and citric acids. 2020, 1, 1399-1426

6 Phase diagram, shock equation of states, and elasticity of metal ruthenium under high pressure.
79 2020, 598, 412434

Anisotropic mechanical properties and electronic structures of transition metal carbonitrides M2CN
(M =V, Ti, Ta, Nb, Hf and Zr) by first-principles calculations. 2020, 126, 1

6 Physical and optoelectronic features of lead-free A2AgRhBr6 (A = Cs, Rb, K, Na, Li) with halide
77 double perovskite composition. 2020, 8, 12968-12983 9

Insight of structural stability, elastic anisotropies and thermal conductivities of Y, Sc doped Mg2Pb

from first-principles calculations. 2020, 756, 137833

47



CITATION REPORT

Extensive investigation of structural, electronic, optical, and thermoelectric properties of hybrid

675 perovskite (CH3NH3PbBr3) with mechanical stability constants. 2020, 44, 11614-11628 1

Elastic properties and anisotropic behavior of structure-H (sH) gas hydrate from first principles.
2020, 227, 115948

6 Unraveling the electronic structure, mechanical, and dielectric properties of ZnPurBr-MOF: Ab initio
73 calculations. 2020, 8, 111101 5

Elastic properties of nanocrystalline materials of hexagonal symmetry: The core-shell model and
atomistic estimates. 2020, 157, 103393

Structural, mechanical, electronic properties of refractory HFAl intermetallics from SCAN

671 meta-GGA density functional calculations. 2020, 254, 123423 3

Seismic anisotropy in deforming halite: evidence from the Mahogany salt body. 2020, 223, 1672-1687

Full crystal structure, hydrogen bonding and spectroscopic, mechanical and thermodynamic

669 properties of mineral uranopilite.. 2020, 10, 31947-31960

First-Principles Study on IlI-Nitride Polymorphs: AIN/GaN/InN in the 2 Phase. 2020, 13,

First-Principles Study of the Elastic Properties of Nickel Sulfide Minerals under High Pressure. 2020,

667 10 737 3

Recently synthesized (Ti Mo )ALC (0 [.20) solid solutions: deciphering the structural, electronic,
mechanical and thermodynamic properties simulations.. 2020, 10, 31535-31546

665 The Yield Strength Anomaly in CoBli Design Space. 2020, 948-958 2

Structural Basis for Mechanical Anisotropy in Polymorphs of a Caffeinefilutaric Acid Cocrystal.
2020, 20, 6306-6315

An emerging high performance photovoltaic device with mechanical stability constants of hybrid

663 (HC(NH2)2Pbl3) perovskite. 2020, 31, 18004-18017 7

Temperature dependence of elastic and plastic deformation behavior of a refractory high-entropy
alloy. 2020, 6,

Ultrahigh Out-of-Plane Piezoelectricity Meets Giant Rashba Effect in 2D Janus Monolayers and

661 Bilayers of Group IV Transition-Metal Trichalcogenides. 2020, 124, 21250-21260 37

Chemically stable new MAX phase VSnC: a damage and radiation tolerant TBC material.. 2020, 10, 43783-43798:2

659 Manipulation of giant negative Poisson'’s ratios in three-dimensional graphene networks. 2020, 102, o)

The influence of temperature on the mechanical properties of polycrystalline and single-crystalline

Ni3Al. 2020, 838, 012001

48



(2020-2020)

657 Preventing cement-based materials failure by embedding Fe203 nanoparticles. 2020, 260, 120466 2

Attenuation and velocity of elastic waves in polycrystals with generally anisotropic grains: Analytic
and numerical modeling. 2020, 147, 2442

655 Mechanical and electronic properties of van der Waals layered hcp PdH. 2020, 10, 8037 1

Elastic, electronic and optical properties of new 2D and 3D boron nitrides. 2020, 10, 7873

6 Predictions of structural, electronic, mechanical, and thermodynamic properties of TMBCs (TME[Ti,
53 Zr, and HF) ceramics. 2020, 103, 5232-5247 14

Influence of metalloid antimony on the physical properties of palladium-based half-Heusler
compared to the metallic bismuth: A first-principle study. 2020, 836, 155395

- Structural, elastic, electronic, and magnetic properties of Si-doped Co2MnGe full-Heusler type
5 compounds. 2020, 845, 155499

Study of structural, elastic, electronic, and vibrational properties of MRhO (M = Cd and Zn) spinels:

DFT-based calculations. 2020, 26, 140

6 First-principles study of elastic and thermal properties of scheelite-type molybdates and
49 tungstates. 2020, 24, 101089 5

A comparative study of integration algorithms for finite single crystal (visco-)plasticity. 2020, 180, 105740

i Phonon thermodynamics and elastic behavior of GaAs at high temperatures and pressures. 2020, L
101,

Reactive elements dependence of elastic properties and stacking fault energies of ENi, BNi3Al
and ENiAl. 2020, 843, 155799

6 Phase stability, mechanical, electronic, magnetic and optical properties of tetragonal and cubic MV
45 (M: Pd, Pt) structures. 2020, 100, 107651

First-principles investigations of the stability, electronic structures, mechanical properties and
thermodynamic properties of FexAlyCz compounds in Fe-Cr-B-Al-C alloy. 2020, 143, 109366

6 First-principles prediction of structural, mechanical and thermal properties of perovskite BazZrS3.
43 2020, 93, 1

A survey investigation on the stability, electronic and elastic properties of hexagonal ternary
transition-metal borides by first-principles calculations. 2020, 177, 109432

Ab initio prediction of the elastic, electronic and optical properties of a new family of diamond-like

641 semiconductors, Li2ZHgMS4 (M = Si, Ge and Sn). 2020, 843, 155991 15

Structural, elastic, electronic, and thermoelectric properties of chalcopyrite B2BiN alloys: a

first-principles study. 2020, 126, 1

49



CITATION REPORT

6 Investigation on the stability, electronic, optical, and mechanical properties of novel calcium
39 carbonate hydrates via first-principles calculations. 2020, 120, e26219 3

Effective Anisotropic Elastic and Plastic Yield Properties of Periodic Foams Derived from Triply
Periodic SchoenHl I-WP Minimal Surface. 2020, 146, 04020030

637 Defective structures in FeCrAl alloys from first principles calculations. 2020, 59, 046003 5

A comparative theoretical investigation of optoelectronic and mechanical properties of KYS2 and
KLaS2. 2020, 113, 105048

6 The magnesium uranyl tricarbonate octadecahydrate mineral, bayleyite: Periodic DFT study of its
35 crystal structure, hydrogen bonding, mechanical properties and infrared spectrum. 2020, 234, 118216 5

Research on Simulation, Experiment and Evaluation Method of Different Ratio Gd Doped AgSnOll
Contact Material. 2020, 8, 55471-55482

6 Effect of doping Zn atom on the structural stability, mechanical and thermodynamic properties of
33 AlLi phase in Mglli alloys from first-principles calculations. 2020, 100, 1849-1867

The Raman and IR vibration modes of metal pentazolate hydrates [Na(HO)(N)]J[2HO and
[Mg(HO)(N)]HO. 2020, 26, 84

Pressure effect on structural stability and optical absorption of triclinic NbS3 from DFT and
many-body perturbation calculations. 2020, 93, 1

Evaluation of stabilities and thermophysical properties of Si-Sr intermetallics based on
first-principles analysis. 2020, 18, 103207

First-principles calculations of mechanical, electronic and optical properties of a new
imidooxonitridophosphate. 2020, 538, 110917

First-principles calculations on two superhard BCN allotropes: P3fn1-BCN and 141md-BCN. 2020,
184, 109869

New refractory MAB phases and their 2D derivatives: insight into the effects of valence electron

627 concentration and chemical composition. 2020, 10, 25836-25847

Orthorhombic carbon 0C48: A new superhard carbon allotrope. 2020, 319, 113994

On the elastic anisotropy of the entropy-stabilized oxide (Mg, Co, Ni, Cu, Zn)O compound. 2020,

625 128 015101

First-Principles Study of Structural, Mechanical, and Thermodynamic Properties of Refractory
Metals (Rh, Ir, W, Ta, Nb, Mo, Re, and Os). 2020, 993, 1017-1030

Insight into structural, electronic, elastic and thermal properties of A15-type Nb3X (X = Si, Ge, Sn

623 and Pb) compounds. 2020, 25, 101410 9

First principles calculations of structural, electronic and optical properties MoX2 (X5, Se) metal

dichalcogenides and their nano-layers. 2020, 503, 166572

50



(2020-2020)

On Prediction of a Novel Chiral Material YHO(OH): A Hydroxyhydride Holding Hydridic and Protonic

621 1 drogens. 2020, 13,

First-principles study of phase transition, elastic and thermodynamic properties of ZnSe at high
pressure. 2020, 10, 3265

Effect of Zr concentration on the mechanical and thermodynamic properties of Nbir3 intermetallic

619 compounds from theoretical estimations. 2020, 100, 1550-1568

Ab initio approach to the elastic, electronic, and optical properties of MoTe2 topological Weyl
semimetal. 2020, 829, 154522

6 Uranosphaerite: Crystal structure, hydrogen bonding, mechanics, infrared and Raman spectroscopy 6
17 and thermodynamics. 2020, 141, 109400

Thermodynamic, lattice dynamical, and elastic properties of iron-vanadium oxides from
experiments and first principles. 2020, 103, 3797-3811

Structural, elastic, electronic, bonding, and optical properties of topological CaSn3 semimetal. 2020

615 "829 154509

First-principles study of mechanical and thermodynamic properties of intermetallic Pt3M (M = Al,
HF, Zr, Co, Y, Sc). 2020, 23, e00462

First-principles study of phase stability and temperature-dependent mechanical properties of (Cr,

M)23C6 (M = Fe, Mo) phases. 2020, 824, 153948 11

613

Elastic constants of beta tungsten thin films studied by picosecond ultrasonics and density
functional theory. 2020, 116, 021901

Theoretical investigation of the crystallographic structure, anisotropic elastic response, and

611 electronic properties of the major borides in Ni-based superalloys. 2020, 100, 998-1014

Stability, elasticity and electronic structures of Co-Zr binary intermetallic compounds. 2020, 100, 874-893

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

sy and W5Ge3. 2020, 100, 1129-1149

Comparison of electronic structures and mechanical properties of MgAlB4, AlB2 and MgB2 using
first-principles calculations. 2020, 46, 12548-12558

Seismic Wave Speeds Derived from Nuclear Resonant Inelastic X-ray Scattering for Comparison

607 with Seismological Observations. 2020, 10, 331

The stability, electronic, mechanical and thermal properties of three novel superhard carbon
crystals. 2020, 182, 109758

60 Theoretical investigation of the structural, elastic, electronic, and optical properties of the ternary L
S tetragonal tellurides KBTe2 (B = Al, In). 2020, 114, 105085 7

Research on Mechanical Properties of High-Pressure Anhydrite Based on First Principles. 2020, 10, 240

51



CITATION REPORT

603 The variation and visualisation of elastic anisotropy in rock-forming minerals. 2020, 11, 259-286 3

Electronic structures and physical properties of double perovskite ACONbO (A = Sr, Ba) crystals.
2020, 32, 135702

Elastic stiffness tensors of ZrkNb alloy in the presence of defects: A molecular dynamics study.

601 5020, 31, 2050028

Exploring the real ground-state structures of W3Si silicides from First-principles calculations. 2020,
180, 109719

Six novel carbon and silicon allotropes with their potential application in photovoltaic field. 2020,

599 32,355701 16

Ab initio phase diagram of WSe based on crystal structure prediction. 2020, 181, 109732

First-principles comprehensive study of electronic and mechanical properties of novel uranium
597 hydrides at different pressures. 2020, 30, 251-259

Effects of oxygen variation on the improved structural stability, electronic and optical properties of
ZnTeO compounds. 2020, 32, 225701

Pressure-induced structure, electronic, thermodynamic and mechanical properties of Ti2AINb
595 orthorhombic phase by first-principles calculations. 2021, 40, 1-11

Bayesian estimation of single ply anisotropic elastic constants from spherical indentations on
multi-laminate polymer-matrix fiber-reinforced composite samples. 2021, 56, 1575-1586

593 Mechanical properties of defective L12-Al3X (X = Sc, Lu) phase: A first-principles study. 2021, 39, 217-224 4

The vibrational, thermodynamic and mechanical properties of four types HMX based on the
first-principles study. 2021, 39, 125-169

Magnetic, electronic and mechanical properties of SeXO3 (X[ Mn, Ni) with the LSDAG U
59T framework. 2021, 850, 156674

High-pressure structural, lattice dynamics, and electronic properties of beryllium aluminate studied
from Ffirst-principles theory. 2021, 26, 101801

3 Electronic, optical and elastic properties of cubic zirconia (c-ZrO2) under pressure: A DFT study.
599 2021, 604, 412462 4

Strain Engineering of Metal Halide Perovskites on Coupling Anisotropic Behaviors. 2021, 31, 2006243

3 Elastic isotropy, magnetic and electronic properties, bonding and non-covalent interactions
597 analyses of HoFe4P12 filled-skutterudite: DFT + U + SOC, QTAIM and NCl investigations. 2021, 518, 167435 3

Explorations of electronic, elastic and thermal properties of tetragonal TM4N3 (TM=V, Nb and Ta)

nitrides. 2021, 26, 101723

52



(2021-2021)

3 First-principles investigation of the structural, elastic, anisotropic and electronic properties of
55 pmma-carbon. 2021, 119, e1809729

Influences of the orientations of CH3NH3 molecules on physical properties of organo-inorganic
hybrid perovskite CH3NH3PbI3. 2021, 26, 101816

3 A theoretical (DFT) study of structural, mechanical and thermodynamic properties of manganese
593 arsenides CsMn4As3 and RbMn4As3. 2021, 26, e00526

Quantum electronic pressure and crystal compressibility for magnesium diboride under simulated
compression. 2021, 26, 101952

The structural, mechanical and electronic properties of NbXSi (X=Fe, Co, Ni, Ru, Rh, Pd, Os, Ir and

581 Pt) compounds from first-principles calculations. 2021, 259, 124029 4

Finite element modeling of fretting wear in anisotropic composite coatings: Application to HVOF
Cr3C2NIiCr coating. 2021, 155, 106765

Newly Synthesized Ta-Based MAX Phase (Ta1KHfx)4AlC3 and (Ta1K¥HFx)4Al0.55n0.5C3
579 (0 k[D.25) Solid Solutions: Unravelling the Mechanical, Electronic, and Thermodynamic 6
Properties. 2021, 258, 2000307

DFT-Based Calculations of the Structural Stability, Electronic and Elastic Characteristics of
BBi1-xSbx Ternary Ordered Alloys. 2021, 50, 598-612

First-Principles study of structural, elastic and electronic properties for the KT-GaBP2
577 semiconductor under pressure. 2021, 123, 105585

Development and characterization of AIAI3NiBn metal matrix composite. 2021, 259, 124027

The mechanical and thermal properties of (Th,U)Si compounds: A systematic density functional
575 theory research. 2021, 188, 110148 4

Theoretic quantum analysis of mechanical and electronic properties of TiAl-M (M = Mo, W, Cu and
Zn). 2021, 121, €26590

Ternary boride HF3PB4: Insights into the physical properties of the hardest possible boride MAX
573 phase. 2021, 857, 158264 19

Stability, mechanical, anisotropic and electronic properties of oP8 carbon: A superhard carbon
allotrope in orthorhombic phase. 2021, 294, 121894

; Microscale bonding mechanism of Mg alloy and steel welded joint with nanoscale Al-based
57 intermetallic compound interface layers. 2021, 26, 101924

First principles prediction of exceptional mechanical and electronic behaviour of Titanite
(CaTiSiO5). 2021, 15, 100964

6 A multiscale modeling of damage accumulation and permeability variation in shale rocks under
599 mechanical loading. 2021, 198, 108123 3

A predicted non-layered phase of In2Se3 by Ffirst principles. 2021, 325, 114159

53



CITATION REPORT

6 First-principles investigations on the ground-state bulk properties and lattice constant dependent
557 half-metallic ferrimagnetism of Mn2NbSi full-Heusler compound. 2021, 121, e26566

Elastic anisotropies and thermodynamic properties of metal dodecborides under high pressure.
2021, 154, 106346

6 Effects of Pressure on the Structural, Mechanical, and Electronic Properties and Debye
565 Temperature of Pd-Based Alloy: First-Principles Calculation. 2021, 258, 2000490

Phase-change regulation criterion based on size-dependent lattice distortion rate and born theory
for VO2 nanomaterials. 2021, 47, 3232-3237

6 Elastic, Electronic, Optical, Thermodynamic, and Superconducting Properties of CaMSi3 (M = Ir, Pt)
553 and LaMsi3 (M =Ir, Rh) Superconductors: Insights from DFT-Based Computer Simulation. 2021, 34, 1775-1789

=

Structural, mechanical and phonons properties of binary intermetallic compound BaSn3 under
pressure. 2021, 323, 114110

Structural, elastic, and electronic properties of MgB2C2 under pressure from first-principles

561 Calculations. 2021, 121, €26442

Effect of transition metal element additions on the mechanical and electronic properties of L10
CoNi alloys. 2021, 42, 101128

Structural, mechanical, thermodynamic and electronic properties of Pt3M (M = Al, Co, HF, Sc, Y, Zr)
559 compounds under high pressure. 2021, 40, 1208-1218 4

Dense as diamond: Pn-C10, a superhard sp3 carbon allotrope. 2021, 118, 012107

557  Elastic properties of superionic cubic silver sulfide EAgS. 2021, 23, 2914-2922 5

First-Principles Study of Ag3Sn, AgZn3 and Ag5Zn8 Intermetallic Compounds. 871, 254-263

555 Numerical analysis on the mechanical properties of uniform TPMS. 2021, 183-217 1

Negative linear compressibility in nanoporous metal-organic frameworks rationalized by the empty
channel structural mechanism. 2021, 23, 8508-8524

553  Elastic, mechanical, anisotropic, optical and magnetic properties of V2NiSb Heusler alloy. 2021, 96, 035807

v

Elastic anisotropy of mechanically responsive molecular solids. 2021, 23, 5805-5814

Newly synthesized MAX phase ZrSeC: DFT insights into physical properties towards possible
55T applications.. 2021, 11, 16892-16905 9

A Theoretical Investigation on the Physical Properties of SrPd2Sb2 Superconductor. 2021, 34, 1133-1139

54



(2021-2021)

Generalization of intrinsic ductile-to-brittle criteria by Pugh and Pettifor for materials with a cubic

549 crystal structure. 2021, 11, 4531 10

Deep learning-assisted elastic isotropy identification for architected materials. 2021, 43, 101173

Pressure dependence of structural, elastic, electronic, thermodynamic, and optical properties of
547 vander Waals-type NaSn2P2 pnictide superconductor: Insights from DFT study. 2021, 21, 103848 9

Effect of nonstoichiometry on elastic properties of niobium carbide NbC. 2021, 95, 105435

545 Three-dimensional phononic crystal with ultra-wide bandgap at megahertz frequencies. 2021, 118, 063507 3

Chiral triclinic metamaterial crystals supporting isotropic acoustical activity and isotropic chiral
phonons. 2021, 477, 20200764

Comprehensive study on the physical properties of tetragonal LaTGe3 (T = Rh, Ir, or Pd)
543 compounds: An ab initio investigation. 2021, 11, 025046 5

Strong Elastic Anisotropy of Low-Dimensional Ternary Compounds: InXTe3 (X = Si, Ge). 2021, 50, 2779-2788

The thermodynamic stability and mechanical properties of TiCxN1-x (0 Ik ) compounds by
54T cluster expansion method and first-principles calculations. 2021,

Structural, elastic and mechanical properties of Till5NbXGe alloys: insight from DFT calculations.
2021, 44, 1

Effect of alloying elements on the structure and mechanical properties of NbMoTaWX (X = Cr, V, Ti,
539 Zr, and HF) refractory high-entropy alloys. 2021, 11, 025044

A DFT study on physical properties of IlIN compounds (AIN, GaN, AlP, and GaP) in the P3121 phase.
2021, 8, 025908

Study on mechanical, electronic and optical properties of Pb-free double halide perovskites In2TiX6
537 (X =Cl, Br, I) for solar cells based on first-principles. 2021, 26, 102180

Comparative study of predicted MAX phase HF2AIN with recently synthesized HF2AIC: a first
principle calculations. 1

An ab-initio study on structural, elastic, electronic, bonding, thermal, and optical properties of L
535 topological Weyl semimetal TaX (X = P, As). 2021, 11, 5592 3

Fundamental theoretical design of Na-ion and K-ion based double antiperovskite X6SOA2 (X[x[Na,
K; AEICL, Br and 1) halides: Potential candidate for energy storage and harvester. 2021, 45, 13442-13460

Pressure effect of the mechanical, electronics and thermodynamic properties of Mg-B compounds
533 A first-principles investigations. 2021, 11, 6096

Insight into anisotropies in mechanical and thermal properties of AGdS2 (A = alkali metals) ternary

gadolinium sulfides. 2021, 26, 101991

55



CITATION REPORT

. Physical properties of new MAX phase borides M2SB (M = Zr, Hf and Nb) in comparison with
53 conventional MAX phase carbides M2SC (M = Zr, Hf and Nb): Comprehensive insights. 2021, 11, 1000-1018

Computational insights in predicting structural, mechanical, electronic, magnetic and optical
properties of EUALO3 cubic-perovskite using FP-LAPW method. 2021, 26, e00537

529 First-principles study of cubic alkaline-earth metal zirconate perovskites. 2021, 5, 035006 o)

First-principle investigation of doping effects on mechanical and thermodynamic properties of
Y2SiO5. 2021, 154, 103739

5 Influence of Se doping on recently synthesized NalnS2-xSex solid solutions for potential
527 thermo-mechanical applications studied via first-principles method. 2021, 26, 101988 5

ol20-carbon: A new superhard carbon allotrope. 2021, 113, 108284

525  Spectral discrete dislocation dynamics with anisotropic short range interactions. 2021, 189, 110243 6

An ab initio study of structural, elastic and electronic properties of hexagonal MAuGe (M = Lu, Sc)
compounds. 2021, 24, 13706

523  Hyperbolic Metamaterials with Extreme Mechanical Hardness. 2021, 9, 2001904 3

Multi-scale topology optimization for stiffness and de-homogenization using implicit geometry
modeling. 2021, 63, 2919-2934

1 First principle study of structural, elastic, electronic and optical properties of Pb0.55n0.5TiO3 and
5 Pb0.55n0.5Ti0.5(Zr0.5)03. 2021, 24, 13702
The mechanical and electronic properties of o-Fe2C, h-Fe3C, t-Fe5C2, m-Fe5C2 and h-Fe7C3
compounds: First-principles calculations. 2021, 606, 412825

Structural, elastic, thermodynamic, electronic, and optical properties of (hbox {CaMg}_{2}hbox
519 {AN}_{3})((hbox {A}=hbox {Al}) and Ga): ab initio investigation. 2021, 94, 1

Study of electronic structure, elastic properties and thermodynamic properties of three PbTe
phases: First-principles calculations. 2021, 232, 166533

. Insights into structural stability, electronic structure, and elastic and thermodynamic properties of
517 a1 5-type Mo3X (X = Si, Ge, and Sn) compounds based on first-principles predictions. 2021, 151, 109925

[0'e}

Structural, electronic, mechanical, and thermodynamic properties of ultra-high-temperature
ceramics Hand EYAIB4: A first-principles study. 2021, 47, 10079-10088

. Insight into the phase transition, elastic and thermodynamic properties of BeS compound under
515 high pressure and temperature from the first principle calculation. 2021, 186, 110017 3

First-principles predictions of the structural, electronic, optical and elastic properties of the

zintl-phases AE3GaAs3 (AE = Sr, Ba). 2021, 114, 106563




(2021-2021)

. First-Principles Elastic and Anisotropic Characteristics of Structure-H Gas Hydrate under Pressure.
513 2021, 11, 477

High-pressure monoclinic-monoclinic transition in fergusonite-type HoNbO. 2021, 33,

511 DFTinsights into new B-containing 212 MAX phases: HF2AB2 (A = In, Sn). 2021, 860, 158408 14

Mechanically stable with highly absorptive formamidinium lead halide perovskites
[(HC(NH2)2PbX3; X = Br, Cl]: Recent advances and perspectives. 2021, 121, e26671

509 First-principles calculations on FeWB bulk and FeWB(001)/He(111) interface. 2021, 8, 046405 2

Stability, Elastic and Electronic Properties of Ta2N by First-Principles Calculations. 2021, 11, 445

° First-principles investigations on the electronic structures, polycrystalline elastic properties, ideal
597 strengths and elastic anisotropy of U3Si2. 2021, 136, 1

Anisotropies in Elasticity, Sound Velocity, and Minimum Thermal Conductivity of Low Borides VxBy
Compounds. 2021, 11, 577

Enhanced ductility and optoelectronic properties of environment-friendly CsGeCl3 under pressure.
505 2021, 11, 045014 5

Texture-dependent dwell fatigue response of titanium. 2021, 101, 1443-1470

Longitudinal wave attenuation in polycrystals with elongated grains: 3D numerical and analytical 6
593 modeling. 2021, 149, 2377

Origin of high hardness and optoelectronic and thermo-physical properties of boron-rich
compounds B6X (X =S, Se): A comprehensive study via DFT approach. 2021, 129, 175109

501 EntraPT: An online platform for elastic geothermobarometry. 2021, 106, 830-837 9

Phonon, Electronic Structure and Mechanical Properties of Superhard Material BC2N from
First-Principles Calculations. 2021, 51, 1199

499 Effect of structural water on the elasticity of orthopyroxene. 2021, o)

DFT investigation on the rare earth effects of Mg8Si3RE (RE=Sc, La, Ce, Yb) compounds. 2021, 330, 114269

Effect of Mo concentration on structural, mechanical, electronic and magnetic properties of Fe2B: a
497 first-principles study. 2021, 101, 1549-1572

Theoretical study of thermal conductivity, mechanical, vibrational and thermodynamical properties

of Ln2Zr207 (Ln[[La, Nd, Sm, and Eu) pyrochlore. 2021, 127, 108495

57



CITATION REPORT

Isotropic octet-truss lattice structure design and anisotropy control strategies for implant

495 application. 2021, 203, 109595 12

High-pressure elastic anisotropy and superconductivity of hafnium: A first-principles calculation*.
2021, 30, 056202

Mechanical anomalies in mercury oxalate and the deformation of the mercury cube coordination
493 environment under pressure. 2021, 127, 1

Effect of La and Mo co-doping on the properties of AgSnO2 contact material. 2021, 8, 066528

Explorations of elastic anisotropies and thermal properties of the hexagonal TMSi2 (TM = Cr, Mo,
491 W) silicides from first-principles calculations. 2021, 27, 102474 9

Structural, elastic and thermal properties of Laves phase Fe2Mo from first principles. 2021, 1942, 012017

3 Alloying design strategy for biodegradable zinc alloys based on first-principles study of solid
4°9  solution strengthening. 2021, 204, 109676

Theoretical investigation of Zr2PbC, (V0.25Zr0.75)2PbC, (V0.5Zr0.5)2PbC, V0.75Zr0.25)2PbC, and
V2PbC MAX phases: A DFT based study. 2021, 27, 102397

3 High-Throughput Screening of the Thermoelastic Properties of Ultrahigh-Temperature Ceramics.
497 2021, 13, 29843-29857

A Theoretical Investigation of the Stability, Electronic, Optical, and Thermoelectric Properties of
BaLiP. 2021, 258, 2100068

3 The study of spectroscopy and vibrational assignments of high nitrogen material
405 1,1'-azobis-1,2,3-triazole. 2021, 27, 205

Toward Imaging Flow at the Base of the Mantle with Seismic, Mineral Physics, and Geodynamic
Constraints. 2021, 329-352

483 Interface in Ag2S/ZnS Nanoheterostructures. 2021, 113, 706-712 3

Group 14 semiconductor alloys in the P41212 phase: A comprehensive study. 2021, 25, 104254

An ab initio investigation of structural, electronic, magnetic and mechanical properties of

481 | JoNiGe3. 2021, 27, e00554

Study on Simulation and Experiment of Y-Mo Co-Doped AgSnO2 Contact Materials. 2021, 11, 724

Structural, Electronic, Magnetic properties and Elastic Anisotropy of new Ferromagnetic Cu2CrZ (Z
479 =siand Ge) Full Heusler Alloys.

Physical properties of predicted MAX phase borides HF2AB (A = Pb, Bi): A DFT insight. 2021, 27, 102411




(2021-2021)

Potential lead-free small band gap halide double perovskites CsCuMCl (M = Sb, Bi) for green
477 technology. 2021, 11, 12945

Structure, Electronic, Magnetic, and Elastic Properties of Cd0.75TM0.250 (TM = Mn, Fe, Co, and Ni)
Compounds. 2021, 46, 9083-9099

Elastic Geobarometry for Anisotropic Inclusions in Anisotropic Host Minerals: Quartz-in-Zircon.
475 2021, 126, €2021JB022080 3

First principle study on the mechanical response of ZrC and ZrN at high-pressure conditions:
anisotropy perspective. 2021, 47, 1135-1148

473 3D architected isotropic materials with tunable stiffness and buckling strength. 2021, 152, 104415 4

Structural stability of belite sulfoaluminate clinkering polymorphs. 2021, 365, 115641

First-principles study of the effect of V, Co, Ca, Sr, Ga, As doping on the mechanical properties of
471 Al2Cu. 2021, 127, 1

Pressure-Induced Phase Transition Study on Brookite to Rutile TiO2 Transformation. 2021, 10, 071021

6 Probing the mechanical properties of ordered and disordered Pt-Ir alloys by first-principles
459 calculations. 2021, 405, 127424

Electro-magneto-mechanically response of polycrystalline materials: Computational
homogenization via the Virtual Element Method. 2021, 380, 113775

467  Strontium Stannate as an Alternative Anode Material for Li-lon Batteries. 2021, 125, 14947-14956 1

Effect of Pressure on Mechanical and Thermal Properties of SnSe2. 2021, 42, 1

6 The Water-Fe-Pressure dependent single-crystal elastic properties of wadsleyite: Implications for
495 the seismic anisotropy in the upper Mantle Transition Zone. 2021, 565, 116955

Investigation of physical and superconducting properties of newly synthesized CaPd2P2 and
SrPd2P2. 2021, 868, 159199

6 High-Throughput Computation of New Carbon Allotropes with Diverse Hybridization and Ultrahigh
493 Hardness. 2021, 11,783 3

A comparative study of hydrostatic pressure treated environmentally friendly perovskites CsXBr3
(X = Ge/Sn) for optoelectronic applications. 2021, 11, 075109

A First-Principles Study of Structure, Elastic and Electronic Properties of GeTiO3 as Environmentally

461 Innocuous Ferroelectric Perovskites. 2021, 66, 539

Phase field dislocation dynamics (PFDD) modeling of non-Schmid behavior in BCC metals informed

by atomistic simulations. 2021, 152, 104460

59



CITATION REPORT

459 Machine learning and evolutionary prediction of superhard B-C-N compounds. 2021, 7, 4

A single grain boundary parameter to characterize normal stress fluctuations in materials with
elastic cubic grains. 2021, 89, 104293

Tunable mechanical and half-metallic properties of Mn2-XFe1+XSi alloys: A first principles
457 investigation. 2021, 615, 413044

Insight into elastic anisotropy, mechanical and dynamical stability, electronic properties, bonding
and weak interactions analysis of LuAuSn Half-Heusler. 2021, 118, 106677

Designing highly incompressible transition metal nitrides: A new class of W0.5Al0.5N phases. 2021,
455 130, 065105

Combined Effects of Carbon and Nitrogen in Fe20Cr6Mn6CN Alloys from First-Principles
Calculation. 2021, 30, 8322

lonic Conductors: Effect of Temperature on Conductivity and Mechanical Properties and Their
453 |nterrelations. 2021, 11, 1008

Fused borophenes: A new family of superhard light-weight materials. 2021, 5,

Investigation on composition-dependent properties of Mg5xAl23Bx027+5xN5Bx (0 Ik 0): Part
451 Il. Mechanical properties via first-principles calculations combined with bond valence models. 2021, 2
41, 4942-4950

Towards imaging flow at the base of the mantle with seismic, mineral physics and geodynamic
constraints.

Understanding of the crystal structure, mechanical, vibrational properties of BMgSO4 under
449 pressure. 2021, 190, 110280

Emerging potential antiperovskite materials ANX3 (A= P, As, Sb, Bi; X= Sr, Ca, Mg) for
thermoelectric renewable energy generators. 2021, 300, 122246

First-principles calculations to investigate elastic, electronic and thermophysical properties of the
447 Dy2Bi2Fe4012 ferromagnetic semiconductor. 2021, 36, 095015

The effects of quaternary alloying additions on the MiAl alloy: Preferential site occupancy,
interfacial energetics to physical parameters. 2021, 25, 101173

Ab initio exploration of the structural, elastic, electronic and optical properties of a new layered L
445 perovskite-type oxylioride: CsSrNb206F. 2021, 131, 105890 5

Elastic modulus tailoring in CH3NH3PbI3 perovskite system by the introduction of two
dimensionality using (5-AVA)2Pbl4. 2021, 224, 27-34

A comparative ab initio study of the mechanical, dynamical and thermophysical characteristics of
443 XC2 (X =La, Ce, Tb, Ho). 2021, 191, 110383

Ab-initio study on physical properties of intermetallic LiPb compound. 2021, 54, 101428

60



(2021-2021)

. Research of cation dependences of structural and elastic properties of metal carbonates series by
44 density functional theory calculations. 2021, 28, 102509

Anisotropic transport and optical birefringence of triclinic bulk and monolayer NbXY(X =S, Se and Y
= Cl, Br, I). 2021, 33,

439 Molecular Dynamics Simulations of Screw Dislocation Mobility in bcc Nb. 1

Ab initio calculations of structural, electronic and lattice dynamical properties of YMgNi4Hx (x=0, 1
and 7) for hydrogen storage applications. 2021, 28, e00584

First-principles study of the electronic structure and elastic properties of SrGa2 under pressure.
437 2021, 28,102510

Theoretical insights into anisotropies in elastic and thermal properties of ternary EM4AIN3 (M =V,
Nb, Ta) nitrides by First-principles calculations. 2021, 783, 139088

The first foreseen of structural, mechanical, electronic and optical properties of novel alkali metal
435 tetrafluoridobromate ABrF4 (A=Na, K and Rb). 2021, 624, 413450

A comprehensive study of the thermophysical and optoelectronic properties of Nb2P5 via ab-initio
technique. 2021, 28, 104623

Investigation of physical properties and superdislocation characters of Ni3Al under uniaxial
433 tension/compression normal to slip plane. 2021, 136, 107258

A first-principles prediction of electronic, mechanical and thermodynamic properties of H.uAlB4
and ELuAlB4 ceramics. 2021, 191, 110375

First-principles study on the effects of V, Nb, Cd, Ag, Ge and Sb doped in Al2CuMg phase of
431 AlZnMglu alloy. 2150478

First-principles explorations of mechanical, electronic and thermodynamic properties of (o,
h)-AlCu3 compounds. 2021, 28, 102648

First principles study on mechanical properties, thermal properties and hydrogen behavior of
429 transition metal-doped V-Cr-M ternary alloys. 2021, 28, 102631

Effects of pressure on the structural, mechanical and anisotropic behavior of BC8N compound.
2021, 29, 102782

A comprehensive DFT based insights into the physical properties of tetragonal superconducting
427 Mo5PB2. 2021, 28, 104612 3

Elastic, piezoelectric, and dielectric properties of rare-earth calcium oxoborates RCa40O(BO3)3
(R=Er,Y, Dy, Gd, Sm, Nd, La). 2021, 130, 095102

MechElastic: A Python library for analysis of mechanical and elastic properties of bulk and 2D
425 materials. 2021, 267, 108068

Orthorhombic Fmmm-C80: A new superhard carbon allotrope with direct band gap. 2021, 198, 110689

61



CITATION REPORT

Screen the thermomechanical and optical properties of the new ductile 314 MAX phase boride
423 7r3CdB4: A DFT insight. 2021, 877, 160248

Pressure and temperature dependence of second-order elastic constants from third-order elastic
constants in TMC (TM=Nb, Ti, V, Zr). 2021, 47, 27535-27544

Effect of co-alloying elements on the structural stability, elastic, ductility and thermodynamic

421 properties of TiAl intermetallic compound. 2021, 337, 114438

First-principles study of structural, electronic, elastic, vibrational and thermodynamics properties of
LaX3 (X=Sn, Tl, Pb and Bi) compounds under pressure. 2021, 336, 114431

. Theory prediction of band structures, densities of states, mechanical and thermodynamic
419 properties of solid solutions BaxK1-xBi0.92Mg0.0803. 2021, 618, 413163

Elastic properties of heterodesmic composite structures: The case of calcite CaCO3 (space group
R3Ek). 2021, 6, 100184

417  Physical properties of MAX phase Zr2PbC under pressure: Investigation via DFT scheme. 2021, 620, 413258 1

Development of agomelatine nanocomposite formulations by wet media milling. 2021, 166, 105979

On the directional elastic modulus of the TPMS structures and a novel hybridization method to
415 control anisotropy. 2021, 210, 110074

Novel BCN2 and CN compounds in C2/m phase: First-principle calculations. 2021, 158, 110231

Effect of Fe doping on structural, elastic and electronic properties of B2&rCu phase under
413 hydrostatic pressure: A first-principles study. 2021, 272, 124978

First-principles calculation of the electronic properties and external force modulation of a new
tetragonal structure C3N2 crystal. 2021, 338, 114455

411 Toughening mechanisms in V-Si-N coatings. 2021, 209, 109961 2

Explorations of stability, mechanical and thermal properties of cubic TiM2Al (M = Fe, Co, Ni, and Cu)
compounds. 2021, 340, 114530

409 Atomistic-modelinformed pressure-sensitive crystal plasticity for crystalline HMX. 2021, 232, 111170 2

Temperature-dependent elastic and plastic properties of @-Ti3Al. 2021, 139, 107368

On the relation of structural disorder and thermoelastic properties in ZnGa204 and Zn1KMg
497 Ga204 (xID.33). 2021, 886, 161214

First-principles exploration of elastic anisotropy and thermal properties of the C40-type VSi2,

NbSi2, and TaSi2 disilicides. 2021, 29, 102818

62



(2016-2021)

405 Structure, mechanical and phonon stability of the Th-Sn system from ab initio. 2021, 556, 153187 fe)

Electronic and elastic properties of two new B-C-N superhard materials from First principles. 2021,
340, 114520

Fluorine-substituted cyclobutenes in the solid state: Crystal structures, vibrational spectra and
493 mechanical and thermodynamic properties. 2022, 160, 110337

High Entropy Alloys: Elastic Parameters and Trends. 2022, 427-434

401 ElasTool: An automated toolkit for elastic constants calculation. 2022, 270, 108180 4

Structural, electronic and elastic properties of topological pyrite-type OsSe2 semimetal. 2021, 46, 5823-5826

Assessing Nickel Titanium Binary Systems Using Structural Search Methods and Ab Initio
399 Calculations. 2021, 125, 1578-1591

Diameter Dependent Ultrasonic Investigation of SiC Nanowires. 2021, 71-100

Structure prediction, electronic, and mechanical properties of alkali metal MB12 (M = Be, Mg, Ca,
397 Sr) from first principles*. 2021, 30, 017102

Towards the Crystal Plasticity Based Modeling of TRIP-SteelsBrom Material Point to Structural
Simulations. 2020, 793-823

The investigation of electronic, anisotropic elastic and lattice dynamical properties of MAB phase
395 nanolaminated ternary borides: M2AIB2 (M=Mn, Fe and Co) under spin effects. 2020, 838, 155436 9

The mechanical and thermodynamic properties of ZrTM (TM=Fe, Ru and Os) intermetallics under
pressure and temperature: A first-principles predictions. 2020, 142, 109465

Engineering the Microstructure and Morphology of Explosive Films Control of Interfacial Energy.
393 2021, 13, 1670-1681 4

The crystal structures and mechanical properties of the uranyl carbonate minerals roubaultite,
fontanite, sharpite, widenmannite, grimselite and Bjkaite. 2020, 7, 4197-4221

; Theoretical investigations of structural, electronic, and physical properties of Rb2BX6 (B = Ti, Se,
391 pd:; X =F, Cl, Br, ) double perovskites. 2020, 128, 235110

Study of a new layered ternary chalcogenide CuZnTe2 and its potassium intercalation effect. 2020,
7,105904

3 Elastic wave velocity dispersion in polycrystals with elongated grains: Theoretical and numerical
3°9 analysis. 2020, 148, 3645

The Elastic Anisotropic and Thermodynamic Properties of 14mm-B3C. 2016, 129, 103-107




CITATION REPORT

3 Theoretical Calculations for Elastic and Thermodynamic Properties of NbN2 under High Pressure.
397 2017, 132, 1363-1370 4

Influence of the Mo10Ni3C3B phase on the hardness and fracture toughness of Mo-Ni-C-B cermet:
experimental and theoretical study. 2020, 10, 387-391

3 Effects of Al, V, Cr, Mn, Ni, Nb, Mo, and W Addition to BCC-Fe on its Elastic Properties and Hardness
3°5  for a Biomass Boiler: First Principles Approaches. 2019, 57, 374-380

Azimuth-, angle- and frequency-dependent seismic velocities of cracked rocks due to squirt flow.
2020, 11, 855-871

3 First-principles study on the elastic, electronic and thermodynamic properties of ErNi2B2C under
3°3 high pressure. 2013, 62, 107402 4

First-Principles study on the mechanical properties of Cu3Si compound. 2021,

First-principles study of pressure-induced phase transitions, mechanical and thermodynamic
properties of ThBC. 2021, 34,

Investigation of Structural, Electronics, Optical, Mechanical and Thermodynamic Properties of
YRu2P2 Compound for Superconducting Application. 2021, 34, 3089

First-principles prediction of structure, mechanical and thermodynamic properties of BixGeyOz

379 ternary bismuth crystals. 2021, 110696 12

3D Porous Metallic Boron Carbide Crystal Structure with Excellent Ductility. 2021, 4, 2100325

Frist-principles prediction of elastic, electronic, and thermodynamic properties of high entropy
377 carbide ceramic (TizZrNbTa)C. 1

A comprehensive study of the structural, elastic, electronic, and optical properties of the
tetragonal sodium chalcogenides NaAlX2 (X =0, S, Se, Te). 1-26

375  Predicting Lowermost Mantle Anisotropy Using Models of Mantle Flow. 2013, 123-149 1

Mantle Anisotropy Beneath the EarthE Mid-Ocean Ridges. 2013, 61-97

Pressure-induced structural transition and thermodynamic properties of NbSi2 from first-principles
373 calculations. 2015, 64, 087103

First-principles study on the elastic and thermal properties of Ca0.55r0.5TiO3. 2015, 64, 207102

Effects of point defect concentrations on elastic properties of off-stoichiometric L12-type A13Sc.
37T 2016, 65,076101 3

Ab Initio Modelling of Electrode Material Properties. 2017, 139-150

64



(2020-2017)

6 Extraction of Single-crystalline Elastic Constants from Polycrystalline Samples with Crystallographic
399 Texture. 2017, 56, 541-545

High pressure study of structural, electronic, elastic, and vibrational properties of NaNb308. 2017,
725,773-782

367 Encyclopedia of Continuum Mechanics. 2018, 1-9

Electronic Structures and Materials Properties Calculations of Ni and Ni-Based Superalloys. 413-446

365 Azimuth-, angle-and frequency-dependent seismic velocities of cracked rocks due to squirt Flow.

Role of dislocations in the bcc-hep transition under high pressure: A first-principles approach in
beryllium. 2020, 4,

6 Synthesis, Characterization and Pressure Effect on Structural and Mechanical Properties of
3% MgBi206: Solid-State Route and DFT Study. 2020, 71-86

ElTools: A tool for analyzing anisotropic elastic properties of the 2D and 3D materials. 2021, 108195

Elastic anisotropies, thermal conductivities and tensile properties of MAX phases Zr2AIC and
Zr2AIN: A first-principles calculation. 2021, 110715 4

First-principles study on the thermodynamic and thermoelastic properties of pyrophyllite at high
temperatures. 2021, 413513

Structural stability and mechanical properties of TiAl+Mo alloys: A comprehensive ab initio study.
359 2021,221,117427

Mechanical properties of additively-manufactured sheet-based gyroidal stochastic cellular
materials. 2021, 48, 102418

Theoretical analysis of ferromagnetism and electronic transport aspects of CaM2S4 (M = Ti, Cr)
357 spinels for the application of spintronic and energy storage system. 2021, 35, 2150162

211-MAX borides: The stable boron-substituted 211-MAX compounds by first-principles. 2020, 25, 101689

355 Elastic, Mechanical and Ultrasonic Properties of Nanostructured Ilird Group Phosphides. 2021, 36, 97-107 1

Physical properties of group 14 elements in P2/m phase. 2022, 305, 122641

Theoretical predictive screening of noble-metal-containing M3AuC2 (M =Ti, V, and Cr) MAX phases.
353 2022,202,111013

Encyclopedia of Continuum Mechanics. 2020, 2202-2211




CITATION REPORT

. On the Constraint Factor Relating Uniaxial and Indentation Yield Strength of Polycrystalline
35 Materials Using Spherical Microindentation. 2020, 9, 20190260

Site Preference of the Alloying Additions on Mechanical Properties of L12 Ni3Co Alloys. 2020, 1763-1774

First Principles Study of Structural, Elastic, Electronic and Optical Features of the
349 Non-centrosymmetric Superconductors SrMGe3 (Where M= Ir, Pt, and Pd). 2020, 16-28

Prediction of stable Cu structure and phase transition mechanism at ultra-high pressure: A
comprehensive properties characterization by DFT calculation. 2021, 413538

Manipulating Elastic and Mechanical Properties of Cu3N through Site Selective Ag Doping: First
347 Principles Investigation. 2021, 29, 102950

Anisotropy in elasticity, sound velocity, thermal conductivity, and thermodynamics properties of
dodecaboride Zr0.5Y0.5B12. €26836

Random Stiffness Tensor of Particulate Composites with Hyper-Elastic Matrix and Imperfect
345 Interface. 2021, 14,

Trends in elastic properties of Ti-Ta alloys from first-principles calculations. 2020,

343 DFT investigation of electronic and elastic properties of BCdP2. 2020, 7, 095901

INFLUENCE OF PRESSURE ON STRUCTURAL, ELECTRONIC, AND OPTICAL PROPERTIES OF CHOLINE
IODIDE. 2020, 61, 1503-1511

341 The pressure effect on optoelectronic and mechanical properties of chalcopyrite BeSiN2. 2020, 24, 101263

Structural and mechanical properties of predicted vacancy ordered tantalum carbide phases. 2022,
223,117449

DFT aspects of the elastic, mechanical, magnetic, thermodynamic and optical properties of Ce3XY
339 perovskites. 1-20

Pressure Tuned Structural, Electronic and Elastic Properties of U3Si2C2: A First Principles Study.
2021, 11, 1420

Physical properties of chromium-doped barium titanate: Effects of chromium incorporation. 2021,
337 626,413494

Light doping effects of rare-earth elements: Sc, Y, La and Lu in rockSalt AINFrst-principles study.
2021, 127, 1

Effects of Bi and Mn codoping on the physical properties of barium titanate: investigation via DFT
335 method. 2021, 127, 1

Designing elastic modulus of Al3X precipitates in Al alloys by identifying effective atomic bonds

and stabilizing coherent structures. 2021, 896, 162619

66



(2022-2021)

A first-principles study for the elastic and mechanical properties of Ti64, Ti6242 and Ti6246 alloys.
333 2021,94,1

Diffraction-Based Residual Stress Characterization in Laser Additive Manufacturing of Metals. 2021,
11, 1830

B Mechanical Properties and Energy Absorption Characteristics of Additively Manufactured
33 Lightweight Novel Re-Entrant Plate-Based Lattice Structures. 2021, 13,

A DFT study on the crystal stability, mechanical, electronic and thermodynamic properties of Ir3Nb
under high pressure and temperature. 2021, 110481

329 Stability and Anisotropic Elastic Properties of a Hexagonal BWN Compound. 1

Theoretical insights to elastic and thermal properties of WB4 tetraborides: A first-principles
calculation. 2021, 110731

First-Principles Calculations to Investigate the Third-Order Elastic Constants and Mechanical
327 Properties of Mg, Be, Ti, Zn, Zr, and Cd. 2021, 2021, 1-12

First-principles calculations of the high-pressure behavior, electronic, magnetic, and elastic
properties of praseodymium pnictides: PrX (X= P, As and Bi). 2021, 546, 168919

Newly Synthesized Three-Dimensional Boron-Rich Chalcogenides BX (X = S and Se): Theoretical
325 Characterization of the Physical Properties for Optoelectronic and Mechanical Applications.. 2021, 2
6,33899-33913

Physical properties of rare earth perovskites CeMO3 (M = Co, Cu) in the context of density
functional theory. 2021, 29, 102973

Investigations on Cmc21-Si2P2X structures and physical properties by first-principles calculations.
323 2021, 24, 43602

High-throughput computation of novel ternary BN structures and carbon allotropes with
electronic-level insights into superhard materials from machine learning. 2021, 9, 27596-27614

321 Pressure on the Structure and Thermal Properties of PbTiO3, a First-principles Study. 2021, 612

Designing sp3 networks of two novel carbon allotropes in the P4/mmm phase. 2022, 75, 90-103

. Structural stability, elasticity, thermodynamics, and electronic structures of L1-type NiX (X = Al, Ti,
319 V, Nb) phases under external pressure condition.. 2022, 28, 26

Investigation of structural, electronic and lattice dynamical properties of YMgNi4H4 cubic and
orthorhombic for hydrogen storage applications. 2022, 278, 125614

. Effect of defectiveness of carbon sublattice on elastic properties and microstrains of disordered
317 cubic tantalum carbide TaC. 2022, 103, 105760

Ab initio investigation of phase stability, thermo-physical and mechanical properties of

(M00.2Cr0.2Ta0.2Nb0.2X0.2)Si2 (X = W, V) high-entropy refractory metal silicides. 2022, 203, 111116




CITATION REPORT

. Electronic, elastic, mechanical and anisotropic response of W3XC2 (X: Si, Ge and Al) alloys via
D first-principles. 2022, 343, 114648

Chemical bonding, magnetic and electronic properties, mechanical and dynamical stabilities of
DyOs4P12 filled-skutterudite: DFT and QTAIM insight. 2022, 278, 125684

. Theoretical explorations of structure, mechanical properties, fracture toughness, electronic
313 properties, and thermal conductivity of Ag-doped [?-Cu6Sn5. 2022, 141, 107437

Tailoring the mechanical response of Ruddlesden Popper lead halide perovskites. 2022, 901, 163575

The Comparable Structural, Elastic Anisotropic and Thermophysical Properties of Advanced U-Si

311 Fyel to Baseline UO 2: A DTF Method.

A Comprehensive First Principles Calculations&nbsp;On (Ba 0.82K 0.18)(Bi 0.53Pb 0.47)0 3
Single-Cubic-Perovskite Superconductor. 2021,

309 A General Numerical Method to Model Anisotropy in Discretized Bond-Based Peridynamics. 1

Quaternary Selenides EuLnCuSe: Synthesis, Structures, Properties and In Silico Studies.. 2022, 23,

Raman and first-principles study of the pressure-induced Mott-insulator to metal transition in bulk
397 FePS3.2022, 164, 110607

Elastic properties, fracture toughness, ideal tensile strength and thermal conductivities of the
stable hexagonal WB2, W2B5, WB3 and WB4. 2022, 128, 1

° Microstructure-Sensitive Stochastic Design of Polycrystalline Materials for Quasi-Isotropic
395 Properties with Applications to Aerospace Systems. 2022,

Temperature- and vacancy-concentration-dependence of heat transport in Li3ClO from
multi-method numerical simulations. 2022, 8,

303 Abinitio aided design of novel quaternary, quinary and senary high-entropy borocarbides. 2022, 57, 422-443 o

Corrosion Protection Oxide Scale Formed on Surface of Fe-Ni-M (M = Al, Cr, Cu) Inert Anode for
Molten Salt Electrolysis.. 2022, 15,

Phase Stability and Mechanical Properties of the Monoclinic, Monoclinic-Prime and Tetragonal

39T REMO4 (M =Ta, Nb) from First-Principles Calculations. 2022, 12, 73

Harnessing elastic anisotropy to achieve low-modulus refractory high-entropy alloys for biomedical
applications. 2022, 215, 110430

299 Strain dependent electronic and optical responses of penta-BCN monolayer. 2022, 7, 100162 o)

The family of elastically isotropic stretching-dominated cubic truss lattices. 2022, 239-240, 111451

68



(2022-2022)

A DFT study of perovskite type halides KBeBr3, RbBeBr3, and CsBeBr3 in triclinic phase for
297 advanced optoelectronic devices. 2022, 344, 114674

First principles investigations of the structural, electronic, mechanical, linear and nonlinear optical
properties of RblIO2F2. 2022, 630, 413605

295 P2221-C8: A novel carbon allotrope denser than diamond. 2022, 212, 114549 1

Effect of Sb doping on microstructure, mechanical and electronic properties of Mg2Si in
Mg2Si/AZ91 composites by experimental investigation and first-principles calculation. 2022, 902, 163859

293 Abiphenylene nanoribbon-based 3D metallic and ductile carbon allotrope.. 2022, 1

First-principles insights into mechanical, optoelectronic, and thermo-physical properties of
transition metal dichalcogenides ZrX2 (X =S, Se, and Te). 2022, 12, 025011

ot Theoretical predictions of stability, electronic properties, elastic anisotropy, thermodynamics, and
9 optical properties of MB2 (M =V, Nb, Zr). 2022, 57, 4605-4624

Investigating the Magnetic, Mechanical, Electronic, Optical, and Anisotropic Properties of ZrCoFeX

(X =Si, Ge) Quaternary Heusler Alloys via First Principles. 1

Unusual crystal phases of noble metals Ir, Os, and hardness of Ir-Os systems from high throughput

289 density functional calculations. 2022, 34, 105325

Comparison of thermal and mechanical properties of #Pt3Al and 2Ni3Al phases: A first principles
study. 2022, 29, 32-42

Structural, Electronic, and Mechanical Properties of DOc Ru-Based Intermetallic Alloys: An Ab-Initio

287 Study.

Physical and Superconducting Properties of Chiral Noncentrosymmetric TaRh2B2 and NbRh2B2: A
Comprehensive DFT Study. 2022, 4, 1143-1152

Mechanical properties, thermal conductivity and defect formation energies of samarium

285 immobilization in Gd2Zr207: First-principles study and irradiation experiment. 2022,

Pressure-induced enhancement of mechanical performance in ZrC system.

Finite-element and semi-analytical study of elastic wave propagation in strongly scattering

283 Lolycrystals.. 2022, 478, 20210850

Probing the electronic, elastic, mechanical and anisotropic features of ZrTiX(4) alloys via density
functional theory.

First-Principles Exploration into the Physical and Chemical Properties of Certain Newly Identified

281 00 polymorphs.. 2022, 7, 10382-10393

Ordered structure and mechanical properties of ternary Sc0.5TM0.5B2 (TM =Ti, V, Zr) alloys under

high pressure. 2022,




CITATION REPORT

279  Abinitio YOBtemler ile Ni2ScAl Bileilhin Mekanik ve Termodinamik Zelliklerinin Bcelenmesi.

Effect of Sc, V, Zr, and Hf doping on the mechanical properties of TiB3 under high pressure. 2022,
128, 1

277  Manufacturing and stiffness constraints for topology optimized periodic structures. 2022, 65, 1 o)

First-principles calculations of high-pressure physical properties anisotropy for magnesite.. 2022,
12,3691

275 First-principles study of the elastic, thermal and optical properties of °bO2 and tPbO2. 1

Lattice-Dynamical, Elastic and Thermo-Dynamical Properties of GaAs, InAs, and their Mixed
Ga1-xInxAs Alloys. 1

Structural, elastic, electronic and optical properties of the newly synthesized selenides TI2CdXSe4
273 (X =Ge, Sn). 2022, 95, 1

Study on the structural, mechanical and dynamical stabilities and properties of Nb 2 AN (A = Si, Ge
and Sn) MAX phases by first principle.

Elasticity of Nonstoichiometric Alumina-Rich Spinel Determined by Bond Valence Theory and
271 Brillouin Scattering.. 2022,
Insights of electronic structures, mechanical properties and thermal conductivities of TM5SiB2
(TM=V, Nb, and Ta) MAB phases. 1-22

First-principles study of structural, mechanical, lattice dynamics, superconducting and

269 optoelectronic properties of the Pd3Pb2Se2 shandite under hydrostatic pressure. 2022, 413920

Correlation of mechanical properties and electronic structures for NdFeB permanent magnet under
hydrostatic pressure based on first-principle calculation. 2022,

First-principles investigation of equilibrium phase, mechanical and thermodynamic properties of

267 the Nowotny TM5Si3C ternary phase. 2022,

A systematic DFT study of (Ti3/2RE1/2)AIC alloys: A new database for adjustable mechanical and
electronic properties. 2022, e00681

First-principles calculations to investigate elastic and thermodynamic properties of FeAINixCrMn

265 quinternary alloys. 2022, 18, 1322-1332

Physical properties of LiXH (X= B, Al) hydrogen storage materials: ab-initio study. 2022, 347, 114731

First principles study of the structural, optoelectronic and mechanical properties of XLaS2 (X Cu,

263 Zn) for optoelectronic applications. 2022, 258, 168940

Theoretical insights on elastic anisotropy and thermal anisotropy of TM5AIL3C (TM= Zr, HFf, and Ta)

carbides. 2022, 200, 110989

70



(2022-2022)

Towards pure: The single-phase bulk omega titanium and modulation on its elastic properties

261 under biaxial strains. 2022, 906, 164312

Exploring the elastic, mechanical and anisotropic response of Ti-5Al-XSn alloys through DFT
calculations. 2022, 77, 151-160

Pressure-driven configurational crossover between 4f7 and 4f65d1 States [Giant enhancement of
259 narrow Eu2+ UV-Emission lines in SrB407 for luminescence manometry. 2022, 231, 117886

A comprehensive study of mechanical, optoelectronic, and magnetic insights into terbium
orthovanadate TbVO4 via first-principles DFT approach. 2022, 310, 123007

Electronic, magnetic, elastic, thermal and thermoelectric proprieties of CoMnZ (Z=Al, Ge, Sn).. 2022,
257 114,108165

Dynamical and mechanical stability, electronic properties, bonding and weak interactions analysis
of new compounds MgS2 and MgSe2 in Pa3? space group structure: Ab initio study. 2022, 146, 106659

255  Elastic Properties of Ag2S and ZnS Nanocrystalline Cubic Sulfides. 2021, 63, 1524-1531 2

High pressure phase stability, elastic anisotropy and electronic properties of BC2N. 2021, 16, 146-157

Elastic and mechanical properties of Y1 kScxN alloying system as a function of Sc content: First
253 principles study. 2021, 56, 1028-1038

Phase Stability, Elastic Modulus and Elastic Anisotropy of X Doped (X = Zn, Zr and Ag) Al3Li: Insight
from First-Principles Calculations. 2022, 12, 7

Structure and Elastic Properties of (Nb&Lt;sub&gt;1-x&lt;/sub&gt; Ta&lt;sub&gt;x&lt;/sub&gt;)C,
251 (Nb&It;sub&gt;1-x&lt;/sub&gt;HF&lt;sub&gt;x&lt;/sub&gt;)C, Ultra-High Temperature Solid Solution
Ceramics using the First Principles Calculation. 2021, 31, 682-689

Forming mechanism of equilibrium and non-equilibrium metallurgical phases in dissimilar
aluminum/steel (Al-Fe) joints.. 2021, 11, 24251

Unraveling the electronic structure, mechanical and physical properties of Ag alloyed $$alpha
249 ¢4-$5hbox {Ta}_{mathbf {5}}hbox {Si}_{mathbf {3}}$$ via first-principles calculations. 2021, 94, 1

First Principle Calculation and Data Analysis of Anisotropy in Elastic Properties of Cubic Carbides
TiC, VC and NbC. 2022, 71-85

The crystal structures, phase stabilities, electronic structures and bonding features of iridium
247 borides from first-principles calculations.. 2022, 12, 11722-11731

Effect of pressure on anisotropy in elasticity, sound velocity, and thermal conductivity of vanadium
borides.

245 Poisson Ratio of TiNi. 2022, 13, 306-317

Electronic phase transition and enhanced optoelectronic performance of lead-free halide

perovskites AGel3 (A = Rb, K) under pressure. 2022, 103532

71



CITATION REPORT

The elastic, mechanical, and thermodynamic properties of NaXH (X = B, Al) intended for the storage
243 of hydrogen: An ab-initio study. 2022, 413851

Molecular dynamics inferred transfer learning models for finite-strain hyperelasticity of monoclinic
crystals: Sobolev training and validations against physical constraints.

241 Mechanical and opto-electronic properties of BMoSi2: a DFT scheme with hydrostatic pressure. 1

Possible applications of Mo2C in the orthorhombic and hexagonal phases explored via ab-initio
investigations of elastic, bonding, optoelectronic and thermophysical properties. 2022, 105505

5 An Study on the Mechanical Stability, Spin-Dependent Electronic Properties, Molecular Orbital
39 Predictions, and Optical Features of Antiperovskite AInN (A = Co, Ni).. 2022, 7, 13588-13603

First-principles insights into the mechanical, optoelectronic, thermophysical, and lattice dynamical
properties of binary topological semimetal BaGa2. 2022, 37, 105507

237 DFTinsights into the new Hf-based chalcogenide MAX phase Hf2SeC. 2022, 201, 111072 2

New stable structures of OsN4 predicted using first-principles calculations. 1-11

235  First principle elastic property study of BAI203 for application as nano-proppants. 2022, 1003, 012021

Stability, deformation, physical properties of novel hard B2CO phases.

Polymorphic Phase Transformations in Nanocrystalline Ag2S Silver Sulfide in a Wide Temperature
233 Interval and Influence of Nanostructured Ag2S on the Interface Formation in Ag2S/ZnS o
Heteronanostructure. 2022, 12, 1668

DISEMM: a tool for the investigation of elasto-plastic behaviour on polycrystalline samples using
X-ray and neutron diffraction. 2022, 55,

Elastic, electronic, optical and thermoelectric properties of the novel Zintl-phase Ba2ZnP2. 2022,

231 128,106893 3

Influence of heavy Hf doping in CeO2: Prediction on various physical properties. 2022, 37, 105569

Achieving enhanced high-temperature mechanical properties in Mg-Nd-Sm-Zn-Ca-Zr alloy by Ag

229 addition. 2022, 31, 103666 ©

First-principle studies of electronic, elastic and vibrational properties of barytocalcite and
paralstonite. 2022, 31, 103644

Theoretical prediction of the mechanical and thermodynamic characteristics of Fe2MnGa Heusler

227 compounds with different crystal phases. 2022, 38, 105567

First-principles calculations of the structural, mechanical, electronic, and optical properties of BaX2

(X=0, S, Se and Te) compounds. 2022, 147, 106755

72



(2022-2022)

Study of phase transitions and lattice dynamics, elastic and electronic properties, bonding and

225 \weak interactions analysis of YCuS2 in P212121, 14?2d and P. 2022, 167, 110756

Elastic anisotropies, electronic structures and tensile properties of anti-perovskite M3ALC (M=Ti,
Co, Fe, Mn) phases: A first-principles calculation. 2022, 202, 111146

Effect of elastic properties of nanostructured Ag2S and ZnS sulfides on interface formation. 2022,

223 148,106766

Plasmon resonance based gold nanoparticle doped optical fibre strain sensing. 2022, 153, 108272

Effects of vacancies on structural, electronic, mechanical, and thermodynamic properties of

221 c40-VSi2. 1-17

Electronic, Magnetic, Elastic and Thermodynamic Properties of Antiperovskite Metallic Compounds
Mn3xn (X = Ni, Pd, Pt): A Dft Study.

Theoretical Investigations of Phase Transition, Mechanical, Electrical and Optical Properties of Tic

219 under Hydrostatic Pressure.

Lattice dynamics and elastic properties of black phosphorus. 2022, 105,

First-principles calculations to explore the metallic behavior of semiconducting lead-free halide

217 perovskites RbSnX3 (X = Cl, Br) under pressure. 2022, 137,

First-principle study on the effects of hydrogen in combination with alloy solutes on local
mechanical properties of steels. 2022,

Investigation of elastic properties, anisotropy and edge dislocations of Ti3Al with tensor theory and

215 bond matrix model. 2022, 147, 107612

The structural, magnetic, electronic, and mechanical properties of orthogonal/hexagonal MC (M =
Fe and Cr) carbides from first-principles calculations. 2022, 203, 111175

213 DFT Analysis of Mechanical and Dynamic Properties of CuBe.

Enhanced mechanical, electronic, magnetic, and optical properties of penta-BCN by Ni-doping.
2022, 153997

First-principle study of structural, dynamical, elastic, electronic, optical and thermodynamic

211 properties of Na&lt;sub&gt;2&lt;/sub&gt;ZnSnS&lt;sub&gt;4&lt;/sub&gt; compound.

Theoretical Study on the Structural, Elastic, Electronic and Thermodynamic Properties of
Long-Period Superstructures h- and r-Al2Ti under High Pressure. 2022, 15, 4236

Effect of Pressure on the Superconducting Transition Temperature and Physical Properties of

209 caPd2P2: A DFT Investigation.

First-principles prediction of outstanding mechanical and thermodynamic properties of YX2Si2

(X[E[Pd and Rh) superconductors. 2022, 31, 103785

73



CITATION REPORT

First-principles calculation of mechanical properties and electronic structures of W4 Co 4-n X n B 4

207 (X =V, Mn, Fe, Ni; n = 0,1).

Electronic Band Structures of the Possible Topological Insulator Pb2BiBrO6 and Pb2SeTeO6
Double Perovskite: An Ab Initio Study. 2022, 12, 5913

Molecular dynamics modelling of amorphisation induced change in the mechanical properties of

205 [mi2Ti03.1-13

Prediction of the pressure-induced phase transition, mechanical properties, and electronic
structures for ScB4 via first principle calculations. 2022, 128,

203 References. 2022, 165-170

Low temperature synthesis of high-entropy (Hf 0.2 Ti 0.2 Mo 0.2 Ta 0.2 Nb 0.2 )B 2 powders
combined with theoretical forecast of its elastic and thermal properties.

Elastic Anisotropy of 1,3,5-Triamino-2,4,6-Trinitrobenzene as a Function of Temperature and

20T pressure: A Molecular Dynamics Study.

A modified elastic constant calculation method for triclinic-like special quasi-random structures:
Application to Pd-M (M=Cu, Ag) solid solutions. 2022, 103795

A comparative study the structural, mechanical, and electronic properties of medium-entropy MAX
199 phase (TizrHF)2SC with Ti2SC, Zr2SC, HF2SC via first-principles. 2022, 19, 2717-2729

First-principles study on the thermodynamic, electronic and mechanical properties of MgAIBi
ternary compounds. 2022, 19, 2848-2862

197  Physicalinsights on the ultralow thermal conductivity of Ag8XSe6 (X[-[bi, Ge, and Sn). 2022, 142, 109689 o)

AbstAb-initio insights into the elastic, bonding, phonon, optoelectronic and thermophysical
properties of SnTaS2. 2022, 131, 106947

195 Anisotropy affects brittleness and stress-strain in ZrC. 2022, 148, 107619

Ab initio study of the pressure dependence of mechanical and thermodynamic properties of
GeB204 (B = Mg, Zn and Cd) spinel crystals. 2022, 32, e00705

Thermal conductivity, heat capacity and thermal expansion of ettringite and metaettringite: Effects
193 of the relative humidity and temperature. 2022, 159, 106865

First-Principles Calculations on Strong Half-Metallic Ferromagnetic and Thermoelectric Sensibility
of [Licrx (X =S, Se, and Te) Alloys.

First-Principles Investigation of the Structural, Elastic and Thermodynamic Properties of CaRu2X2

191 (X =P, As) under Pressure.

Theoretical prediction on structure evolution and optimal properties of silicon modified hexagonal

boron nitride as interphase in SiCF/SiC composite. 2022,

74



(2022-2022)

Anisotropic Elastic and Thermal Properties of M2InX (M =Ti, Zr and X = C, N) Phases: A

189 First-Principles Calculation. 2022, 12, 1111

Unveiling the structural, dynamical, elastic, and electronic properties of cuboid silver
tetrathiotungstate by means of ab initio calculations.

187  Appraising scattering theories for polycrystals of any symmetry using finite elements. 2022, 380, o)

Structure and Lattice Dynamics of R$S_25$55n$$_23$50%S_75S and R$S_2557r$$_25508S 78S (R=
Lallu) Crystals: Ab Initio Calculation.

Theoretical Understanding of Thermoelectric Energy Conversion Efficiency in Lead-Free Halide

185 Double Perovskites Showing Intrinsic Defect Tolerance. 2022, 119024

Peridynamic computational homogenization theory for materials with evolving microstructure and
damage.

.8 Structural, thermal, elastic, and magnetoelectronic properties of FeNiMnZ (Z = Al, Si) quaternary
3 Heuslers under hydrostatic pressure. 2022, 95,

First-principles calculations to investigate band gap of cubic BaThO3 with systematic isotropic

external static pressure and its impact on structural, elastic, mechanical, anisotropic, electronic and

optical properties. 2022, 169, 110878

181 Modeling the micromechanical behaviors of Zircaloy-2 alloy under large deformation. 2022, 569, 153912

First-principles investigations of Na2CuMCl6 (M = Bi, Sb) double perovskite semiconductors:
Materials for green technology. 2022, 150, 106947

6 Effect of architecture disorder on the elastic response of two-dimensional lattice materials. 2022, o
106,

Calculations of the structural, electronic, optical, and elastic parameters of CdSiX2 (X=P, As)
compounds based on first-principles theory.

Novel porous structures with non-cubic symmetry: Synthesis, elastic anisotropy, and fatigue life
177 behavior. 108128652211042

First-principles study on yttrium inclusions in micro alloyed steels. 2022, 119, 503

175 Elastic response of monolayer Si1kGex. 2022, 106,

Electronic Structure of Conventional Slater Type Antiferromagnetic Insulators: AlrO3 (A=Sr, Ba)
Perovskites. 2022, 2315, 012033

Tunnel-structured willemite Zn2SiO4: Electronic structure, elastic, and thermal properties. 2022,
173 11,1249-1262

MyElas: An automatized tool-kit for high-throughput calculation, post-processing and visualization

of elasticity and related properties of solids. 2022, 108495

75



CITATION REPORT

11 The comparable structural, elastic anisotropic and thermophysical properties of advanced UBi fuel
7 to baseline UO2: a DTF method. 2022, 95,

Mechanical Characterization of Anhydrous Microporous Aluminophosphate Materials:

Tridimensional Incompressibility, Ductility, Isotropy and Negative Linear Compressibility. 2022, 3, 457-499

The Effect of Cr Substitution on the Anomalous Hall Effect of Co3XCrxAl (x =0, 1, 2, 3) Heusler

169 Compounds: An Ab Initio Study. 2022, 12, 8303

Structural, elastic, electronic, optic and thermodynamic properties of Li2BaSnX4 (X=S and Se)
alloys: A first-principle study. 2022, e00718

167  The stability and properties of the PtFe2 Laves phases. 2022, 414268

Pressure-Dependent Elastic, Mechanical, Thermo-Physical and Ultrasonic Properties of Titanium
Diboride.

Pressure effects on structural, electronic and anisotopic elastic properties of Si doped RuGe

165 compound with different concentrations by first-principles calculations. 2022, 126695

First-Principles Calculations of the Structural, Electronic, Optical, and Mechanical Properties of 21
Pyrophosphate Crystals. 2022, 12, 1139

Shock compression, melting and impedance mismatch studies in Al3Li based on first principles.

163 2022 32, €00719

Pressure-driven ferroelectric phase transition for the Pnma-CsPbBr3: Mechanical and dynamical
stability study. 2022, 314, 123402

Electronic, magnetic, elastic and thermodynamic properties of antiperovskite metallic compounds

161 \03XN (X = Ni, Pd, Pt): A DET study. 2022, 354, 114913

First-principles calculations to investigate strong half-metallic ferromagnetic and thermoelectric
sensibility of LiCrX (X[, Se, and Te) alloys. 2022, 562, 169822

L Structural, mechanical, thermodynamic, electronic, magnetic and optical properties of ZnFe204
59 Ferrite: A DFT study. 2022, 133, 112930

First-principles calculations to investigate structural, elastic, electronic, thermodynamic, and
thermoelectric properties of CaPd3B4012 (B[[Ti, V) perovskites. 2022, 42, 105977

L Iterative isotropization of the upper and lower bounds for accurate prediction of elastic properties
57 of particulate composites. 2022, 42, 106022

Structural stability, mechanical, and optoelectronic properties of new stable phases for the ternary
alloy MglidD. 2022, 33, e00739

L First-principles calculations to investigate physical properties of single-cubic
55 (Ba0.82K0.18)(Bi0.53Pb0.47)03 novel perovskite superconductor. 2022, 33, 104302 4

Theoretical investigation of compressed hexagonal and rock-salt structures of molybdenum and

chromium carbides. 2022, 33, 104334




(2022-2022)

L Numerical investigation of mechanical properties of foams modeled by regular GibsonBshby
53 lattices with different internal structures. 2022, 26, 101563

Lattice dynamics and elastic properties of BJ at high-temperature and high-pressure by machine
learning potential simulations. 2022, 572, 154029

151  First-principles study of ATcO4 pertechnetates. 2022, 171, 110979 o)

Theoretical study of the M7X6 type of vacancy ordered phases in nonstoichiometric hafnium and
tantalum carbides. 2023, 110, 106005

First-principles study on the mechanical and electronic properties of energetic molecular
149 perovskites AM(ClO4)3 (A = C6H14N22+, CAH12N22+, C6H14N202+; M = Na+, K+). 2022, 12, 24647-24653

Unexpected low thermal expansion coefficients of pentadiamond. 2022, 24, 23561-23569

L Exploring the Effects of Doping and Pressure on the Structural, Mechanical and Electronic
47 Properties of B12p2.

Mechanostructures: Rational mechanical design, fabrication, performance evaluation, and industrial
application of advanced structures. 2023, 131, 101021

First-principles insights into the electronic, optical, mechanical, and thermodynamic properties of
145 |ead-free cubic ABO3 [A =Ba, Ca, Sr; B =Ce, Ti, Zr] perovskites. 2022, 12, 085327

First-principles study of the structural and mechanical properties of substitution-doped Mg5Si6.

L Effect of Transversely Isotropic Elasticity on Elastohydrodynamic Lubrication of Point Contacts.
43 2022, 14,3507

High Pressure Study of New Type of MAX Phases: Hf 2 AB 2 (A = In, Sn). 2200102

Microstructure, mechanical properties and wear resistance of rare earth doped WC/steel matrix

141 composites:Experimental and calculations. 2022,

VELAS: An open-source toolbox for visualization and analysis of elastic anisotropy. 2022, 108540

The structural, mechanical and electronic properties of TilAl-based compounds by first-principles
139 calculations. 2022, 28,

Phonon Spectrum of La2Ge207: Ab Initio Calculation.

L First-principles calculations to investigate structural, electronics, optical and mechanical properties
37 of LaRu2P2 compound for superconducting application. 1-9

Structural stabilities, mechanical and thermodynamic properties of chalcogenide perovskite ABS3

(A =Li, Na, K, Rb, Cs; B = Si, Ge, Sn) from Ffirst-principles study. 2022, 137,

77



CITATION REPORT

L Pressure prediction of phase stability, anisotropic elasticity, and thermodynamic properties of Ti 2
35 AC (A=Cd,In) ternary compound.

Quantitative Comparison of Structural and Mechanical Properties of 6-Chloro-2,4-dinitroaniline
Polymorphs.

The first-principle study on structural, mechanical, electronic and optical properties of half-metallic
133 caMmsi206 (M= Co, Fe, Mn) clinopyroxenes. 2022, e00749

Large Negative PoissonB Ratio and Anisotropic Mechanics in New Penta-PBN Monolayer.

131 Evolutionary Search for Novel Thorium Borides toward Advanced Nuclear Fuels. 1

First-Principles Calculations of Physical Properties and Stability of Orthorhombic FeN 2 under High
Pressure. 2200318

Ab initio prediction of half-metallicity in the NaMnZ2 (Z =S, Se, Te) ternary layered compounds.

129 2022, 00754

Computational study of structural, electronic, elastic and vibrational properties of LiAlSi, NaAlSi,
and KAISi Half-Heusler alloys.

Design of elastically isotropic shell lattices from anisotropic constitutive materials for additive

127 maiknufacturing. 2022, 103185

A first-principles study on the potential of MAB2 (M=Nb, ta; A=Co, Ni) ternary borides as
friction-resistance cermet. 2022, 356, 114971

First-principles investigation of mechanical properties, elastic anisotropy, and ultralow lattice

125 thermal conductivities of ductile MgBi alloys. 2022, 206, 111535

Theoretical simulation structural, elastic, electronic, optical, vibrational and thermal properties of
AgGaxIn1-xS2 (x =0, 0.25, 0.5, 0.75, 1). 2022, 206, 111505

123 Strain in Microscale and Nanoscale Semiconductor Heterostructures. 2022, 65-115 o}

An ab-initio study on phase stability, elastic and mechanical properties of Zr doped TiAl2 and
HTAL3 intermetallics.

A DFT Characterization of Structural, Mechanical, and Thermodynamic Properties of Ag9In4 Binary

121 |ntermetallic Compound. 2022, 12, 1852

First-Principles Study on the Electronic Properties and Mechanical Stabilities of Anion-Cation
Multiple-Doped LiFePO 4. 2022, 7,

Chemical Bonding Effects and Physical Properties of Noncentrosymmetric Hexagonal

119 Fluorocarbonates ABCO3F (A: K, Rb, Cs; B: Mg, Ca, Sr, Zn, Cd). 2022, 27, 6840

A first principle study of pressure-induced properties of MoS 2 Graphene heterostructures.




(2022-)

Temperature-dependent structural, mechanical, and thermodynamic properties of B2-phase

17 Ti2AIND for aerospace applications.

Comparative nanoindentation study of geological and biogenic calcite. 2022, 105538

Prediction of structural, electronic, and lattice dynamical properties of ABO3 [A =K, Rb, Cs; B = Sn,

5 sb] perovskite compounds. 2022, 414355

Complete Crystal Structures and Elastic Properties of the Uranyl Minerals Johannite,
Pseudojohannite and Derriksite. 2022, 12, 1503

First-principles study of physical, and superconducting properties of newly discovered full-Heusler

113 compound MgPd2Sb.

Constitutive modeling of structured granular materials with anisotropic grain skeleton and cement
bonds.

111 Al-aided design of multiscale lattice metastructures for controllable anisotropy. 2022, 223, 111254 fe)

Elastic anisotropy and thermal properties of Zr-Al-N ternary nitrides using first-principles
explorations. 2022, 33, 104651

First-principles study of elastic and thermodynamic properties of UO2, ElUO3 and BJ308. 2022,

109 572, 154084

First-principles study on the elastic anisotropy and thermal properties of Mgt compounds. 2022,
171,111034

Elastic anisotropy and thermal properties of M-B-N (M = Al, Ga) systems using first-principles

107 calculations. 2023, 207, 111626

Exploration of physical properties of newly synthesized Kagome superconductor Lalr3Ga2 using
different exchange correlation functionals.

Contributions of bonding heterogeneity to mechanical and thermal properties of rare earth

105 molybdates for thermal barrier coatings. 2023, 173, 111087

Multivariate Analysis of a Highly Effective Drug Combination Tablet Containing the Antiepileptic
Drug Gabapentin to Enhance Pharmaceutical Properties with a Multicomponent Crystal Strategy.

Scrutinized the inherent spin half-metallicity and thermoelectric response of f-electron-based

193 rRbMO3 (M = Np, Pu) perovskites: a computational assessment. 2022, 12,

Microstructure-Sensitive Stochastic Design of Polycrystalline Materials for Quasi-Isotropic
Properties. 1-12

Predictions of structural stability, elastic anisotropy, and thermodynamic properties of TM5Si3C

10T (M = Cr, Mo, and W). 2022, 111648

Customized development of promising Cu-Cr-Ni-Co-Si alloys enabled by integrated machine

learning and characterization. 2022, 118484

79



CITATION REPORT

An efficient analytical method to obtain the homogenised frequency-independent elastic material
9 properties of cross-laminated timber elements. 2022, 117424

First-principle study on the effect of point defects on the mechanical properties, thermal
conductivity, and optical properties of wurtzite AIN. 2023, 207, 111694

97 An orthorhombic carbon allotrope with a quasi-direct band gap and superhard. 2023, 131, 109592 fe)

First-principles calculations to investigate elastic, electronic, optical and thermodynamic properties
of Pt3X (X = Ti, Cu). 2023, 44, 106141

95 Contact of transversely isotropic materials containing inhomogeneities. 2023, 262-263, 112067 o)

Additively-manufactured 3D truss-lattice materials for enhanced mechanical performance and
tunable anisotropy: Simulations & mp; experiments. 2023, 183, 110439

93 Universal measures of strength anisotropy based on local failure. 2023, 305, 116536 fe)

Research progress of high hardness B-C-O compounds. 2023, 111, 106086

Mechanical properties estimation of 2DBD mixed organic-inorganic perovskites based on
91 methylammonium and phenylethyl-ammonium system using a combined experimental and o)
first-principles approach. 2023, 936, 168328

First-principle investigation of the stability and mechanical properties of the binder phase B(B=Co
and Ni) with the maximum solubility of the transition-group elements M(M=V, Ti, Ta, Mo, W and Cr).
2023, 34,105217

89 Magnezyum BazlBMg3Bi Biyo-Emilebilir AlahlarB Elastik Belliklerinin Ab Bitio BlEhasH o)

On the determination of the elastic properties of anisotropic materials from indentation
measurements.

3 Study on Corrosion and Wear Behavior Mechanism of Reactor Material in Metastannic Acid
7 Synthesis. 2022, 12, 2045

Thermal stability and antibacterial activity of Er203, and Co304 scattered in polycaprolactone.
2022,

3 DFT insights into the origin of dO ferromagnetism, mechanical stability, elastic, and acoustic
5 anisotropy in AZrO3 (A=K, rb, Cs) cubic perovskites. 2022, 414521

Theoretical Investigations on Mechanical and Ultrasonic Characteristics of Gallium Nitride
Semiconductor under High Pressure. 2022, 5, 1985-1993

83 First-Principles Prediction of New 2D p-SiPN: A Wide Bandgap Semiconductor. 2022, 12, 4068 o)

Structural stability, elasticity and minimum thermal conductivity of M-doped Mg 17 Al 12 (M[[Ga,

In, Ge, Sn, Pb) compounds: A first-principles predictions.

8o



(2023

Pressure-induced effects on physical and superconducting properties of ThirGe: A DFT

81 investigation.

Theoretical Prediction of Structural, Mechanical, and Thermophysical Properties of the Precipitates
in 2xxx Series Aluminum Alloy. 2022, 12, 2178

79 Schwarz P -surface via isolated sp 2 carbon heptagons: Design and properties. o)

The Rise of 212 MAX Phase Borides: DFT Insights into the Physical Properties of Ti2PB2, Zr2PbB2,
and Nb2AB2 [A =P, S] for Thermomechanical Applications.

First principle calculation of structural, electronic, optical, elastic and thermodynamic properties of
77 group IIA metal iodides: Structure-property correlation. 2022, 111195

First-Principles Study on the Structural, Elastic and Thermodynamic Properties of Binary Pd-Sn
Compounds.

The analysis of structural, elastic, and electronic properties of Na3N compound under high
75 hydrostatic pressure with the first principles method.

The Atomic Structure and Mechanical Properties of ZIF-4 under High Pressure: Ab Initio
Calculations. 2023, 28, 22

73 Temperature-dependent mechanical properties of TaC and HFC. o)

The Mechanical Properties, Structural Stability and Thermal Conductivities of Y, Sc Doped Auln2 by
FirstBrinciples Calculations. 2022, 12, 2121

; A DFT engineering of double halide type perovskites Cs2SiCl6, Cs2GeCl6, Cs2SnCl6 for
7 optoelectronic applications. 2023, 115064

A comparative study of the structural, elastic, thermophysical, and optoelectronic properties of
CazZn2X2 (XEIN, P, As) semiconductors via ab-initio approach. 2023, 44, 106214

6 First-principles Study of Electronic Structural and Mechanical Properties of MgxLa(x=1, 2, 3)
9 Compounds under Pressure. 2023, 38, 192-198

Theoretical exploration of structural, mechanical and thermodynamic properties of Cr5SiB2 under
pressure.

6 First-principles calculations to investigate pressure-driven electronic phase transition of lead-free
7 halide perovskites KMCI3 (ME[Ge, Sn) for superior optoelectronic performance. 2023, 44, 106212

Prediction of the hardest BiFeO3 from first-principles calculations.

65 Superhard orthorhombic BCN allotropes: olm12-BCN and oPm12-BCN. 2023, 132, 109689 o)

Elastic anisotropy, thermal conductivity and tensile properties of MAX phase V2GaC, Nb2GaC and

Ta2GaC: First-principles calculations. 2023, 209, 111800

81



CITATION REPORT

Investigation on the electronic structures, elastic and thermodynamic properties of TiNi, Ti2Ni and
TiNi3 intermetallic compound. 2023, 34, 105273

Elastic and strength properties of statistical volume elements: Determination of isotropic and
homogeneous size limits. 2023, 277-278, 106959

6 Hexagonal and tetragonal ScX (XE:[P, As, Sb) nanosheets for optoelectronics and straintronics.
T 2023,615,156306 ©

Theoretical Investigations on the Structure, Elastic and Thermal Conductivities of Li2ZMO3 (M = Sn,
Zr and Ti) Ceramics. 2023, 231, 153-162

Structural, elastic, optical and thermodynamic properties of CdGeP2 from theoretical prediction.
59 2022,18,781-796 ©

Structural, elastic, mechanical, electronic, damage tolerance, fracture toughness, and optical
properties of CrAlB MAB phases studied by first-principles calculations.

57 Stability and Physical Properties of the L12-fPhase in the CoNiAlTi-System. o)

Microstructure and mechanical property correlation for additively manufactured aluminum-silicon
alloys. 2023, 355-387

Theoretical investigation of the structural, electronic, elastic and optical properties of the new
55 layered ternary chalcogenide tetragonal compounds Cu2MX4 (M = W and Mo; X=S and Se). 2023, o)
321,123880

First-principles insights into structural stability, elastic anisotropies, mechanical and
thermodynamic properties of the HF2GeX (. 2023, 176, 111251

Effect of hydrostatic pressure on structural, mechanical, and electronic properties of energetic
53 molecular perovskite (C6H14N2)(NH2NH3)(ClO4)3: A DFT-D insight.

Phase stability, mechanical properties and thermal conductivity of technetium diborides in
different crystal structures. 2023, 129,

. First-Principles Investigation on Phase Stability, Mechanical Properties, Bonding Characteristic and
5 Slip Properties of Ti-Co Binary Intermetallic Compounds. 2023, 13, 628

Ab-initio calculation of the structural, electronic, mechanical, optical, and thermoelectric properties
of orthorhombic ZnAs compound. 2023, 654, 414722

49 Grain boundary stresses in elastic materials. 2023, 99, 104940 0

Prediction of new stable crystal structures for ternary ErAgTe2 and YAgTe2 semiconductors: Ab
initio study. 2023, 139, 107160

Dependence of predicted bulk properties of hexagonal hydroxyapatite on exchangeborrelation
47 functional. 2023, 224, 112153

Design of hierarchical microstructures with isotropic elastic stiffness. 2023, 229, 111895

82



(2023-2023)

45 On rate dependence and anisotropy in phase field modeling of polycrystalline fracture. 2023, 180, 104606 0

Structural, electronic, elastic and thermal properties of Cr-doped U3Si2: A DFT study. 2023, 579, 154388

Physical and optoelectronic properties of double halide perovskites A2CuSbX6 (AE[Cs, Rb, K; X
43 X[CL, Br, 1) based on first principles calculations. 2023, 570, 111897

Trends in mechanical, anisotropic, electronic, and thermal properties of MAX phases: a DFT study
on M2SX phases. 2023, 35, 105759

Structure and physical properties of predicted MAX phase V2SiC under pressure: A first principle
41 calculation. 2023, 35, 105907

DFT and DFPT calculations of the structural, electronic, optical, vibrational and thermodynamic
properties of silicon tetraborate. 2023, 35, e00796

First-principles study of structural, elastic, optoelectronic and thermoelectric properties of
39 B-site-ordered quadruple perovskite Ba4Bi3NaO12. 2023, 322, 123955

Exploring the structural, electronic, optical and mechanical properties of Mo5Si3C under pressure.
2023, 113, 106216

Effect of nonstoichiometry on anisotropy of elastic properties of disordered cubic zirconium
37 carbide ZrC. 2023, 113, 106192

CALPHAD aided mechanical properties screening in full composition space of NbC-TiC-VC-ZrC
ultra-high temperature ceramics. 2023, 113, 106191

First-principles studies of behavior of hydrogen and mechanical properties of TiCrTaV high-entropy
35 alloys. 2023, 35, 105929

Observation of low thermal expansion behavior and weak thermal anisotropy in M3A2C phases.
2023, 154, 210-216

Comparative study of the structural, mechanical, electronic, optical and thermodynamic properties
33 of superconducting disilicide YT2Si2 (T=Co, Ni, Ru, Rh, Pd, Ir) by DFT simulation. 2023, 178, 111342

First-principles calculations to investigate mechanical, electronic, optical, and thermodynamic
properties of Zr-based ternary compounds. 2023, 23, 1417-1434

Additively manufactured three-dimensional lightweight cellular solids: Experimental and numerical
3T analysis. 2023, 226, 111641

Pressure-dependent semiconductorthetal transition and elastic, electronic, optical, and
thermophysical properties of orthorhombic SnS binary chalcogenide. 2023, 45, 106236

5 Red shift of lead-free halide perovskite RbCaCl3 under pressure for enhancing optoelectronic
9 performance. 2023, 98, 035806

Analysis of the structural, elastic constants, electronic, optical, dynamical, and thermodynamic in

dicalcium silicate with various pressures. 2023, 210, 111869

83



CITATION REPORT

5 Enhancement of thermoelectric performances in n-type RbCrZ (Z = S, Se, Te) half-metallic
7 ferromagnetic alloys via charge carrier concentration or chemical potential. 2023, 653, 414678

Pressure and temperature effects on (TiZrTa)C medium-entropy carbide from first-principles. 2023,
23,2288-2300

25 Temperature-dependent elasticity of single crystalline graphite. 2023, 220, 112045 o)

Influence of octahedral site chemistry on the elastic properties of biotite. 2023, 50,

Electronic, mechanical, optical and thermodynamic properties of the quaternary semiconductors
23 Sr3GeMgN4 and Ba3GeMgN4. 2023, 290, 116292

Interatomic interactions, zone-centre phonons and elastic properties of mixed pyrochlore
A2GaSbO7 (AFLY, Dy and Gd): a theoretical study. 2023, 46,

Structural, mechanical, electronic, and thermoelectric properties of TiZrCo2Bi2, TiHFCo2Bi2, and

21 ZrHfFCo2Bi2 double half Heusler semiconductors.

DFT insights into Nb-based 211 MAX phase carbides: Nb2AC (A = Ga, Ge, Tl, Zn, P, In, and Cd). 2023,
13, 5538-5556

Elastic, electronic, optical, and thermodynamic properties of M2SeC (M = HF, Zr) under high
19 pressure. 2023, 13, 025154

The First-Principles Investigation of Structural Stability, Mechanical, Vibrational, Thermodynamic,
and Optical Properties of CaHFfS3 for Optoelectronic Application. 2023, 2023, 1-13

L Theoretical investigation of the structural, electronic, elastic and optical properties of the ternary
7 monoclinic compounds KGaQ2 (Q =S, Se and Te). 2023, 46,

Ab-initio study of C2/c, Cmca-12, Pbcn and P6122 phases of solid hydrogen. 2023, 655, 414772

L First-principles calculations to investigate the structural, electronic, magnetic and thermoelectric
5 properties of ARh204 (A:[Co, Ni, Cu, Zn) oxides. 2023, 572, 170604

Microstructure hull and design. 2023, 299-419

13 Anomalous Mechanical Behaviour Arising From Framework Flexibility. 2023, 65-112 o)

Exploring Zn doped [0? - Cu 6 Sn 5 : Structural stability, fracture toughness and thermal
conductivity.

The Mechanism of Dendrite Formation in a Solid-State Transformation of High Aluminum Fe-Al

T Alloys. 2023, 16, 2691

SbSel'nin Anizotropik Elastik Belliklerine BasBcA Etkileri: DFT HesaplamasH

84



CITATION REPORT

Green Diamond: A Superhard Boron Carbonitride with Bandgap in Green-Light Region and
9 Anisotropic High Carrier Mobilities. 2023, 14, 3403-3412

First-principle investigations of structural, electronic, thermal, and mechanical properties of
AlP1KBix alloys. 2023, 29,

Insights to the fracture toughness, damage tolerance, electronic structure, and magnetic
7 properties of carbides M2C (M = Fe, Cr). 2023, 10, 046515

An atomistic modeling study of high-throughput RVO3(R=La, Nd) perovskites for efficient solar
energy conversion materials. 2023, 660, 414879

First-principles calculation of structural stability and mechanical properties of Cr doped Mo2C
5 carbide. 2023, 34,

Prediction of lattice distortion and mechanical behavior of tetragonal phase
(Bi0.2Na0.2Ba0.25r0.2Ca0.2)TiO3 high-entropy perovskite with A-site disorder from first-principles
calculations. 2023, 170205

DFT based comparative analysis of the physical properties of some binary transition metal carbides
3 XC (X = Nb, Ta, Ti). 2023,

Ab initio predictions of the structural, electronic, optical, elastic, and thermoelectric properties of

quasi-two-dimensional BaFZnP. 2023, e00809

First-principles investigation of phonon spectrum, elastic, mechanical and thermophysical
characteristics of an actinide-oxide ceramic. 2023, 324, 124102



