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21 First-principles calculations of the elastic, phonon and thermodynamic properties of Al12Mg17. Acta
Materialia, 2010, 58, 4012-4018. 3.8 103
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Lattice dynamics, thermodynamics, and bonding strength of lithium-ion battery materials
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27 Effects of alloying elements on elastic properties of Ni3Al by first-principles calculations.
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28 Elastic properties of cubic, tetragonal and monoclinic ZrO2 from first-principles calculations.
Journal of Nuclear Materials, 2011, 415, 13-17. 1.3 82

29 Extreme elastic anisotropy of cementite, Fe3C: First-principles calculations and experimental evidence.
Scripta Materialia, 2008, 59, 814-817. 2.6 81

30 First-principles calculations of binary Al compounds: Enthalpies of formation and elastic properties.
Calphad: Computer Coupling of Phase Diagrams and Thermochemistry, 2011, 35, 562-573. 0.7 81
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32 Effects of alloying elements on elastic properties of Ni by first-principles calculations.
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34 Temperature-dependent elastic stiffness constants of Î±- and Î¸-Al<sub>2</sub>O<sub>3</sub>from
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35 The development and application of a thermodynamic database for magnesium alloys. Jom, 2008, 60,
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36 Fabrication and Characterization of Beaded SiC Quantum Rings with Anomalous Red Spectral Shift.
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38 Lattice dynamics, thermodynamics and elastic properties of monoclinic Li2CO3 from density
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39 Thermodynamic and mechanical properties of lanthanumâ€“magnesium phases from density functional
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40 Temperature-dependent ideal strength and stacking fault energy of fcc Ni: a first-principles study of
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2007, 91, . 1.5 61
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75 A first-principles study of the diffusion coefficients of alloying elements in dilute Î±-Ti alloys. Physical
Chemistry Chemical Physics, 2016, 18, 16870-16881. 1.3 39
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first-principles. Intermetallics, 2012, 22, 17-23. 1.8 28

108
Thermodynamic description of the Ti-Mo-Nb-Ta-Zr system and its implications for phase stability of Ti
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thermodynamic analysis. APL Materials, 2020, 8, . 2.2 28
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first-principles calculations. Data in Brief, 2018, 20, 1537-1551. 0.5 24

123 Phonon and thermodynamic properties of Alâ€“Mn compounds: A first-principles study. Computational
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126 Control of Phase in Tin Sulfide Thin Films Produced via RF-Sputtering of SnS2 Target with
Post-deposition Annealing. Journal of Electronic Materials, 2016, 45, 499-508. 1.0 23
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127 Phase transformation in Tiâ€“48Alâ€“6Nb porous alloys and its influence on pore properties. Materials
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135 Revealing the Microstates of Body-Centered-Cubic (BCC) Equiatomic High Entropy Alloys. Journal of
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143 Data set for diffusion coefficients of alloying elements in dilute Mg alloys from first-principles. Data
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144 Quantum behavior of water nano-confined in beryl. Journal of Chemical Physics, 2017, 146, 124307. 1.2 18
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Unveiling dislocation characteristics in <mml:math
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