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Predictive Crystal Plasticity Modeling of Single Crystal Nickel Based on First-Principles Calculations.
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DFTTK: Density Functional Theory ToolKit for high-throughput lattice dynamics calculations.
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Ab initio simulations on the pure Cr lattice stability at OK: Verification with the Fe-Cr and Ni-Cr
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Thermodynamic properties of the Nd-Bi system via emf measurements, DFT calculations, machine
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Thermodynamic re-assessment of pure chromium using modified segmented regression model.
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DID Code: A Bridge Connecting the Materials Genome Engineering Database with Inheritable
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Experimental phase diagram, thermodynamic modeling and solidified microstructure in the
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Experimental validation of ScheilGulliver simulations for gradient path planning in additively L
555 manufactured functionally graded materials. Materialia, 2020, 11, 100689 32 7
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Experimental and computational studies of melting of the spinel phase in the FeAlD ternary L
541 system. Calphad: Computer Coupling of Phase Diagrams and Thermochemistry, 2020, 70, 101798 9
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Local electronic descriptors for solute-defect interactions in bcc refractory metals. Nature
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High Performance Anion Exchange Membrane Fuel Cells Enabled by Fluoropoly(olefin) Membranes.
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Thermodynamic properties and phase stability of the Ba-Bi system: A combined computational and
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Synthesis and understanding of Na11Sn2PSe12 with enhanced ionic conductivity for all-solid-state
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study. Acta Materialia, 2018, 147, 261-276
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3 Computation of entropies and phase equilibria in refractory V-Nb-Mo-Ta-W high-entropy alloys. 3
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First-principles thermodynamic theory of Seebeck coefficients. Physical Review B, 2018, 98,

Thermodynamic Assessment of the Ag-Se System Aided by First-Principles Calculations. Journal of
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synchrotron experiments. Thermochimica Acta, 2018, 668, 142-151
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109, 700-708

423  Stacking disorder in metastable NiSn4. Materials and Design, 2016, 109, 324-333 81 7
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