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One-Shot Approach for Enforcing Piecewise Linearity on Hybrid Functionals: Application to Band Gap
Predictions. Journal of Physical Chemistry Letters, 2022, 13, 3066-3071.

Strain-Dependent Surface Defect Equilibria of Mixed lonic-Electronic Conducting Perovskites. 6.7 ;
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Tuning Point Defects by Elastic Strain Modulates Nanoparticle Exsolution on Perovskite Oxides.
Chemistry of Materials, 2021, 33, 5021-5034.
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Resolved via Ab Initio Molecular Dynamics. Journal of Physical Chemistry C, 2021, 125, 15233-15242. )

The role of doping and microstructure on hydrogen solubility in monoclinic ZrO2: Experimental
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revealed and quantified by density functional theory, random walk analysis, and Rinetic Monte Carlo
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