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Giant Enhancement of Seebeck Coefficient by Deformation of Silicene Buckled Structure in

Calciuméa€intercalated Layered Silicene Film. Advanced Materials Interfaces, 2022, 9, 2101752.

Giant Enhancement of Seebeck Coefficient by Deformation of Silicene Buckled Structure in
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Potential. Materials Transactions, 2022, 63, 475-483.

First-principles calculation of electronic density of states and Seebeck coefficient in
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Intrinsic defect formation and the effect of transition metal doping on transport properties in a
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metastable phase. Applied Physics Express, 2021, 14, 115505. :
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True bulk As-antisite defect in GaAs(1A1A0) identified by DFT calculations and probed by STM/STS 61 8
measurements. Applied Surface Science, 2020, 511, 145590. )

Atomic and Effective Pair Interactions in FeC Alloy with Point Defects: A Cluster Expansion Study. IS|)
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Development of Fe-C interatomic potential for carbon impurities in I-iron. Computational Materials 3.0 13
Science, 2018, 150, 510-516. :
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First-Principles Study of BCC/FCC Phase Transition Promoted by Interstitial Carbon in Iron. Materials 1o 16
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Diffusion Properties of Carbon in Fe-C Alloy using New Tersoff Potential. The Proceedings of the
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Another Way of Looking at Reactivity Enhancement in Large-Area Graphene: The Role of Exchange
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Effect of oxygen vacancy on the adsorption of O2 on anatase TiO2(001): A DFT-based study. Surface
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DFT+U study on the oxygen adsorption and dissociation on CeO2-supported platinum cluster. Applied 61 2
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Analysis of band gap formation in graphene by Si impurities: Local bonding interaction rules. Chemical
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NO adsorption effects on various functional molecular nanowires. Computational Materials Science,
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Bonding of Pt/Fe overlayer and its effects on atomic oxygen chemisorption from density functional
theory study. Surface Science, 2008, 602, 3415-3423.
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2008,77,. )
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