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First-Principles Study of Lithium Cobalt Spinel Oxides: Correlating Structure and Electrochemistry. 8.0 31
ACS Applied Materials &amp; Interfaces, 2018, 10, 13479-13490. :

Tunable metal-insulator transition, Rashba effect and Weyl Fermions in a relativistic charge-ordered
ferroelectric oxide. Nature Communications, 2018, 9, 492.

High thermoelectric performance in <mml:math
xmlns:mml="http:/lwww.w3.0rg/1998/Math/MathML"> <mml:msub> <mml:mi>BaAgYTe</mml:mi> <mm|:mn>3</mrgl:‘[nn> </nH8I:msub><
via low lattice thermal conductivity induced by bonding heterogeneity. Physical Review Materials, ’

Ultralow Thermal Conductivity, Multiband Electronic Structure and High Thermoelectric Figure of
Merit in TICuSe. Advanced Materials, 2021, 33, e2104908.

Bonding Hierarchy Gives Rise to High Thermoelectric Performance in Layered Zintl Compound

BaAu2P4. Chemistry of Materials, 2018, 30, 7760-7768. 6.7 28

Lithium Niobate-Type Oxides as Visible Light Photovoltaic Materials. Chemistry of Materials, 2016, 28,
25-29.

Intrinsically Low Lattice Thermal Conductivity Derived from Rattler Cations in an AMM&€2Q3 Family of 6.7 2
Chalcogenides. Chemistry of Materials, 2019, 31, 8734-8741. )

Computational Discovery of Stable Heteroanionic Oxychalcogenides ABXO (A, B = Metals; X = S, Se, and) Tj ETQql 1.0.784314 rgBT

First-principles calculations and experimental studies of <i>XYZ</[i><sub>2</[sub> thermoelectric
compounds: detailed analysis of van der Waals interactions. Journal of Materials Chemistry A, 2018, 6, 10.3 20
19502-19519.

Inorganic Halide Perovskitoid TIPbl<sub>3</sub> for lonizing Radiation Detection. Advanced
Functional Materials, 2021, 31, 2006635.

Structural determination and electronic properties of the 4dperovskite SrPdO3. Physical Review B,
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