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Fundamental limitation of electrocatalytic methane conversion to methanol. Physical Chemistry
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Efficient Charge Separation in 2D Janus van der Waals Structures with Built-in Electric Fields and
Intrinsic pa€“n Doping. Journal of Physical Chemistry C, 2018, 122, 24520-24526.
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Promising quaternary chalcogenides as high-band-gap semiconductors for tandem
photoelectrochemical water splitting devices: A computational screening approach. Physical Review
Materials, 2018, 2, .
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Two-Dimensional MXenes as Catalysts for Electrochemical Hydrogen Evolution: A Computational
Screening Study. Journal of Physical Chemistry C, 2017, 121, 13593-13598.
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Sulfide perovskites for solar energy conversion applications: computational screening and synthesis
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Atomically Thin Ordered Alloys of Transition Metal Dichalcogenides: Stability and Band Structures.
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Perovskites. Journal of Physical Chemistry Letters, 2016, 7, 4346-4352. ’
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Phase Transition of MoS<sub>2</sub> Bilayer Structures. Journal of Physical Chemistry C, 2016, 120,
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Band-gap engineering of functional perovskites through quantum confinement and tunneling. 3.9 13
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