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Physics and Chemistry of Solids, 2022, 165, 110701.
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Cu vacancy engineering of cage-compound BaCu2Se2: Realization of temperature-dependent hole
concentration for high average thermoelectric figure-of-merit. Chemical Engineering Journal, 2022,
437, 135302.
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45062 Property changes in two-dimensional electride bilayers through compression, sliding, and twisting.
Applied Surface Science, 2022, 586, 152596. 3.1 4
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room temperature NO2 sensing. Journal of Hazardous Materials, 2022, 432, 128623. 6.5 15

45067 Mechanism insight into MnO for CHx(xÂ =Â 1 to 3) hydrogenation and C1-C1 coupling processes on
Co(0001) surface: A DFT and kMC study. Applied Surface Science, 2022, 586, 152840. 3.1 2
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45070 Structure and electronic properties of LnScO3 compounds: A GGAÂ +Â U calculation. Computational
Materials Science, 2022, 208, 111350. 1.4 1
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half-Heusler semiconductors. Journal of Solid State Chemistry, 2022, 310, 123020. 1.4 17
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approach for band structure calculations. Computational Materials Science, 2022, 208, 111324. 1.4 6
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firstâ€“principles study. Surfaces and Interfaces, 2022, 30, 101833. 1.5 3
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Materials Today Communications, 2022, 31, 103432. 0.9 0
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Today Communications, 2022, 31, 103452. 0.9 2
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Nanostructures, 2022, 140, 115221.
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45086 Surface stability of WN ultrathin films under O2 and H2O exposure: A first-principles study. Applied
Surface Science, 2022, 588, 152940. 3.1 5
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45088 Investigation of electronic stabilities and properties of Mn-doped Janus WSSe monolayer.
Computational Condensed Matter, 2022, 31, e00677. 0.9 2
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45093 Adsorption of hydrated Al3+ on the kaolinite (001) surface: A density functional theory study. Applied
Clay Science, 2022, 223, 106498. 2.6 16

45094 Mechanistic insights into benzene oxidation over CuMn2O4 catalyst. Journal of Hazardous Materials,
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45095 Predicted crystal structures of AlN4 at high pressure. Solid State Communications, 2022, 348-349,
114745. 0.9 0
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Power Sources, 2022, 532, 231335. 4.0 15
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45105 First-principles study of the effect of aluminum content on the elastic properties of Cu-Al alloys.
Materials Today Communications, 2022, 31, 103399. 0.9 5
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State Communications, 2022, 350, 114773. 0.9 0
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nickel-cobalt alloy sites as bifunctional catalysts for Znâ€“air batteries with stable cycling over 600
cycles. Applied Surface Science, 2022, 591, 153070.
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122082. 0.8 1
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reaction. Journal of Molecular Structure, 2022, 1259, 132746. 1.8 10

45114 Surface effect of the MgCl2 support in Zieglerâ€“Natta catalyst for ethylene polymerization: A
computational study. Applied Surface Science, 2022, 589, 153002. 3.1 38
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supercapacitors. Journal of Colloid and Interface Science, 2022, 617, 304-314. 5.0 18

45125 Density functional theory study of CH4 dissociation and C C coupling on W-terminated WC(0001)
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Journal of Colloid and Interface Science, 2022, 617, 578-584. 5.0 12
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45156 Unraveling the active sites of Cs-promoted Ru/Î³-Al2O3 catalysts for ammonia synthesis. Applied
Catalysis B: Environmental, 2022, 310, 121269. 10.8 12

45157 Electric resonance-induced hydrate dissociation acceleration to extract methane gas. Fuel, 2022, 321,
124014. 3.4 4

45158 Hybridized heterostructure of CoS and MoS2 nanoparticles for highly-efficient and robust
bifunctional water electrolysis. Applied Surface Science, 2022, 592, 153196. 3.1 17

45159 Design, crystal structures, electronic structures and absorption spectra of MnSe Te1âˆ’MoO6: A first
principles exploration. AEJ - Alexandria Engineering Journal, 2022, 61, 9235-9241. 3.4 0
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