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9 Bandgap engineering and optoelectronic properties of all-inorganic lead-free Pd-based double
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10 Revealing the influence of B-site doping on the physical properties of CsPbI3: A DFT investigation.
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12 Photoelectron Transfer Mediated by the Interfacial Electron Effects for Boosting Visible-Light-Driven
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13 High-Throughput computational screening of Single-atom embedded in defective BN nanotube for
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Design, 2022, 22, 1073-1082. 1.4 14
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17 Effect of rare-earth doping on adsorption of carbon atom on ferrum surface and in ferrum
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The effects of cation and halide anion on the electronic and optical properties of Ti-based double
perovskite: A first-principles calculations. Journal of Physics and Chemistry of Solids, 2021, 150,
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High-throughput screening of transition metal single-atom catalyst anchored on Janus MoSSe basal
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24 The mechanical, electronic and optical properties of BiPX4 (Xâ€¯=â€¯S, Se): a theoretical study. Materials
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25 Theoretical screening of group IIIA-VIIA elements doping to promote hydrogen evolution of MoS2
basal plane. Applied Surface Science, 2021, 542, 148535. 3.1 31

26 (Li,Na)SbS2 as a promising solar absorber material: A theoretical investigation. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2021, 250, 119389. 2.0 6

27 Stable and high efficiency mixed-cation lead-based halide perovskite: A theoretical study. Physica B:
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28 First-principles study of the stability, mechanical, electronic and optical properties of Cd0.75Hg0.25Se.
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29 Theoretical study of mixed-halide influence on the stability and electronic properties of CsCd(Cl/Br)3.
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30 Pressure-induced band gap tuning in Cs2TiBr6: A theoretical study. Journal of Solid State Chemistry,
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32 Efficient electrochemical CO2 reduction on C2N monolayer supported transition metals trimer
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Cs<sub>2</sub>TiI<sub>6âˆ’x</sub>Br<sub>x</sub>. New Journal of Chemistry, 2020, 44, 13613-13618. 1.4 29
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48 Carbon Dioxide Conversion Upgraded by Hostâ€•guest Cooperation between Nitrogenâ€•Rich Covalent
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MOF-aided topotactic transformation into nitrogen-doped porous Mo<sub>2</sub>C mesocrystals
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52 Recent Advances on Metalloporphyrinâ€•Based Materials for Visibleâ€•Lightâ€•Driven CO<sub>2</sub>
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54 First-principles study of the structural stability, electronic and optical properties of CH3-F NH3GeI3
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electrocatalysis via strong interfacial electronic effects. Nano Energy, 2020, 75, 104981. 8.2 39
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(oxy)hydride/molybdenum sulfide/graphene composite. Chemical Engineering Journal, 2020, 397, 125454. 6.6 32
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The effect of divalent europium doping on stability and electronic properties of
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69 First-principles insight into the structural, mechanical, electronic and optical properties of Be3X2 (X) Tj ET
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70 Understanding structure-function relationships in HZSM-5 zeolite catalysts for photocatalytic
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applications. Applied Physics Express, 2019, 12, 082011. 1.1 6

72 Tuning electronic and optical properties of CsPbI3 by applying strain: A first-principles theoretical
study. Chemical Physics Letters, 2019, 732, 136642. 1.2 40
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86 An Ultraâ€•Robust and Crystalline Redeemable Hydrogenâ€•Bonded Organic Framework for Synergistic
Chemoâ€•Photodynamic Therapy. Angewandte Chemie - International Edition, 2018, 57, 7691-7696. 7.2 303

87
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90 A promising lead-free fluoride carbonate SHG material designed from a theoretical perspective.
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