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Exploring the Interaction of lonic Liquids with Al112N12 and Al12P12 Nanocages for Better
Electrode-Electrolyte Materials in Super Capacitors. Journal of Molecular Liquids, 2021, 117828

C10F as a potential anode material for alkali-ion batteries; a quantum chemical approach.
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DFT study on the sensitivity of silver-graphene quantum dots for vital and harmful analytes. Journal
of Physics and Chemistry of Solids, 2021, 153, 110028

Theoretical investigation of halides encapsulated Na@B40 nanocages for potential applications as

108 anodes for sodium ion batteries. Materials Science in Semiconductor Processing, 2021, 121, 105437 43
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Molecular Structure, 2021, 1246, 131204

Sensing of toxic Lewisite (L1, L2, and L3) molecules by graphdiyne nanoflake using density
go  functional theory calculations and quantum theory of atoms in molecule analysis. Journal of 21 10
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Nonlinear optical response of sodium based superalkalis decorated graphdiyne surface: A DFT

study. Optik, 2020, 218, 165033




(2020-2020)

High sensitivity of graphdiyne nanoflake toward detection of phosgene, thiophosgene and
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84  Ratiometric Photoacoustic Chemical Sensor for Pd lon. Analytical Chemistry, 2020, 92, 4721-4725 78 6

Synthesis, structural properties, enzyme inhibition and molecular docking studies of
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A comprehensive DFT study on the sensing abilities of cyclic oligothiophenes (nCTs). New Journal of
50 Chemistry, 2019, 43, 14120-14133

Role of Pyridine Nitrogen in Palladium-Catalyzed Imine Hydrolysis: A Case Study of
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