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Fullerene: a DFT study.. RSC Advances, 2021, 11, 34402-34409 37

A mechanistic DFT study of selective ethylene oxidation to ethylene oxide catalyzed by Pd-doped
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B-doped C3N monolayer: a robust catalyst For oxidation of carbon monoxide. Theoretical Chemistry
Accounts, 2019, 138, 1

A DFT study on NO reduction to NO using Al- and P-doped hexagonal boron nitride nanosheets.
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Catalytic reduction of N20O over Si-embedded MoS2 monolayer: A single-atom catalyst approach.
271 Inorganic Chemistry Communication, 2019, 108, 107504
A promising and new single-atom catalyst for CO oxidation: Si-embedded MoS2 monolayer. Journal
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Carbon-doped boron nitride nanosheet as a promising catalyst for N20 reduction by CO or SO2

237 molecule: A comparative DFT study. Applied Surface Science, 2018, 444, 584-589 67 28

N20 + CO reaction over single Ga or Ge atom embedded graphene: A DFT study. Surface Science,
2018, 667, 105-111
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NO molecule. Chemical Physics Letters, 2018, 691, 172-177

229 Anionic tetrel bonds: An ab initio study. Chemical Physics Letters, 2018, 691, 394-400 25 26

The strengthening effect of a halogen, chalcogen or pnicogen bonding on halogenlinteraction: a
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