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efficient metal-free catalysts. Applied Surface Science, 2016, 378, 418-425
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nanocluster. Structural Chemistry, 2017, 28, 735-748 ) 53
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Nitrogen-doped (6,0) carbon nanotubes: A comparative DFT study based on surface reactivity
descriptors. Computational and Theoretical Chemistry, 2013, 1015, 1-7

Functional group effect of isoreticular metaldrganic frameworks on heavy metal ion adsorption.
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N 2 O reduction over a fullerene-like boron nitride nanocage: A DFT study. Physics Letters, Section A:

281 General, Atomic and Solid State Physics, 2017, 381, 2085-2091 23 30

A theoretical evidence for cooperative enhancement in aerogen-bonding interactions: Open-chain

clusters of KrOF2 and XeOF2. Chemical Physics Letters, 2016, 662, 80-85




(2016-2008)

14N and 170 electric field gradient tensors in benzamide clusters: Theoretical evidence for
279  cooperative and electronic delocalization effects in NH?O hydrogen bonding. Chemical Physics, 23 30
2008, 348, 175-180
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5 Tuning of pnicogen and chalcogen bonds by an aerogen-bonding interaction: a comparative ab L 5
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49 P20 interactions by an anion-bond. Journal of Molecular Graphics and Modelling, 2015, 57, 99-105

Si-embedded boron-nitride nanotubes as an efficient and metal-free catalyst for NO oxidation.
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study and DFT calculations. Ecotoxicology and Environmental Safety, 2018, 165, 533-539
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