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Oxidation of methane by an N-bridged high-valent diirona€“oxo species: electronic structure
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Anticancer properties, apoptosis and catecholase mimic activities of dinuclear cobalt(ll) and copper(ll)
Schiff base complexes. Bioorganic Chemistry, 2020, 95, 103561.
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Theoretical studies on concerted versus two steps hydrogen atom transfer reaction by non-heme
MnIV/IIIFEO complexes: how important is the oxo ligand basicity in the Ca€“H activation step?. Dalton
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Cit;H Bond Activation by Metala€“Superoxo Species: What Drives High Reactivity?. Angewandte Chemie -

International Edition, 2015, 54, 564-568. 13.8 28

Synthesis, characterization, theoretical studies and catecholase like activities of [MO<sub>6</sub>]
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Exploring solvent dependent catecholase activity in transition metal complexes: an experimental and
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A combined experimental and theoretical approach to investigate the structure, magnetic properties
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Exploring catecholase activity in dinuclear Mn(<scp>ii</scp>) and Cu(<scp»ii</scp>) complexes: an
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Interplay of Electronic Cooperativity and Exchange Coupling in Regulating the Reactivity of
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Computational Examination on the Active Site Structure of a (Peroxo)diiron(lll) Intermediate in the
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Structures, bonding and reactivity of iron and manganese high-valent metal-oxo complexes: A
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Unprecedented isolation of a dinuclear tin (Il) complex stabilized by pyridine&d€2,6a€dimethanol: structure,
DFT and in vitro screening of cytotoxic properties. Applied Organometallic Chemistry, 2019, 33, e5006.

How to identify a smoker: a salient crystallographic approach to detect thiocyanate content. RSC p 12
Advances, 2021, 11, 16881-16891. :

Mechanistic insights into the allylic oxidation of aliphatic compounds by tetraamido

iron(<scp>v<[scp>) species: A Ca€“H <i>vs.<[i> Oa€“H bond activation. New Journal of Chemistry, 2020, 44,
19103-19112.

Elucidating the contribution of solvent on the catecholase activity in a mononuclear Cu(ll) system:

An experimental and theoretical approach. Journal of Molecular Structure, 2021, 1244, 130878. 3.6 1
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Computational studies on potential new anti-Covid-19 agents with a multi-target mode of action.
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A side-on Mn(iii)a€“peroxo supported by a non-heme pentadentate N3Py2 ligand: synthesis,

characterization and reactivity studies. Dalton Transactions, 2021, 50, 2824-2831. 33 7

Electronic structures, bonding, and spin state energetics of biomimetic mononuclear and bridged
dinuclear iron complexes: a computational examination. Structural Chemistry, 2021, 32, 1473-1488.

Novel {Cu4} and {Cu4Cd6} clusters derived from flexible aminoalcohols: synthesis, characterization,
crystal structures, and evaluation of anticancer properties. Dalton Transactions, 2021, 50, 11941-11953.

Electronic structures, bonding and energetics of non-heme mono and dinuclear iron-TPA complexes: a
computational exploration. Structural Chemistry, 2021, 32, 2007-2018.

Effect of the ring size of TMC ligands in controlling C&4€*H bond activation by metal-superoxo species.
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Dataset for Modelling Reaction Mechanisms Using Density Functional Theory: Mechanism of
<i>ortho<[i>-Hydroxylation by High-Valent Iron-Oxo Species. Dataset Papers in Science, 2014, 2014, 1-7.

Electronic structures, bonding aspects and spectroscopic parameters of homo/hetero valent bridged
dinuclear transition metal complexes. Spectrochimica Acta - Part A: Molecular and Biomolecular 3.9 3
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Structure, DFT studies and evaluation of catechol oxidase (CO) mimic activity of mononuclear Co(ll)

complexes derived from aminoalcohols: an experimental and theoretical approach. Journal of
Biomolecular Structure and Dynamics, 2022, 40, 8740-8751.




