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Prevailing charge transfer in the reaction of protonated and neutral nitric oxide: A theoretical and
experimental study. International Journal of Mass Spectrometry, 2022, 471, 116724.

Metalloceneincorporated Hybrid Singly Na€Methyl Na€€onfused Calixphyrins: Synthesis,
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Insights into the role of F26 residue in the FMN: ATP adenylyltransferase activity of Staphylococcus
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Structural isolation of NIR absorbing ferrocenyl bridged N-confused fused expanded phlorin,
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Dalton Transactions, 2021, 50, 14421-14431.

Molecular insights into the mechanism of substrate binding and catalysis of bifunctional FAD
synthetase from Staphylococcus aureus. Biochimie, 2021, 182, 217-227.

Fluoride ion promoted NH deprotonation of dioxaPhlorin with NIR absorption <i>vs.</i> acid induced
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characterization. Journal of Porphyrins and Phthalocyanines, 2021, 25, 436-446.
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spectroscopic and theoretical characterization. Journal of Porphyrins and Phthalocyanines, 2021, 25,
966-974.

Perimeter Coordinated Diastereomeric Rh(l) Complex of Helically Twisted Weakly Aromatic Hybrid 3.9 8
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Targeting COVID-19 (SARS-CoV-2) main protease through active phytocompounds of ayurvedic
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Tropylium cation-fused aromatic [26]dicarbaporphyrinoids with NIR absorptions: Synthesis,
spectroscopic and theoretical characterization. Journal of Porphyrins and Phthalocyanines, 2020, 24, 0.8 1
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Targeted synthesis of meso-aryl substituted aromatic trans-doubly N-confused dithia/diselena [18]
porphyrins (1.1.1.1) with NIR absorption: spectroscopic and theoretical characterization. Organic and 2.8 8
Biomolecular Chemistry, 2020, 18, 6058-6062.

<i>meso<[i>-Aryl substituted stable unorthodox 5,10-porphodimethenes with [+,12 and TZ,TZ-<i>N</i>-methy|
pyrrole connectivities: synthesis and spectroscopic, solid state and theoretical characterization.
Organic and Biomolecular Chemistry, 2019, 17, 6131-6135.

Salt bridges are pivotal for the Rinetic stability of GH26 endo-mannanase (ManB-1601). International 75 13
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Sesaminol diglucoside, a water-soluble lignan from sesame seeds induces brown fat thermogenesis in

mice. Biochemical and Biophysical Research Communications, 2018, 507, 155-160.

Mono-nuclear copEer complexes mimicking the intermediates for the binuclear copper center of the
subunit Il of cytochrome oxidase: a peptide based approach. Dalton Transactions, 2016, 45, 17624-17632.

Mechanistic Variants in Gas-Phase Metal-Oxide Mediated Activation of Methane at Ambient Conditions.
Journal of the American Chemical Society, 2016, 138, 11368-11377.

Electronic Origins of the Variable Efficiency of Room-Temperature Methane Activation by Homo- and
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How Does Tunneling Contribute to Counterintuitive H-Abstraction Reactivity of Nonheme Fe(IV)O
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A tutorial for understanding chemical reactivity through the valence bond approach. Chemical

Society Reviews, 2014, 43, 4968-4988. 381 58

Theory Uncovers an Unusual Mechanism of DNA Repair of a Lesioned Adenine by AIRB Enzymes. Journal
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Structural and Functional Characterization of a Cytochrome P450 2B4 F429H Mutant with an Axial
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Dichotomous Hydrogen Atom Transfer vs Proton-Coupled Electron Transfer During Activation of
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Chemical Society, 2013, 135, 17090-17104.

A Theory for Bioinorganic Chemical Reactivity of Oxometal Complexes and Analogous Oxidants: The
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Nonheme Iron Oxidant Formed in the Presence of H<sub>2<[sub>O<sub>2<[sub> and Acetic Acid Is the
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A Single-Site Mutation (F429H) Converts the Enzyme CYP 2B4 into a Heme Oxygenase: A QM/MM Study.
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The Origins of Dramatic Axial Ligand Effects: Closedd€8hell Mn<sup>V</[sup>O Complexes Use
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Modeling Ca€“H Abstraction Reactivity of Nonheme Fe(IV)O Oxidants with Alkanes: What Role Do
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Trends in Aromatic Oxidation Reactions Catalyzed by Cytochrome P450 Enzymes: A Valence Bond
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Photophysical and Duplexa€DNAa€Binding Properties of Distamycin Dimers Based on 4,4a€24€-and
2,25€25€Dialkoxyazobenzenes as the Core. Chemistry - an Asian Journal, 2008, 3, 1949-1961.

pH Dependence of a 310-Helix versus a Turn in the M-Loop Region of PDE4: Observations on PDB Entries

40 and an Electronic Structure Study. Journal of Chemical Theory and Computation, 2008, 4, 974-984.

5.3 2

an)

Design, Synthesis, and DNA Binding Properties of Photoisomerizable Azobenzenea”Distamycin
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