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ARTICLE IF CITATIONS

Molecular dynamics simulations provide structural insight into binding of cyclic dinucleotides to
human STING protein. Journal of Biomolecular Structure and Dynamics, 2022, 40, 10250-10264.

Conformational energies and equilibria of cyclic dinucleotides<i>in vacuo</i>and in solution:
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Proteina€“Ligand Interactions in the STING Binding Site Probed by Rationally Designed Single-Point
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Ligand Strain and Its Conformational Complexity Is a Major Factor in the Binding of Cyclic
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Ligand Strain and Its Conformational Complexity Is a Major Factor in the Binding of Cyclic
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Journal of Quantum Chemistry, 2016, 116, 622-633.
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Interactions of small gold clusters, Aun (n=14€"3), with graphyne: Theoretical investigation. Journal of
Molecular Graphics and Modelling, 2014, 54, 80-89.

Watson&€“Crick versus imidazopyridopyrimidine base pairs: theoretical study on differences in stability
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Glucose interaction with Au, Ag, and Cu clusters: Theoretical investigation. International Journal of
Quantum Chemistry, 2013, 113, 1062-1070.

Do coinage metal anions interact with substituted benzene derivatives?. Journal of Molecular 18 8
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Theoretical Investigation on Antioxidant Activity of Bromophenols from the Marine Red Alga
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Food Chemistry, 2013, 61, 1534-1541.
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Computational investigation of thermochemical properties of non-natural C-nucloebases: different

hydrogen-bonding preferences for non-natural Watsona€"“Crick base pairs. Structural Chemistry, 2013,
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Comparison of gas phase intrinsic properties of cytosine and thymine nucleobases with their O-alkyl
adducts: different hydrogen bonding preferences for thymine versus O-alkyl thymine. Journal of 1.8 4
Molecular Modeling, 2013, 19, 2993-3005.
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Interactions of coinage metal clusters with histidine and their effects on histidine acidity;

theoretical investigation. Organic and Biomolecular Chemistry, 2012, 10, 9373.

Influence of metal complexation on acidity of cytosine nucleosides: Part |, Li+, Na+ and K+ cation. 0.4 5
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Interactions of Glutathione Tripeptide with Gold Cluster: Influence of Intramolecular Hydrogen
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What roles do boron substitutions play in structural, tautomeric, base pairing and electronic
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Structural behavior of sugar radicals formed by proton transfer reaction of deoxycytidine cation 20
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Structures, stabilities &amp; conformational behaviors of hydrogen-atom abstractions of cytosine
nucleosides: AIM &amp; NBO analysis. Computational and Theoretical Chemistry, 2011, 971, 19-29.

DFT STUDY ON CONFORMATIONAL BEHAVIOR OF HYDROGEN ION ABSTRACTIONS OF CYTOSINE
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Conformational behavior and potential energy profile of gaseous histidine. Computational and
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Anion interactions of cytosine nucleobase and its nucleosides: Detailed view from DFT study.
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