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Structural Features of the [C4mim][Cl] lonic Liquid and Its Mixtures with Water: Insight from a 1H 06 ;
NMR Experimental and QM/MD Study. Journal of Physical Chemistry B, 2021, 125, 13255-13266. :
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Magnetic excitation and readout of methyl group tunnel coherence. Science Advances, 2020, 6,
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Molecular aggregation in liquid acetic acid: insight from molecular dynamics/quantum mechanics
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Electron parama%netic resonance of a copper doped
[(CH<sub>3<[sub>)<sub>2<[sub>NH<sub>2<[sub>][Zn(HCOO)<sub>3</sub>] hybrid perovskite
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Aqueous acidities of primary benzenesulfonamides: Quantum chemical predictions based on density
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transitions. Low Temperature Physics, 2014, 40, 1077-1082. 0.6 15
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Photoabsorption of Acridine Yellow and Proflavin Bound to Human Serum Albumin Studied by Means
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A quantum mechanics/molecular dynamics study of electric field gradient fluctuations in the liquid
phase. The case of Na<sup>+</sup>in aqueous solution. Physical Chemistry Chemical Physics, 2013, 15,
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NMR and Raman Spectroscopy Monitoring of Proton/Deuteron Exchange in Aqueous Solutions of
lonic Liquids Formln% Hydrogen Bond: A Role of Anions, Self-Aggregation, and Mesophase Formation. 2.6 21
Journal of Physical Chemistry B, 2013, 117, 10211-10220.

Amyloid Fibril-Induced Structural and Spectral Modifications in the Thioflavin-T Optical Probe.

Journal of Physical Chemistry Letters, 2013, 4, 70-77.

Hydrogen Bonding in Pyridine <i>N«</i>-Oxide/Acid Systems: Proton Transfer and Fine Details Revealed

by FTIR, NMR, and X-ray Diffraction. Journal of Physical Chemistry A, 2012, 116, 8753-8761. 25 2
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NMR Spin&€“Spin Coupling Constants in Polymethine Dyes as Polarity Indicators. Chemistry - A European

Journal, 2012, 18, 11677-11684.

Hybrid density functional theory/molecular mechanics calculations of two-photon absorption of
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Density Functional Theory/Molecular Mechanics Approach for Electronic <i>g«/i>-Tensors of
Solvated Molecules. Journal of Physical Chemistry B, 2011, 115, 4350-4358.

Excitation Energies in Solution: The Fully Polarizable QM/MM/PCM Method. Journal of Physical
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Fluorescence and phosphorescence of acetone in neat liquid and aqueous solution studied by QM/MM
and PCM approaches. International Journal of Quantum Chemistry, 2011, 111, 1511-1520.

Computational protocols for prediction of solute NMR relative chemical shifts. A case study of
<scp>L</scp>a€tryptophan in aqueous solution. Journal of Computational Chemistry, 2011, 32, 2853-2864.

Intramolecular soft modes and intermolecular interactions in liquid acetone. Physical Review B, 2011,
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NMR and Quantum Chemistry Study of Mesoscopic Effects in lonic Liquids. Journal of Physical
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The Effect of Solvation on the Mean Excitation Energy of Glycine. Journal of Physical Chemistry
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Modeling the Structure and Absorption Spectra of Stilbazolium Merocyanine in Polar and Nonpolar
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Prediction of spin-spin coupling constants in solution based on combined density functional
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NMR and DFT study on media effects on proton transfer in hydrogen bonding: concept of molecular
probe with an application to ionic and super-polar liquids. Physical Chemistry Chemical Physics, 2009,
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Solvent effects on the nitrogen NMR shielding and nuclear quadrupole coupling constants in
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On the Accuracy of Density Functional Theory to Predict Shifts in Nuclear Magnetic Resonance
Shielding Constants due to Hydrogen Bonding. Journal of Chemical Theory and Computation, 2008, 4,
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On the performance of quantum chemical methods to predict solvatochromic effects: The case of
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Linear Response Theory in Connection to Density Functional Theory/Molecular Dynamics and Coupled
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Discrete and Continuum Approaches. Journal of Physical Chemistry A, 2007, 111, 4199-4210. 2.5 [
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