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Unraveling the Symmetry Effects on the Second-Order Nonlinear Optical Responses of Molecular
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Taming the Lewis Superacidity of Non-Planar Boranes: C-H Bond Activation and Non-Classical
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Rational Development of a Metal-Free Bifunctional System for the C-H Activation of Methane: A
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Engineering Approach. Crystal Growth and Design, 2019, 19, 5544-5556 354
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29 Journal of Physical Chemistry C, 2019, 123, 7318-7335
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Investigation of the Electronic Excited-State Equilibrium Geometries of Three Molecules
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functional theory. Physical Chemistry Chemical Physics, 2018, 20, 27658-27667
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334 Switches. Journal of Physical Chemistry C, 2018, 122, 26160-26168 3 5

Aromaticity as a Guiding Concept for Spectroscopic Features and Nonlinear Optical Properties of

Porphyrinoids. Molecules, 2018, 23,
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Predicting Keto-Enol Equilibrium from Combining UV/Visible Absorption Spectroscopy with
Quantum Chemical Calculations of Vibronic Structures for Many Excited States. A Case Study on 28 15
Salicylideneanilines. Journal of Physical Chemistry A, 2018, 122, 5370-5374

Theoretical investigation of curved Etonjugated fullerene flakes: open-shell character, aromaticity,
and third-order nonlinear optical property. Journal of Physical Organic Chemistry, 2017, 30, e3581

Assessing Density Functional Theory Approaches for Predicting the Structure and Relative Energy
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Simulation of the UV/Visible Absorption Spectra of Fluorescent Protein Chromophore Models.
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The first hyperpolarizability of nitrobenzene in benzene solutions: investigation of the effects of
electron correlation within the sequential QM/MM approach. Physical Chemistry Chemical Physics, 3.6 28
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Joint Experimental and Theoretical Investigation. Chemistry - A European Journal, 2015, 21, 18749-57

PPV Polymerization through the Gilch Route: Diradical Character of Monomers. Chemistry - A 3
European Journal, 2015, 21, 19176-85 4-

The Fourier Space Restricted HartreeBock Method for the Electronic Structure Calculation of
One-Dimensionally Periodic Systems. Advances in Quantum Chemistry, 2015, 71, 153-194

Explicit versus implicit solvation effects on the first hyperpolarizability of an organic
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Implementation in the Pyvib2 program of the localized mode method and application to a helicene.
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Diradicalology in third-order nonlinear optical systems: Second hyperpolarizabilities of
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In situ nitroxide-mediated polymerization of styrene promoted by the
N-tert-butyl-Bsopropylnitrone/bpo pair: ESR investigations. Journal of Polymer Science Part A,
2013, 51, 1786-1795

Design and characterization of molecular nonlinear optical switches. Accounts of Chemical Research,
2013, 46, 2656-65 24.3 253
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open-shell singlet systems. Journal of Chemical Physics, 2013, 138, 244306
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2H-cyclopenta[2,1-b:3,4-b?]dithiophene-2,6(4H)-diones. Tetrahedron, 2013, 69, 2260-2267 45
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