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Conduction Mechanisms in Oxided€"“Carbonate Electrolytes for SOFC: Highlighting the Role of the
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Implicit Solvation Using a Generalized Finite-Difference Approach in CRYSTAL: Implementation and
Results for Molecules, Polymers, and Surfaces. Journal of Chemical Theory and Computation, 2018, 14, 5.3 8
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Combined Computational and Experimental Study of CdSeS/ZnS Nanoplatelets: Structural, Vibrational,
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Revealing the Origins of Mechanically Induced Fluorescence Changes in Organic Molecular Crystals. 91.0 82
Advanced Materials, 2018, 30, e1800817. )



20

22

24

26

28

30

32

34

36

FRA©DA©RIC LABAT

ARTICLE IF CITATIONS
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Electrostatic Embedding To Model the Impact of Environment on Photophysical Properties of
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Towards the modeling of quantum-dot sensitized solar cells: from structural and vibrational
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Defect Formation and Diffusion on the (001) Surface of LiKCO3 for Fuel Cell Applications: Insight from a1 .
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Investigation of the bulk and surface properties of CdSe: insights from theory. Physical Chemistry
Chemical Physics, 2014, 16, 23251-23259.

Modeling Dye-Sensitized Solar Cells: From Theory to Experiment. Journal of Physical Chemistry 46 104
Letters, 2013, 4, 1044-1050. )

Revisiting the importance of dye binding mode in dye-sensitized solar cells: a periodic viewpoint.
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First-Principles Modeling of Dye-Sensitized Solar Cells: Challenges and Perspectives. Accounts of 15.6 194
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