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Présentation

Whether during my P2N (Physics, Numerical Physics) master's internship or during my doctoral research work, I worked on solving various problems requiring the understanding of physical phenomena as well as the use of different languages. programming, software to solve equations or process data. The scientific points of which I have acquired solid skills are the following:
-Molecular dynamics
-Molecular dynamics with tensorial electronic friction
-Parametrization of force field
-Integration of polarization implicitly or explicitly
-Semi-empirical electronic structure calculation, specifically at SCC-DFTB level
-Define empirical parameters to calculate SCC-DFTB atomic charges
-Ionization of systems
-Excited charge transfer states
To summarize, my interest is in the study of phenomena (reactivity, diffusion, interaction, parametrization) involving the modeling of molecular systems.
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