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(JE AMLET.) Understanding and discovering novel reactions through reactivity prediction is a key
research area at [CReDD. Prof. Varnek's group deals with development of models based on Neural
Network Potentials, which reproduce energy and gradients obtained at DFT level of theory. Such
models can significantly accelerate reaction path searches compared to time consuming quantum
calculations.
In this context, the candidate will have the opportunity to work on the following research topics:
(1) Application of accelerated reaction path search to better understand key chemical reactions.
(2) Insilico discovery of new reactions and/or design of experimental conditions, using fast reaction
path searches.
(3) Exploiting reaction path data through machine learning algorithms for innovative applications.
(4) Further accelerating reaction path search, using advanced artificial intelligence techniques.
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Prof. Alexandre Varnek (Principal Investigator of ICReDD of Hokkaido University)
Faculty of Chemistry, University of Strasbourg,
4, rue B. Pascal, Strasbourg 67081 FRANCE
Phone: +33-3.68.85.15.60
E-mail: varnek AT unistra.fr
URL: https://www.icredd.hokudai.ac.jp/varnek-alexandre
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