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containing heterocycles by computational studies "=

12 months of post-doctoral position is available at the University of Pau at IPREM in the area
of computational chemistry. The research will be carried out in collaboration with the group of Prof.
Shih-Yuan Liu from Boston College. Salary will be around 2300 € per month, and this project is
funded by I-SITE, E2S-UPPA (https://e2s-uppa.eu/en/jobs.html). In addition to research work, the
contract involves 64 hours of teaching per year. Candidates are advised to apply as early as possible.
The contract will begin in October 2019.

The project concerns the development of boron-nitrogen heterocycles and their potential
utility as synthetic reagents and optoelectronic materials.

The relation between structure and electronic, spectroscopic and optical properties of these
new compounds will be investigated by computational chemistry. Calculations will be mainly
performed using Density Functional Theory (Gaussian, ADF programs...). Particular attention will be
focused on the understanding/description of new catalytic transformations involving metal transition
complexes with these boron-nitrogen heterocycles as ligands. Mechanistic studies (homogenous
catalysis) will be carried out in order to anticipate or rationalize reactivity.

Quialifications : The candidate should have a PhD in Physical-Chemistry and a strong experience in
the application of theoretical methods for studying electronic and optical properties. Strong expertise
in the theoretical investigation of reaction mechanisms is required, with a major part of the experience
being focused on the description of reaction pathways. The postdoctoral fellow will mainly use DFT
methods (Gaussian, ADF programs,...). Knowledge of ONIOM, QM/MM methods will be
appreciated. The candidate should be very enthusiastic and should appreciate to work on a
collaborative experimental-theoretical project.

Laboratory : Institut des Sciences Analytiques et de Physico-Chimie pour I’Environnement et les
Matériaux (IPREM, UMR 5254). Hélioparc 2 avenue P. Angot, 64053 Pau cedex 09 (France).

Contact : Miqueu Karinne, e-mail : karinne.miqueu@univ-pau.fr, phone : +33(0)559407577
Sotiropoulos Jean-Marc, e-mail : jean-marc.sotiro@univ-pau.fr, phone : +33(0)559407578

Please send CV + motivation letter + recommendations.
Keywords : DFT — Electronic/optical properties - Energy profiles - Homogeneous catalysis.
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