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Supervisor  TSYBIZOVA Alexandra 

Supervisor page  https://scholar.google.com/citations?user=_a-pLxQAAAAJ&hl=en  

Host Institution  Sorbonne Université 
https://www.sorbonne-universite.fr/en   

Research Lab  Parisian Institute of Molecular Chemistry 
https://ipcm.fr/en/en-home/  

Research Team  Organic and biological structural chemistry  
https://ipcm.fr/index.php/en/en-research/en-presentation-csob/  

 

Project Title 

Multireference Electronic Structure Methods for Spin-State Energetics in Iron Catalysis  

 

Project Description 

This fully computational project focuses on the development and validation of multireference electronic 
structure methods for iron complexes with closely lying spin states. Wavefunction-based approaches 
will be applied to quantify spin-state energetics and reaction profiles, and benchmarked against existing 
high-quality experimental reference data. The goal is to establish reliable computational protocols for 
spin-dependent reactivity in iron-based catalysis.  

 

Keywords  

computational chemistry, multireference methods, spin-state energetics  

 

Description of the Host Research Lab 

The IPCM (Institut Parisien de Chimie Moléculaire/Parisian Institute for Molecular Chemistry) is a joint 
research unit between Sorbonne Université and CNRS (Centre National de la Recherche Scientifique). 
The expertise in molecular chemistry in the broadest sense, the great diversity of the teams and the 
laboratory’s high-performance technical platforms lead to research ranging from the structuring of matter 
on a molecular scale to materials, involving know-how in inorganic and organic chemistry, polymer 
science, nanoscience, and even the interfaces with biology. The scientific results of the IPCM, in relation 
to the major societal challenges, have an impact on fields ranging from health, the environment and new 
energies to information technologies. 

 

 

 

 

 
To submit your application, please fill in the survey at the following link:   

https://msca-pf.sorbonne-universite.fr 
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