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Cp calcul ab initio

Cv calcul ab initio

Cp expérimental Wacker 1947

fit du Cp ab initio
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Thermodynamics of fluoride compounds for front end nuclear fuel cycle 

Approach

Background:

- Thermodynamic behaviour of fluoride compounds (condensed and 
gaseous phases) involved in front end nuclear fuel cycle, more 
precisely during the conversion and deconversion process

Aims:

- Thermodynamic support to interpret and understand the 
experimental results obtained in the laboratory and at industrial
scale
- Optimisation of the management of fluoride compounds in the 
nuclear fuel cycle

Methods: 

- Thermodynamic databases establishment using the CALPHAD 
(CALculation PHAse Diagram) method

- Thermodynamic properties calculations of solid and gaseous
compounds deduced from ab initio calculations using the Density
Functional Theory

- Chemical process engineering calculations with prosim code

Collaborations (academic, industrial):

AREVA-COMURHEX, 
Laboratoire Commun de Recherche « Chimie du fluor » Université 
Blaise Pascal – Clermont-Ferrand/CNRS/COMURHEX
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