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scope of activities:  

 

Computer simulation and pulse-radiolysis measurement based research 

addressing the energy deposition and impact of ionizing radiation on 

aqueous solutions, mechanistic understanding of high-temperature water 

radiolysis, solvent effects on properties and reactions of transient radical 

species, analysis of  hydrogen bonding interaction, ion solvation in binary 

solvents. 

 

Present and future activities:  

• Molecular dynamics simulation based study of hydrogen bonding and 

solvent effects in aqueous systems at ambient and supercritical 

conditions. 

• Kinetic studies of transient radical species in binary aqueous solutions.  

• Mechanistic understanding of high-temperature water radiolysis. 

• Interdisciplinary basic research supporting the nuclear energy 

applications, including:  

      - numerical simulation of LWR coolant chemistry,  

      - analysis of hydrogen generation,  

      -development of methods for controlling oxidising  

        environment. 
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List of internship proposal in this research team: 

Kinetic simulation of complex chemical systems.  A traineeship is related to the computational chemical 

kinetics and concerns numerical simulation and kinetic analysis of multi-reactant systems.  


