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Research Areas/Interest 

• Study of structure and reactivity of molecular systems 

• Study of intermolecular interactions and the influence of the solvent on the 
structure, spectroscopic properties and reactivity of molecular systems 

• Conformational study and properties of molecular systems with biological 
activity using the methods of theoretical chemistry 

• Determination of potential energy surfaces, dynamics and mechanism of 
chemical reactions 

Investigation of the spatial structure and 
determination of the reactivity descriptors that 
characterize the chemical systems. Study of 
intra-and intermolecular interactions and 
investigation the influence of the solvent 
nature on the spatial structure, electronic and 
spectroscopic properties and the reaction 
capacity of molecular systems. Spectroscopic 
characterization and study of transitions 
between energy levels that characterize the 
investigated systems in the ground and 
excited state. Molecular modeling. Theoretical 
approach of the complex systems containing 
transition metals. 

Study of the conformational structure 
and spatial distribution of the electron 
density of the molecular systems with 
properties, or of interest, in the biological 
field. Correlation between structural 
parameters and biological reactivity 
properties of the studied molecular 
systems. Study of the reaction dynamics 
using the computational chemistry 
investigation methods. The 
determination of the reaction 
mechanisms based on the potential 
energy surface that characterizes the 
reaction system.  
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