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MAIN RESEARCH INTERESTS 

 

 Molecular simulation of molecular liquids, polymer solutions and amorphous 

melts, crystalline polymers, solid state systems  

 Development of novel force fields to use in molecular simulations    

 Quantum mechanical (ab initio, Density Functional Theory) calculations for the 

study of molecular and solid-state systems  

 Development of novel theoretical models and techniques at the nanoscale level 

 Photovoltaic materials, polymers, associating liquids   

 Complex systems  
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