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The presentation will highlight various aspects of transition metal catalyzed transformations that 

can be addressed by computational studies: activity, selectivity, kinetic aspects, ligand electronic 

properties. The purpose is to show, through various examples, the breadth of information that can 

be provided by computational studies, and how the latter are a necessary complementary tool to 

many experimental studies.   

 

 

 

 

 

 
 
 
 
 
 
 
 


