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Despite the widespread adoption of computational tools across chemistry, the design of asymmetric 

catalytic reactions is not yet routine. In this talk I discuss some of the inherent challenges involved in the 
quantitative prediction of stereoselectivities, and our ongoing approaches to overcome them.[1] We present 

approaches for the design of new phosphoramidite ligands for asymmetric transition metal catalysis. 

Alternative approaches, based on a full mechanistic study of competing pathways[2] or on the development 

of quantitative structure-enantioselectivity relationships will be compared.[3] 
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