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Design of nanocatalysts: hype or hope? 
 

 

In this talk, I revise the concept of nanoparticles' design for target applications starting from an accurate analysis 

of their geometrical features [1]. From this point of view, thermal activated rearrangements and phase changes in 

metallic nanoparticles acuire a new and stronger meaning [2]. After a brief introduction on the numerical tools we 

have developed, I address the need to include those effects to predicting chemo-physical properties of nanosized 

metallic or bimetallic objects. As paradigmatic example, I show the prediction of optimal Pt-based nanocatalyts for 

oxygen reduction reaction [3]. 
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