
 

 

 Heterogeneous  Catalysis: A Sustainable Future  

 

 

 

 

 

 

 

 

 Theoretical Background and Computational Methods  

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 Poisoning free CO oxidation over NinCu Cluster  

 

 

 

 Nin+1 NinCu    

 

 

Nin+1 NinCu    

 

 

 

 

 

 

 Mechanistic insight into PdmCun Clusters  Implication to the CO2 

Hydrogenation  

 

 

 

 

 

 

 

 

 

 Determining the CO Oxidation Activity of Supported Pt3M Clusters

 

 



 

 

Cu2O  

 Cu2O  

 

 

 

 

 Conclusions and Future Prospects  

 

 

 

 

 

   

 

 

 


