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Application of DFT+U Method in Transition Metal Oxides Catalyst
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Abstract: Density functional theory (DFT) has been widely used in the field of catalyst theory research.
However, the traditional DFT has many drawbacks in the study of strongly correlated systems. The present study
briefly introduced transition metal oxide catalysts and density functional theory calclations correlated by on-site
coulomb intereactions (DFT+U) , reviewed the applications of transition metal oxide catalysts in environmental
catalysis, photocatalysis, electrocatalysis, and the studies of the transition metal oxides catalysts with DFT+U
method in recent years. It gives ideas for the further study in the design and improvement of transition metal
oxides catalysts with DFT+U.
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