Abstract Graphic .
Models of NO adsorption on transition metal-TiO2 surface with three different adsorption ratios: (a) the single metal atom adsorption model, (b) the 2:2 ratio adsorption model and (c) the 1:3 ratio adsorption model (A/B=Fe, Cu and Mn).
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Highlights. 


The interaction and adsorption effect of NO-transition metal carriers were studied by 13 models.
The mixed adsorption of transition metal atoms is beneficial to the structural stability of NO adsorption on the transition metal carrier.

A large number of active electron clusters are distributed around the Mn and Fe atoms and are in large-area contact with the N atoms of NO.

 The 3Mn+1Fe-TiO2 model has the best effect by comparing the electron exchange and adsorption structure between NO and transition metal of different adsorption ratio models.

