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Fig 3 B3LYP/6-31G(d) optimized ntermediate structures n the N,O +CO reaction over FeD * (GZ ")
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Fig 4 B3LYP/6-31G(d) optim ized transition state structures in the N,O +FeéD * reaction to
form OFeD * and Fe(0,) *

Bond lengths in rm, bond angles in degree Barrier heights(E in kJ/mol) arewith regect o the reactants in their ground states
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Fig 5 B3LYP/6-31G(d) optinized transition state structures n the CO, +FeD * reaction to

form OFeD * and Fe(0,) *

Bond lengths in rm, bond angles in degree Barrier heights(E in kJ/mol) arewith repect © the reactants in their ground states
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Theoretical Studies on the Reduction of N,O by CO on FeO " (Z *)

WANG Yao, FU Gang, CHEN ZeNing, WAN HuiL in’
(State Key Laboratory of Physical Chenistry of Solid Surfaces College for Chamistry and
Chemical Engineering, Xiamen U niversity, Xiamen 361005, China)

Abstract The reduction of N,O by CO was investigated at the level of B3LYP/6-311 + G(2d) //B3LYP/
6-31G(d), using FED" as amodel catalyst The calculation results shov that FeO" is an effective catalyst
which can pick up the O atom fran N,O and then deliver it o CO o accamplish the overall O-trander  Two
pecies, Fe(0,) " and OFeD ", were located during the reactions W hile Fe(O,) * isfound © bemore stable
than OFeD " ; the latter is shown  be more active than the former

Keywords FeD"; O-trander, Reduction of N,O
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