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Figure S1. (a) Oxidation pathway of NO on Fe;N4-F. (b) Oxidation pathway of Hg” on Fe;N,-F.
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Figure S2. (a) Oxidation pathway of NO on Fe;N,-H. (b) Oxidation pathway of Hg’ on Fe;N,- H.
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Figure S3. (a) Oxidation pathway of NO on Fe;N,-Cl. (b) Oxidation pathway of Hg" on Fe;N4-Cl.
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Figure S4. (a) Oxidation pathway of NO on Fe;N,-1. (b) Oxidation pathway of Hg® on Fe;N,-I.
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Figure S5. (a) Oxidation pathway of NO on Fe;N4-CN. (b) Oxidation pathway of Hg on Fe;N,-CN.
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Figure S6. (a) Oxidation pathway of NO on Fe;N;-O,. (b) Oxidation pathway of Hg® on Fe;N4-O,.
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Figure S7. (a) Oxidation pathway of NO on Fe;N,-NHj. (b) Oxidation pathway of Hg' on Fe;N,-NHj.
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Figure S8. (a) Oxidation pathway of NO on Fe;N,-NO,. (b) Oxidation pathway of Hg" on Fe;N,-NO,.
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Figure S9. (a) Oxidation pathway of NO on Fe;N,-H,0. (b) Oxidation pathway of Hg® on Fe;N4-H,O.
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Figure S10. Free energy diagram of NO oxidation on Fe;N4-H.
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Figure S11. Free energy diagram of NO oxidation on Fe;N4-H,O0.

FS




2.0
Fe1N4'F —1-69
1.49 I
1.5 ‘—| |
I ‘\ :
; 10 - I \ |
o ! \
> ! \ !
2 [ !
[(}] 05' | 1 I
o \ I
) I
o) | | |
o) 0.00 1-0.04 |
L 004 = : ity ;
\ \
I
05 \\_0_51 ’l \-0.46
: - _-066
'1.0 T ] I I 1 1 )
ISO IMO IS1 TS IM1 IM2 FS

Figure S12. Free energy diagram of NO oxidation on Fe;N4-F.
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Figure S13. Free energy diagram of NO oxidation on Fe;N4-NH;.
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Figure S14. Free energy diagram of NO oxidation on Fe;N4-O;.
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Figure S15. Free energy diagram of NO oxidation on Fe;N4-CN.
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Figure S16. Free energy diagram of NO oxidation on Fe;N4-1.
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Figure S17. Free energy diagram of NO oxidation on Fe;N4&-NO,.
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Figure S18. Free energy diagram of NO oxidation on Fe;N4-Cl.
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Figure S19. Free energy diagram of NO oxidation on Fe;N4-Br.
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Figure S20. Microkinetic modeling analyses of the overall flue gas pressure and temperature functions in

the process of catalytic oxidation NO by Fe;N4-Cl.
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Figure S21. Microkinetic modeling analyses of the overall flue gas pressure and temperature functions in

the process of catalytic oxidation NO by Fe;N4-Br.
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Figure S22. Microkinetic modeling analyses of the overall flue gas pressure and temperature functions in

the process of catalytic oxidation NO by Fe;N4-1.
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Figure S23. Microkinetic modeling analyses of the overall flue gas pressure and temperature functions in

the process of catalytic oxidation NO by Fe;N4s-NO,.
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Figure S24. Microkinetic modeling analyses of the overall flue gas pressure and temperature functions in

the process of catalytic oxidation NO by Fe;N4-H.
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Figure S25. Microkinetic modeling analyses of the overall flue gas pressure and temperature functions in

the process of catalytic oxidation NO by Fe;N4-O,.
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Figure S26. Microkinetic modeling analyses of the overall flue gas pressure and temperature functions in

the process of catalytic oxidation NO by Fe;N,-NH;.



