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Figure Captions

Figure S1. Optimized structures of the 3 — 1 site of Co—ferrierite before (left) and after (right)
molecular dynamics simulations. The distances are in A. Silicon atoms are in gray, oxygen
atoms in red, aluminum atoms in yellow, and cobalt atom in violet.

Figure S2. Optimized structures of the 3 — 1 site of Cu—ferrierite before (left) and after (right)
molecular dynamics simulations. The distances are in A. Silicon atoms are in gray, oxygen
atoms in red, aluminum atoms in yellow, and copper atom in pink.

Figure S3. Optimized structures of the a site of Co—ferrierite before (left) and after (right)
molecular dynamics simulations. The distances are in A. Silicon atoms are in gray, oxygen
atoms in red, aluminum atoms in yellow, and cobalt atom in violet.

Figure S4. Optimized structures of the a site of Cu—ferrierite before (left) and after (right)
molecular dynamics simulations. The distances are in A. Silicon atoms are in gray, oxygen
atoms in red, aluminum atoms in yellow, and copper atom in pink.

Figure S5. Optimized structures of the § — 2 site of Co—ferrierite before (left) and after (right)
molecular dynamics simulations. The distances are in A. Silicon atoms are in gray, oxygen
atoms in red, aluminum atoms in yellow, and cobalt atom in violet.

Figure S6. Optimized structures of the B — 2 site of Cu—ferrierite before (left) and after (right)
molecular dynamics simulations. The distances are in A. Silicon atoms are in gray, oxygen
atoms in red, aluminum atoms in yellow, and copper atom in pink.

Figure S7. Optimized structures of the 3 — 1 site of NO—Co—ferrierite before (left) and after
(right) molecular dynamics simulations. The distances are in A and the bond angle in degrees.
Silicon atoms are in gray, oxygen atoms in red, aluminum atoms in yellow, nitrogen atom in

blue, and cobalt atom in violet.



Figure S8. Optimized structures of the 3 — 1 site of NO—-Cu—ferrierite before (left) and after
(right) molecular dynamics simulations. The distances are in A and the bond angle in degrees.
Silicon atoms are in gray, oxygen atoms in red, aluminum atoms in yellow, nitrogen atom in
blue, and copper atom in pink.

Figure S9. Optimized structures of the a site of NO—Co—ferrierite before (left) and after
(right) molecular dynamics simulations. The distances are in A and the bond angle in degrees.
Silicon atoms are in gray, oxygen atoms in red, aluminum atoms in yellow, nitrogen atom in
blue, and cobalt atom in violet.

Figure S10. Optimized structures of the a site of NO—Cu—ferrierite before (left) and after
(right) molecular dynamics simulations. The distances are in A and the bond angle in degrees.
Silicon atoms are in gray, oxygen atoms in red, aluminum atoms in yellow, nitrogen atom in
blue, and copper atom in pink.

Figure S11. Optimized structures of the  — 2 site of NO—Co—ferrierite before (left) and after
(right) molecular dynamics simulations. The distances are in A and the bond angle in degrees.
Silicon atoms are in gray, oxygen atoms in red, aluminum atoms in yellow, nitrogen atom in
blue, and cobalt atom in violet.

Figure S12. Optimized structures of the § — 2 site of NO—Cu—ferrierite before (left) and after
(right) molecular dynamics simulations. The distances are in A and the bond angle in degrees.
Silicon atoms are in gray, oxygen atoms in red, aluminum atoms in yellow, nitrogen atom in

blue, and copper atom in pink.









Figure S3




Figure S4









10






173.2
1.683_1.155

Figure S9

12



——— s A il \
\, e \ S/ \
™, . - > \\.._ zs. \ i
- BT = e s \\ 7 \
BT \,
e Y N
” \ | \ ) — .
o) ) \ |
II Y / \\\ .|I
/ \ At
\‘-.\ \\\ ? N\

4 [ \ f .l'l - 3 \_\
f_f P \
| e | | \

< e s [ \
| o T T 2 b
/ e ¥ 3 ‘~\_“
\ % =

Figure S10

13



14



6 1.926 < 6 1.898 G
7 2.136\ 7 2.299 /
Conf.1 . Conf. 2 /

Figure S12

15



