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Figure S1. DMol? optimized geometries for H,O, CIONO, and N,Os. Distances are in

angstrom, and angles are in degree. The values in parentheses are experimental data.

Figure S2. Possible configurations of adsorbed CIONO,; on the NaCl (100) surface.

Figure S3. Possible configurations of adsorbed N,Os on the NaCl (100) surface.

Figure S4. Optimized geometries of the “free products” on the NaCl (100) surface.

Figure S5. Reaction schemes of CIONO, and N,0s with HCI or H,O on the NaCl
(100) surface. The calculated data without zero-point energy (ZPE) correction are in

black and with zero-point energy (ZPE) correction are in red.

Figure S6. Reaction schemes of H,O adsorption and reconstruction on the NaCl (100)
surface. The calculated data without zero-point energy (ZPE) correction are in black

and with zero-point energy (ZPE) correction are in red.

Figure S7. Reaction schemes of CIONO, and N,Os with the reconstructed NaCl (100)
surface. The calculated data without zero-point energy (ZPE) correction are in black

and with zero-point energy (ZPE) correction are in red.



Figure S1. DMol? optimized geometries for H,O, CIONO; and N,Os. Distances are in

angstrom, and angles are in degree. The values in parentheses are experimental data.
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Figure S2. Possible configurations of adsorbed CIONO; on the NaCl (100) surface.

Ak A A

3.133 2.629 2.797

OOOO 0000 OOOO OOOO

Y ¥ & i

oézio 003220 05530 05530
oooo oeoo oooo 0300

0.00 0.00 0000 0000

I-13 I-14 I-15 I-16



3414 3413 2701 '2.696 EISSO

@000 0000 0000 OOOO

II-1 I1-2 I1-3 11-4

e

3 6383 226 2.737 2.667 2?6?9351 2.868212
0009 0000 0009 0000
11-5 11-6 11-7 11-8

1?
43.521

400(} 35

3 2.595 3349767
0000 0000 0000 0.00
11-9 11-10 I-11 11-12
H Y }3’ ?

3.414%, o0 2804 3.297 2.769254

0000 0000 OOOO 000

II-13 I1-14 II-15 II-16

Figure S2 (Continued)



Sg;f’ 684 ,%805 =.ﬁé7’ (.?é%%%l
0000 0000 0000 0000

II-1 I11-2 I11-3 I11-4

55553625 ssstig S e 3B
0000 OOOO 0000 0000

III-5 I11-6 III-7 I11-8

Figure S2 (Continued)



Figure S3. Possible configurations of adsorbed N,Os on the NaCl (100) surface.
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Figure S4. Optimized geometries of the “free products” on the NaCl (100) surface.
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Figure S5. Reaction schemes of CIONO, and N,0s with HCI or H,O on the NaCl

(100) surface. The calculated data without zero-point energy (ZPE) correction are in

black and with zero-point energy (ZPE) correction are in red.
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Figure S6. Reaction schemes of H,O adsorption and reconstruction on the NaCl (100)
surface. The calculated data without zero-point energy (ZPE) correction are in black

and with zero-point energy (ZPE) correction are in red.
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Figure S7. Reaction schemes of CIONO, and N,Os with the reconstructed NaCl (100)

surface. The calculated data without zero-point energy (ZPE) correction are in black

and with zero-point energy (ZPE) correction are in red.
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