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Fig. S1 Optimized geometries for gaseous HNO;, H,O and HCI molecules as well as the bulk NaCl. The distances
are in angstrom, and the angles are in degree. The values in parentheses are experimental data. Purple ball: Na;

green ball: CI; blue ball: N; red ball: O; white ball: H
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Fig. S2 Equivalent adsorption configurations of the water molecule on the NaCl (100) surface. Purple ball: Na;
green ball: CI; red ball: O; white ball: H
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Fig. S3 Configuration of the transition state and the configurations before and after the water diffusion along the
step on the stepped (710) surface. The distances are in angstrom. Purple ball: Na; green ball: CI; red ball: O; white
ball: H. TS2: the transition state
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Fig. S4 Configuration of the transition state and the configurations before and after the water diffusion on
stoichiometric (100)-like plane of the stepped (710) surface. The distances are in angstrom. Purple ball: Na; green
ball: CI; red ball: O; white ball: H. TS3: the transition state
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Fig. S5 Configuration of the transition state and the configurations before and after the surface reconstruction of
the water-adsorbed (710) surface. The distances are in angstrom. Purple ball: Na; green ball: Cl; red ball: O; white
ball: H. TSS5: the transition state



