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1. k-point convergence test
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Fig. S1. The k-point convergence test.
2. Surface energy convergence test
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Fig. S2. The surface energy convergence test.



3. The configurations of BiOCl (001) surface
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Fig. S3. The main and vertical view of BiOCl structure (The yellow atom stands for the site of oxygen vacancy).

4. The XRD pattern of PPy
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Fig. S4. XRD pattern of PPy.



5. Photo-induced currents
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Fig. S5. Photo-induced currents of BiOCl and BiOCI/PPy under visible light.

6. Configurations of NO oxidation on BiOCl and Ov-BiOCIl surface

Fig. S6. The structures corresponding to the reaction path on BiOCl (a-c) and Ov-BiOCI (d-f) surface. (Lengths in
A)



7. Photocatalytic NO oxidation evaluation
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Fig. S7 Long-time test of BiOCI/PPy (0.75%) composites under visible light (>420 nm)
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Fig. S8 Recycle experiment of BiIOCI/PPy (0.75%) composites under visible light (>420 nm).



8. The unit parameters of BiOCl crystals

Table S1. The unit parameters of BiOCI crystal. (Lengths in A, angles in °.)

Crystal Lattice parameters Lattice parameters
in calculations in experiments

(PDF#06-0249)

BiOCl a=b=3.890, ¢=7.370 a=b=3.891, ¢=7.369
o=p=y=90 o=L=y=90




