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Supplementary information

Optimized structures and radical Fukui function plot of species considered in the degradation
mechanism of DBA.
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Figure S1. The optimized structure and radical Fukui function plot of Al.
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Figure S2. The optimized structure and radical Fukui function plot of A2.
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Figure S3. The optimized structure and radical Fukui function plot of A3.
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Figure S4. The optimized structure and radical Fukui function plot of A4a.
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Figure SS. The optimized structure and radical Fukui function plot of A4b.
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Figure S6. The optimized structure and radical Fukui function plot of ASa.

0.12 C3 C6

1 4 7 10 13 16 19
Atom number

Jmol

Figure S7. The optimized structure and radical Fukui function plot of ASb.
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Figure S8. The optimized structure and radical Fukui function plot of Aéa.
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Figure S9. The optimized structure and radical Fukui function plot of A6b.
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Figure S10. The optimized structure and radical Fukui function plot of A7a.
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Figure S11. The optimized structure and radical Fukui function plot of A8a.
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Figure S12. The optimized structure and radical Fukui function plot of A9a.
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Figure S13. The optimized structure and radical Fukui function plot of B1.
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Figure S14. The optimized structure and radical Fukui function plot of B2.
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Figure S15. The optimized structure and radical Fukui function plot of B3.
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Figure S16. The optimized structure and radical Fukui function plot of B4.
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Figure S17. The optimized structure and radical Fukui function plot of C1.
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Figure S18. The optimized structure and radical Fukui function plot of C2.
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Figure S19. The optimized structure and radical Fukui function plot of C3.



