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Supplement of the DFT calculation details

The DFT calculations process firstly established a molecular model according to the 

structure of sAmi-PDI-HCl, and then optimized the structure by B3LYP-D3BJ/def2-SVP, followed 

by analysis of NTO, orbital, etc. Specifically, the above model was obtained by drawing 

molecules and structures in a program interface, generating an input file, and importing them 

into the Gaussian program for structural optimization. The above steps ensured that the 

molecular used in DFT calculations was the sAmi-PDI-HCl synthesized in this work.

Figures
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Fig. S1 Photodegradation performance on MB (a) and DCF (b) by using Ami-PDI, sAmi-PDI-HAc 

and sAmi-PDI-HCl under visible light irradiation (λ ≥ 420 nm). The pseudo-first-order kinetic 
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fitting curve of Ami-PDI, sAmi-PDI-HAc and sAmi-PDI-HCl for MB (c) and DCF (d). The UV 

absorption spectrum of MB degraded by sAmi-PDI-HAc (e) and sAmi-PDI-HCl (f).

Fig. S2 The pseudo-first-order kinetic fitting curve of different scavengers on MB degradation by 

sAmi-PDI-HCl.


