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1. Spectrum of indole 

 
Figure S1. 1H NMR spectrum of indole (CDCl3, 300MHZ) 

 
Figure S2. 13C NMR spectrum of indole (CDCl3, 75MHZ) 

 



2. Spectrum of indole derivative A1 

 

 
Figure S3. 1H NMR spectrum of indole derivatives A1 (CDCl3, 300MHZ) 

 

 
Figure S4. 13C NMR spectrum of indole derivatives A1 (CDCl3, 75MHZ) 



3. Spectrum of indole derivative A2 

 
Figure S5. 1H NMR spectrum of indole derivatives A2 (CDCl3, 300MHZ) 

 
Figure S6. 13C NMR spectrum of indole derivatives A2 (CDCl3, 75MHZ) 



 

 
Figure S7. UV spectrum of indole derivatives A2 

 

 
Figure S8. FTIR spectrum of indole derivatives A2 



 

4. Spectrum of indole derivative A3 

 
Figure S9. 1H NMR spectrum of indole derivatives A3(CDCl3, 300MHZ) 

 
Figure S10. 13C NMR spectrum of indole derivatives A3 (CDCl3, 75MHZ) 



 

 
Figure S11. UV spectrum of indole derivatives A2 

 
Figure S12. FTIR spectrum of indole derivatives A3 



 

5. Spectrum of indole derivative A4 

 
Figure S13. 1H NMR spectrum of indole derivatives A4(CDCl3, 300MHZ) 

 
Figure S14. 13C NMR spectrum of indole derivatives A4 (CDCl3, 75MHZ) 



 

6. Spectrum of indole derivative A5 

 
Figure S15. 1H NMR spectrum of indole derivatives A5(CDCl3, 300MHZ) 

 
Figure S16. 13C NMR spectrum of indole derivatives A5 (CDCl3, 75MHZ) 



 

7. Spectrum of indole derivative A6 

 
Figure S17. 1H NMR spectrum of indole derivatives A6(CDCl3, 300MHZ) 

 
Figure S18. 13C NMR spectrum of indole derivatives A6 (CDCl3, 75MHZ) 



 
Figure S19. LC-MS-MS spectrum of indole derivatives A6 (ESI(+) Na++1) 

 



 

8. Spectrum of indole derivative A7 

 
Figure S20. 1H NMR spectrum of indole derivatives A7(CDCl3, 300MHZ) 

 
Figure S21. 13C NMR spectrum of indole derivatives A7 (CDCl3, 75MHZ) 

 



 

9. Spectrum of indole derivative A8 

 
Figure S22. 1H NMR spectrum of indole derivatives A8 (DMSO-d6, 300MHZ) 

 
Figure S23. 13C NMR spectrum of indole derivatives A8 (DMSO-d6, 75MHZ) 



 

10. Spectrum of indole derivative A9 

 
Figure S24. 1H NMR spectrum of indole derivatives A9 (DMSO-d6, 300MHZ) 

 
Figure S25. 13C NMR spectrum of indole derivatives A9 (DMSO-d6, 75MHZ) 



11. Pharmacokinetic prediction of compounds 

Firstly we imported the structure of the designed drug into Swiss-ADME (SIB Swiss 
Institute of Bioinformatics, GE, Genève | UNIL University of Lausanne, Vaud, 
Lausanne，CHE), then exported the SMILE number of the compound and clicked Run to 
get the predicted pharmacokinetic data of our desired compound. Before performing 
pharmacological activity experiments, we first need to perform a prediction of the 
pharmacokinetic properties of our drugs, i.e., their lipophilicity, water solubility, and 
pharmacokinetics by Swiss-ADME. As shown in Table S1, the designed compounds 
should have reasonable ranges in the key parameters affecting ADME performance, 
indicating that these compounds have good drug-like properties. Therefore, the 
compounds were prepared according to known methods and then subjected to 
pharmacological activity experiments. 
Table S1. The water solubility, lipophilicity and drug-likeness prediction of indole derivatives  

Comp. Water Solubility1 Lipophilicity2 Drug-likeness3 

Indole 
Soluble 

Log S:-2.60 
Log Po/w :1.43 

Rule-based filters: yes 
Bioavailability Score:0.55 

A1 
Soluble 

Log S:-2.30 
Log Po/w :1.48 

Rule-based filters: yes 
Bioavailability Score:0.55 

A2 
Soluble 

Log S:-2.05 
Log Po/w :1.69 

Rule-based filters: yes 
Bioavailability Score:0.55 

A3 
Soluble 

Log S:-2.50 
Log Po/w :1.12 

Rule-based filters: yes 
Bioavailability Score:0.55 

A4 
Soluble 

Log S:-2.65 
Log Po/w :1.36 

Rule-based filters: yes 
Bioavailability Score:0.55 

A5 
Soluble 

Log S:-3.00 
Log Po/w :1.37 

Rule-based filters: yes 
Bioavailability Score:0.55 

A6 
Soluble 

Log S:-2.74 
Log Po/w :1.95 

Rule-based filters: yes 
Bioavailability Score:0.55 

A7 
Soluble 

Log S:-3.59 
Log Po/w :1.77 

Rule-based filters: yes 
Bioavailability Score:0.55 

A8 
Soluble 

Log S:-2.41 
Log Po/w :1.77 

Rule-based filters: yes 
Bioavailability Score:0.55 

A9 
Soluble 

Log S:-3.75 
Log Po/w :2.38 

Rule-based filters: yes 
Bioavailability Score:0.55 

1Water Solubility: Log S calculated with ESOL model. Scale: insoluble < -10 < poorly < -6 
<moderately < -4 < soluble < -2 < very < 0 <highly. 2 Lipophilicity: Log Po/w calculated with 
iLOGP model. 3Drug-likeness: Rule-based filters: Lipinski, Ghose, Veber, Egan, Muegge 
filers. Bioavailability score: the probability of a compound to have at least 10% oral 
bioavailability in rat or measurable Caco-2 permeability. This score defines four classes of 
compounds with probabilities of 11%, 17%, 56% or 85%. 



 

 
Figure S26. Pharmacokinetic prediction of indole  

 
Figure S27. Pharmacokinetic prediction of A1  



 
Figure S28. Pharmacokinetic prediction of A2 

 

  
Figure S29. Pharmacokinetic prediction of A3  



 
Figure S30. Pharmacokinetic prediction of A4  

 

Figure S31. Pharmacokinetic prediction of A5  



 
Figure S32. Pharmacokinetic prediction of A6  

 

 
Figure S33. Pharmacokinetic prediction of A7  



 
Figure S34. Pharmacokinetic prediction of A8  

 

 
Figure S35. Pharmacokinetic prediction of A9  

 


