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3D plots of the linear regression results for the binding energies (BE) vs MlogP vs log IC50 



 

 

Figure S25. 3D plots of the linear regression results for the binding energies (BE) vs MlogP vs 

[μM] values for LoVo/DX cell line.
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3D plots of the linear regression results for the binding energies (BE) vs MlogP vs log IC50 
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Chemical formula: C22H24BrNO6, MW = 478.3 g/mol

Figure S1. The 13C NMR spectrum of 

Figure S2. The 1H NMR spectrum of 

, MW = 478.3 g/mol 

C NMR spectrum of 2 in CDCl3. 

H NMR spectrum of 2 in CDCl3. 

3 

 

 



 

 

O
O

O
NH

O

S

OBr

 

Chemical formula: C22H24BrNO5S, MW = 494.4 g/mol

Figure S3. The 13C NMR spectrum of 

Figure S4. The 1H NMR spectrum of 

S, MW = 494.4 g/mol 

C NMR spectrum of 3 in CDCl3. 

H NMR spectrum of 3 in CDCl3. 
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Chemical formula: C20H22BrNO4S, MW = 452.4 g/mol

Figure S5. The 13C NMR spectrum of 
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C NMR spectrum of 4 in CDCl3. 

H NMR spectrum of 4 in CDCl3. 
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Chemical formula: C23H26BrNO7S, MW = 539.1

Figure S7. The 13C NMR spectrum of 
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S, MW = 539.1 g/mol 

C NMR spectrum of 5 in CDCl3. 

H NMR spectrum of 5 in CDCl3. 
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Chemical formula: C22H24BrNO6S, MW = 509.1 g/mol

Figure S9. The 13C NMR spectrum of 

 

Figure S10. The 1H NMR spectrum of 

S, MW = 509.1 g/mol 

C NMR spectrum of 6 in CDCl3. 

 

H NMR spectrum of 6 in CDCl3. 
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Chemical formula: C23H26BrNO6S, MW = 524.4 g/mol

Figure S11. The 13C NMR spectrum of 

 

Figure S12. The 1H NMR spectrum of 

 

S, MW = 524.4 g/mol 

C NMR spectrum of 7 in CDCl3. 

H NMR spectrum of 7 in CDCl3. 
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Chemical formula: C23H23BrF3NO

Figure S13. The 13C NMR spectrum of 

Figure S14. The 1H NMR spectrum of 

 

NO6S, MW = 578.4 g/mol 

C NMR spectrum of 8 in CDCl3. 

H NMR spectrum of 8 in CDCl3. 
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Figure S15. The 19F NMR spectrum of 

  

F NMR spectrum of 8 in CDCl3. 
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Chemical formula: C24H28BrNO6S, MW = 538.5 g/mol

Figure S16. The 13C NMR spectrum of 

Figure S17. The 1H NMR spectrum of 

 

S, MW = 538.5 g/mol 

C NMR spectrum of 9 in CDCl3. 

H NMR spectrum of 9 in CDCl3. 

11 

 

 



 

 

 

 

Chemical formula: C24H28BrNO6S, MW = 538.5 g/mol

Figure S18. The 13C NMR spectrum of 

 

S, MW = 538.5 g/mol 

C NMR spectrum of 10 in CDCl3. 
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Chemical formula: C25H30BrNO6S, MW = 551.1 g/mol

Figure S20. The 13C NMR spectrum of 

Figure S21. The 1H NMR spectrum of 

H NMR spectrum of 10 in CDCl3. 

 

S, MW = 551.1 g/mol 

C NMR spectrum of 11 in CDCl3. 

H NMR spectrum of 11 in CDCl3. 
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Chemical formula: C25H30BrNO8S, MW = 584.5 g/mol

Figure S22. The 13C NMR spectrum of 

Figure S23. The 1H NMR spectrum of 
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S, MW = 584.5 g/mol 

C NMR spectrum of 12 in CDCl3. 

H NMR spectrum of 12 in CDCl3. 
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Figure S24. 3D plots of the linear regression results for the binding energies (BE) vs MlogP vs 

[μM] values for LoVo cell line. 
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[μM] values for LoVo/DX cell line.

3D plots of the linear regression results for the binding energies (BE) vs MlogP vs 
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[μM] values for LoVo/DX cell line. 
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3D plots of the linear regression results for the binding energies (BE) vs MlogP vs log IC50 

3D plots of the linear regression results for the binding energies (BE) vs MlogP vs log IC50 


