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Figure S1. The best root-mean-square overlap for the isolated optimized (full lines) and crystal (dashed 

lines) structure of the substituted acridinium cation from 2. 
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Figure S2. The RDG/sign(λ2)·ρ(r) in the area of substituent in the isolated optimized cation from 2. 

 



 

Figure S3. Changes of absorbance spectra upon DNA interaction for conjugates 7,9,10. 5 mkM 

compounds in 10 mM potassium phosphate buffer pH=8.0 and a calf thymus DNA in the range 0-80 µM 

(b.p.). 

 



 

1H, 11B{1H }, 11B  and 13C{1H} NMR, IR and high-resolution mass spectra of compounds 2, 7-10 

 

Figure S4. ESI-HRMS spectrum of compound 2 



 

Figure S5. ESI-HRMS spectrum of compound 7 



 

Figure S6. ESI-HRMS spectrum of compound 8  



 

Figure S7. ESI-HRMS spectrum of compound 9 



 

Figure S8. ESI-HRMS spectrum of compound 10 

  



 

Figure S9. IR spectrum of compound 2 

 

Figure S10. IR spectrum of compound 7 



 

Figure S11. IR spectrum of compound 8 

 

Figure S12. IR spectrum of compound 9 



 

Figure S13. IR spectrum of compound 10 



 

Figure S14. 1H NMR spectrum of compound 2  

Compound 2 

1H, D2O 



 

Figure S15. 13C{1H} NMR spectrum of compound 2  

Compound 2 

13C{1H}, D2O 



 

Figure S16. 1H NMR spectrum of compound 7 

Compound 7 

1H, acetone-d6 



 

Figure S17. 11B{1H} NMR spectrum of compound 7 

Compound 7 

11B{1H}, acetone-d6 



 

Figure S18. 11B NMR spectrum of compound 7 

Compound 7 

11B, acetone-d6 



 

Figure S19. 13C{1H} NMR spectrum of compound 7 

Compound 7 

13C{1H}, acetone-d6 



 

Figure S20. 1H NMR spectrum of compound 8 

Compound 8 

1H, acetone-d6 



 

Figure S21. 11B{1H} NMR spectrum of compound 8 

Compound 8 

11B{1H}, acetone-d6 



 

Figure S22. 11B NMR spectrum of compound 8 

Compound 8 

11B, acetone-d6 



 

Figure S23. 13C{1H} NMR spectrum of compound 8  

Compound 8 

13C{1H}, acetone-d6 



 

Figure S24. 1H NMR spectrum of compound 9 

Compound 9 

1H, acetone-d6 



 

Figure S25. 11B{1H} NMR spectrum of compound 9 

Compound 9 

11B{1H}, acetone-d6 



 

Figure S26. 11B NMR spectrum of compound 9 

Compound 9 

11B, acetone-d6 



 

Figure S27. 13C{1H} NMR spectrum of compound 9 

Compound 9 

13C{1H}, acetone-d6 



 

Figure S28. 1H NMR spectrum of compound 10 

Compound 10 

1H, acetone-d6 



 

Figure S29. 11B{1H} NMR spectrum of compound 10 

Compound 10 

11B{1H}, acetone-d6 



 

Figure S30. 11B NMR spectrum of compound 10 

Compound 10 

11B, acetone-d6 



 

Figure S31. 13C{1H} NMR spectrum of compound 10 

Compound 10 

13C{1H}, acetone-d6 


