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1. NMR spectra 

 
1H NMR (400 MHz, CDCl3) spectrum of 3. 
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13C NMR (100 MHz, CDCl3) spectrum of 3. 
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HRMS (ESI) - [M+H]+ of 3 
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1H NMR (400 MHz, CDCl3) spectrum of 4. 
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13C NMR (100 MHz, CDCl3) spectrum of 4. 
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HRMS (ESI) - [M+H]+ of 4 
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1H NMR (400 MHz, CDCl3) spectrum of 5. 
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13C NMR (100 MHz, CDCl3) spectrum of 5. 
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HRMS (ESI) - [M+H]+ of 5 
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1H NMR (400 MHz, CDCl3) spectrum of 6. 
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13C NMR (100 MHz, CDCl3) spectrum of 6. 
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HRMS (ESI) - [M+H]+ of 6 
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1H NMR (400 MHz, CDCl3) spectrum of 7. 
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13C NMR (100 MHz, CDCl3) spectrum of 7. 
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HRMS (ESI) - [M+H]+ of 7 
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1H NMR (400 MHz, CDCl3) spectrum of 8. 
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13C NMR (100 MHz, CDCl3) spectrum of 8. 
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HRMS (ESI) - [M+H]+ of 8 
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1H NMR (400 MHz, CDCl3) spectrum of 9. 
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13C NMR (100 MHz, CDCl3) spectrum of 9. 
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HRMS (ESI) - [M+H]+ of 9 
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1H NMR (400 MHz, CDCl3) spectrum of 10. 
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13C NMR (100 MHz, CDCl3) spectrum of 10. 
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HRMS (ESI) - [M+H]+ of 10 
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1H NMR (400 MHz, CDCl3) spectrum of 11. 
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13C NMR (100 MHz, CDCl3) spectrum of 11. 
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HRMS (ESI) - [M+H]+ of 11 
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1H NMR (400 MHz, CDCl3) spectrum of 12. 
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13C NMR (100 MHz, CDCl3) spectrum of 12. 
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HRMS (ESI) - [M+H]+ of 12 
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3. 1BNA Cross-docking 

 

Cross-docking results obtained for crystallographic structure PDB ID: 1BNA with a classic DNA 
intercalation ligand ellipticine retrieve from crystallographic structure PDB ID: 1Z3F. 


