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LC-MS Analysis  
LC-MS analysis was performed using a Jasco UPLC-system combined to a Thermo LTQ-Orbitrap XL. The 
solvents used for all the LC-MS analyses and purifications were 0.1 % Formic acid in water and acetonitrile. 
The column was Acquity UPLC BEH C18 (1.7Mm) (50 x 2.1 mm) (Waters). The following analytical method 
was used, flow: 0.3 mL/min; gradient: 95% aqueous, gradually to 100% aqueous over 11 minutes and then 
isocratic flow for 4 minutes. 

Compound 1  
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Compound 2  
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Compound 3  
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Compound 4 
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Compound 5  
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Compound 6  
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Compound 7  
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Compound 15  
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Compound 16 
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NMR characterization: 
1H-NMR – CDCl3:  1 

 
13C-NMR – CDCl3: 1 
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1H-NMR – CDCl3: 2 

 
13C-NMR – DMSO d6: 2 
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1H-NMR – CDCl3: 3 

 
13C-NMR – CDCl3:  3 
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1H-NMR – DMSO d6: 4 

 
1H-NMR – DMSO d6: Fragment 5 
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1H-NMR – DMSO d6: Fragment 6 

 
 

1H-NMR – CDCl3: Fragment 7 
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1H-NMR – DMSO d6: 15 

 
13C-NMR – DMSO d6: 15 
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1H-NMR – DMSO d6: 16 

 
13C-NMR – DMSO d6: 16 
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1H-NMR – CDCl3: 17 

 
13C-NMR – CDCl3 d6: 17 
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1H-NMR – DMSO d6: 18 

 
13C-NMR – DMSO d6: 18 
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Figure S1: G4-FID plots of TOxAzaPy and TOxAzaPhen in the presence of ds26 (ds DNA). TOxaPy 
is used as a reference compound. 
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Figure S2: Titration plots representing the change in ellipticity of 22AG in Na+-rich buffer at 292 nm 
(black squares) and 260 nm (red dots), with the addition of TOxAzaPy A) and TOxAzaPhen B). 
Variation of the ellipticity as a function of concentration of ligand A) TOxAzaPyand B) TOxAzaPhen. 
Lines in A) and B) correspond to the non-linear regressions performed as fitting at 260 nm. 
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