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S1: HR-MS (Q-TOF) Spectrum of Compound 1 (+ mode) 
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S2: 
1
H-NMR (DMSO-d6 at 400 MHz) Spectrum of Compound 1  

 

Chemical Formula Exact MS (amu) Observed m/z Calculated m/z Error (amu) 

C16H18N4O3 314.1378 315.1456 [M+H]
+ 

315.1457 0.0001 
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S3: 
13

C-NMR (DMSO-d6 at 100 MHz) Spectrum of Compound 1  
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S4: Exchangeable 
1
H-NMR (DMSO-d6 at 400 MHz) Spectrum of Compound 1 
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S5: HRESI-MS Spectrum of Compound 2 (+ mode) 

 

 

 

 

 

 

 

 

 

 

 

 

Chemical Formula Exact MS (amu) Observed m/z Calculated m/z Error (amu) 

C16H18N4O4 330.1328 331.1386 [M+H]
+ 

353.1160 [M+Na]
+
 

331.1407 

353.1225 

0.0019 

0.0065 
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S6: Expansion of HRESI-MS Spectrum of Compound 2 (- mode) 

 

 

 

 

 

 

 

 

 

Chemical Formula Exact MS (amu) Observed m/z Calculated m/z Error (amu) 

C16H18N4O4 330.1328 329.1185 [M-H]
- 

329.1249 0.0065 
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S7: 
1
H-NMR (DMSO-d6 at 400 MHz) Spectrum of Compound 2  

 


