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Figure S1: 1H NMR spectrum of 3 

 

 Figure S2: 13C NMR spectrum of 3 
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Figure S3: 19F NMR spectrum of 3 

 

Figure S4: Mass spectrum of 3 
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Figure S5: 1H NMR spectrum of 5 

 

Figure S6: 13C NMR spectrum of 5 
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Figure S7: 19F NMR spectrum of 5 

 

Figure S8: Mass spectrum of 5 
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Figure S9: 1H NMR spectrum of 7 

 

Figure S10: 13C NMR spectrum of 7 
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Figure S11: 19F NMR spectrum of 7 

 

 

Figure S12: Mass spectrum of 7 
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Figure S13: 1H NMR spectrum of 4 

 

Figure S14: 13C NMR spectrum of 4 
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Figure S15: 19F NMR spectrum of 4 

 

Figure S16: Mass spectrum of 4 
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Figure S17: 1H NMR spectrum of 6 
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Figure S18: 13C NMR spectrum of 6 
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Figure S19: 19F NMR spectrum of 6 

 

Figure S20: Mass spectrum of 6 

 



13 
 

Figure S21: 1H NMR spectrum of 8 

 

Figure S22: 13C NMR spectrum of 8 
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Figure S23: 19F NMR spectrum of 8 

 

Figure S24: Mass spectrum of 8 
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Figure S25: Molecular Formula Strings Spread sheet 

Compound 

 

Molecular Formula Strings 

3a O=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(OC)=O)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)
=C/5C)=NC5=C/C6=C(C(OCC7=CC=CC=C7F)C)C(C)=C3N6 

3b O=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(OC)=O)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)
=C/5C)=NC5=C/C6=C(C(OCC7=CC=CC(F)=C7)C)C(C)=C3N6 

3c O=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(OC)=O)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)
=C/5C)=NC5=C/C6=C(C(OCC7=CC=C(F)C=C7)C)C(C)=C3N6 

4a O=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(O)=O)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)=
C/5C)=NC5=C/C6=C(C(OCC7=CC=CC=C7F)C)C(C)=C3N6 

4b O=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(O)=O)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)=
C/5C)=NC5=C/C6=C(C(OCC7=CC=CC(F)=C7)C)C(C)=C3N6 

4c O=C1CC(C2=N/C([C@@H](C)[C@@H]2CCC(O)=O)=C\3)=C(C1=C/4C)NC4=C/C(C(CC)=
C/5C)=NC5=C/C6=C(C(OCC7=CC=C(F)C=C7)C)C(C)=C3N6 
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Figure S26: HPLC Analysis  

Method(s) for HPLC analysis: 

 

A. Instrument: Agilent 1260 Infinity II system with diode array detector 
 

B. HPLC parameter: Solvent flow rate: 1.0 mL/min Mobile phase 0.1% (v/v) TFA in 
water/acetonitrile (5%) over 20 min, Data collected between 410 nm to 420 nm. 

  

C. HPLC Column: Sunfire C18 analytical column (5 μm 4.6 × 250 mm) 
 
 

Compound Retention times (min) Purity (%) 

3 16.163 96.63 

5 17.799 99.01 

7 18.059 97.79 

4 12.605 99.32 

6 14.927 97.89 

8 12.081 97.84 
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Figure S27: HPLC chromatogram of 3 
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Figure S28: HPLC chromatogram of 5 
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Figure S29. HPLC chromatogram of 7 
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Figure S30. HPLC chromatogram of 4 
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Figure S31. HPLC chromatogram of 6 
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Figure S32: HPLC chromatogram of 8 

 

 

 

 
 

 
 

 

 


