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General information 
Final products were analysed by reverse-phase HPLC (Alltima C18 5 µm column, 15 × 3.2 
mm; Alltech Associated, Inc., Deerfield, IL) using an Agilent HP1100 equipped with a diode-
array detector. It was run using mobile phases with 80% CH3CN/20% H2O (v/v) in 45 mM 
NH4HCO2 at pH 3.5 and 0.5 mL/min. Purity level was determined by monitoring at 330 ± 50 
nm and was ≥95% for all final products. NMR spectra were obtained on a Bruker Avance 400 
spectrometer at 400 MHz for 1H and 13C. Low-resolution mass spectra (LRMS), using 
atmospheric pressure chemical ionization (APCI) were measured on a ThermoFinnigan 
Surveyor MSQ mass spectrometer, connected to a Gilson autosampler. High resolution mass 
spectra (HRMS) were obtained using an Agilent G6530B Q-TOF spectrometer and are reported 
as M+H. Melting points were determined on an Electrothermal 9100 melting point apparatus. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



 
1H NMR and 13C NMR Spectra for compounds that progressed to advanced testing 
Compound 18 

 

 
 
 



Compound 20 

 
 
 

 
 



Compound 25 

 
 
 

 



Compound 26 

 
 
 

 
 
 



Compound 27 

 
 

 
 
 
 



Compound 28 

 
 

 
 
 
 



Compound 30 
 

 
 

 
 
 



Compound 34 

 
 
 

 
 
 



Compound 35 

 
 

 
 
 



Compound 36 

 
 

 
 
 



Compound 38 

 
 

 
 
 
 



Compound 39 

 
 

 
 
 
 



Compound 41 

 
 

 
 
 



Compound 42 

 
 
 

 
 
 



Compound 44 

 
 

 
 
 



Compound 52 

 
 
 

 
 



Compound 53 

 
 

 
 
 



Compound 54 

 
 

 
 
 



Compound 55 

 

 
 
 
 
 



Compound 62 

 
 

 
 
 



Compound 63 

 
 

 
 
 



Compound 68 

 
 

 


