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Elemental Analysis Data  

Caculation Found 
Compounds # Formula 

C H N C H N 

A1 C11H8ClNO2 59.61 3.64 6.32 60.10 3.65 5.92 

A2 C11H9NO3 65.02 4.46 6.89 65.18 4.12 6.34 

A3 C11H9NO2 70.58 4.85 7.48 70.59 4.82 7.36 

A4 C11H9N5 62.55 4.29 33.16 62.17 4.22 33.97 

A5 C12H11NO3⋅1/8 H2O 65.72 5.17 6.39 65.64 5.05 6.12 

A6 C11H9NO2 70.58 4.85 7.48 70.30 4.66 7.16 

A7 C12H11NO2⋅1/8 H2O 70.84 5.57 6.88 70.68 5.44 6.80 

A8 C11H9NO3 65.02 4.46 6.89 65.64 4.49 6.51 

A9 C12H11NO2 71.63 5.51 6.96 71.38 5.49 6.82 

A10 C13H13NO2⋅1/8 H2O 71.79 6.09 6.44 71.79 6.05 6.33 

A11 C13H12ClNO2 62.53 4.84 5.61 62.37 4.82 5.49 

A12 C13H13NO3⋅1/8 H2O 66.92 5.68 6.00 67.30 5.85 5.64 

A13 C13H13NO2 72.54 6.09 6.51 72.52 6.13 6.31 

A14 C13H13N5 65.25 5.48 29.27 65.43 5.71 28.95 

A16 C13H13NO2 72.54 6.09 6.51 72.62 6.16 6.39 

A17 C14H15NO2 73.34 6.59 6.11 73.83 6.90 5.87 

A18 C13H12ClNO2⋅1/8 H2O 61.97 4.87 5.56 61.95 4.69 5.24 

A19 C14H15NO2 73.34 6.59 6.11 73.44 6.73 5.82 

A20 C12H14N2O2S 57.58 5.64 11.19 57.51 5.62 10.83 

B1 C11H9BrN2O3 44.47 3.05 9.43 44.75 2.82 9.25 

B2 C11H9ClN2O3·½ H2O 50.48 3.47 10.71 50.72 3.34 10.58 

B14 C12H9NO5 58.30 3.67 5.67 58.11 3.53 5.45 

B16 C10H6F3NOS2 43.32 2.18 5.05 43.01 2.01 4.73 

B17 C10H9NO2S2 50.19 3.79 5.85 50.13 3.66 5.60 
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HPLC Conditions:  

HPLC analysis were performed on ZORBAX Eclipse XDB-C8, 5 µm, 4.6 × 150 mm column; 

sample injection volume 5 µL, at 254 nm wavelength. 

Mobile phase 1:  water/CH3CN 30:70; flow rate 0.8 mL/min. 

Mobile phase 2:  water/CH3OH 20:80; flow rate 0.6 mL/min. 

   Summary of HPLC purity data for final compounds 

HPLC-1 HPLC-2 

Code# Retention 

time (min) 
Purity %  

Retention 

time (min) 
Purity % 

A15 7.35 98.6 7.77 95.9 

B3 2.96 98.7 2.57 96.7 

B4 2.18 97.1 2.71 98.6 

B5 1.94 99.6 1.40 100 

B6 1.47 99.2 2.65 98.4 

B7 1.55 96.2 3.25 97.2 

B8 1.49 99.8 2.63 95.9 

B9 2.91 97.1 5.70 97.4 

B10 1.54 97.1 2.95 97.9 

B11 2.28 96.9 2.75 98.3 

B12 1.91 98.9 2.06 97.5 

B13 1.44 98.5 2.58 99.5 

B15 2.01 97.5 1.85 98.5 

B18 2.07 99.6 2.65 98.5 

B19 2.05 99.8 2.05 98.9 

B20 2.05 99.8 2.05 99.7 

B21 2.15 99.5 2.14 99.2 

B22 2.13 99.7 2.90 98.2 
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A15: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

A15: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B3: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min)  

 

B3: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B4: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B4: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B5: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B5: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B6: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min)  

 

B6: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B7: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

  

B7: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B8: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B8: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B9: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B9: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B10: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B10: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B11: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B11: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B12: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B12: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B13: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B13: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B15: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

 

B15: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B18: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B18: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B19: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B19: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B20: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B20: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B21: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B21: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 
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B22: HPLC-1 (H2O/CH3CN 30:70, flow rate 0.8 mL/min) 

 

B22: HPLC-2 (H2O/CH3OH 20:80, flow rate 0.6 mL/min) 

 

 


