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HPLC purity and conditions: 

Purities of target compounds were determined by using an Agilent 1200 HPLC system with 

UV detector and an Agilent Eclipse XDB-C18 column (150 mm × 4.6 mm, 5 µm), flow rate 0.8 

mL/min, UV detection at 254 nm, and injection volume of 15 µL.  

Table S1 HPLC purity and HRMS data of target compounds 

 

Condition-1 (ACN/H2O) Condition-2 (MeOH/H2O) 
HRMSb m/z [M+1]+ 

Solvent 
Ratio 

Retention 
time (min) 

Purity 
% 

Solvent 
Ratio 

Retention 
time (min) 

Purity % 
found calculated 

6a 60/40 3.090 98.2 70/30 5.030 100 
341.0867 
343.0843 

341.0805 

6b 60/40 2.435 97.5 70/30 4.121 98.5 336.1501 336.1460 

6c 80/20 3.355 96.2 80/20 3.473 96.4 350.1626 350.1617 

6d 70/30 11.509 97.8 80/20 5.186 96.4 378.2017 378.1930 

6e 60/40 2.143 99.1 70/30 3.883 98.8 380.1730 380.1723 

6f 60/40 4.224 95.0 80/20 3.356 96.4 362.1658 362.1617 

6g 70/30 3.451 99.1 70/30 12.640 95.1 390.1984 390.1930 

6h  ND a ND 80/20 5.234 95.4 376.1784 376.1773 

6i 60/40 5.626 95.6 80/20 4.439 95.2 412.1664 412.1585 

6j 60/40 6.148 97.8 70/30 7.149 95.3 398.1441 398.1429 

6k 60/40 2.749 96.0 70/30 5.466 95.2 392.1729 392.1723 

6l 60/40 6.005 95.3 80/20 4.701 95.2 423.1649 423.1569 

6m 50/50 3.977 96.6 70/30 14.433 95.8 423.1571 423.1569 

6n 50/50 6.058 97.8 80/20 4.686 95.3 413.1799 413.1726 

6o 50/50 3.226 96.2 70/30 7.090 93.2 351.1507 351.1457 

6p 60/40 3.421 95.1 70/30 11.458 95.7 377.1615 377.1614 

6q 50/50 3.132 95.7 70/30 3.741 95.5 379.1431 379.1406 

6r 50/50 1.947 96.3 70/30 1.949 98.4 337.1290 337.1301 

6s 50/50 4.758 95.7 70/30 3.042 95.1 451.2083 451.1981 

6t 50/50 1.794 95.1 70/30 1.806 97.8 438.1866 438.1777 

a Not determined. b Measured on Waters Xevo G2 mass spectrometer. 
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Table S2. Data of compound 2 (XLWX132-18B) in NIH-NCI 60 cell line panel.   
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 Figure S1. 13C NMR spectra of 6a 
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Figure S2. 13C NMR spectra of 6b 
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Figure S3. 13C NMR spectra of 6h 
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Figure S4. 13C NMR spectra of 6q 
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Figure S5. 13C NMR spectra of 6r 
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Figure S6. 13C NMR spectra of 6s 

 


