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1H-1H COSY of compound 2a at 300 MHz (CDCl3) 

 1H NMR of compound 2a at 300 MHz (CDCl3) 
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ESI-MS  of compound 2a  
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1H-1H COSY of compound 2b at 300 MHz (CDCl3) 

1H NMR of compound 2b at 300 MHz (CDCl3) 
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1H NMR of compound 3a at 300 MHz (CDCl3) 

1H-1H COSY of compound 3a at 300 MHz (CDCl3) 
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ESI-MS  of compound 3a  
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1H NMR of compound 3b at 300 MHz (CDCl3) 

 1H-1H COSYof compound 3b at 300 MHz (CDCl3) 
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ESI-MS  of compound 3b  
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1H NMR of compound 3c at 300 MHz (CDCl3) 

 1H-1H COSY of compound 3c at 300 MHz (CDCl3) 
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ESI-MS  of compound 3c  
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Fig. S1. Structure of three external test set compound used in this study for QSAR modeling.  

 

 

Table 1S QSAR models parameter for training set obtained from MLR, methodology. 

QSAR 
models 

R2 

(Training) 
𝐑𝐚
𝟐 

(adj.) 
𝐑𝐋𝟐𝐎
𝟐  r2 (Test) SPRESS MAE RMSE 

MCF-7 0.96 0.90 0.83 0.87 0.135 0.07 0.08 

PC3 0.91 0.75 0.68 0.84 0.234 0.12 0.12 
 

 

 


