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Table S1  
The most influential molecular descriptors based on VIP values derived from OPLS models 

Molecular descriptor VIP 
value 

HCT-116 
F08[C-O] 2.04000 
RBF 2.00536 
CATS2D_07_DL 1.96385 
B09[C-O] 1.96385 
F09[C-O] 1.96385 
RBN 1.91183 
NRS 1.91183 
CATS2D_06_DL 1.91183 
F03[C-N] 1.89564 
CATS2D_08_AL 1.76264 
RFD 1.73683 
RCI 1.73683 
Rbrid 1.73397 
NNRS 1.73397 
C-028 1.63053 

HeLa 
CATS2D_07_DL 2.35529 
B09[C-O] 2.35529 
F09[C-O] 2.35529 
F08[C-O] 2.17873 
CATS2D_08_AL 2.01828 
B08[C-S] 1.88821 
RBN 1.75819 
NRS 1.75819 
CATS2D_06_DL 1.75819 

MCF-7 
nO 2.30514 
O-060 2.30514 
T(O..O) 2.30514 
B01[C-O] 2.30514 
B04[O-S] 2.30514 
B05[O-O] 2.30514 
B09[N-O] 2.30514 
B10[C-O] 2.30514 
F04[O-S] 2.30514 
F05[O-O] 2.30514 
F09[N-O] 2.30514 
F10[C-O] 2.30514 
B03[N-O] 2.28874 

 



Table S2  
Values of descriptors characterized by high VIP values for OPLS model for HCT-116 cell 
line. Table is sorted with descending activity towards HCT-116. 
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28 4 4 0.093 0 0 0 4 3 0 9 5 0.095 1.095 1 0.75 1 
29 9 4 0.087 0 0 0 4 3 0 9 5 0.095 1.095 1 0.75 2 
30 19 4 0.087 0 0 0 4 3 0 10 5 0.095 1.095 1 0.75 1 
33 23 4 0.103 0 0 0 4 3 0 10 7 0.1 1.1 1 0.75 2 
37 46 4 0.105 0 0 0 4 3 0 8 4 0 1 0 1 1 
38 69 4 0.098 0 0 0 4 3 0 8 4 0 1 0 1 2 
23 71 4 0.108 0 0 0 4 3 0 6 6 0 1 0 1 0 
31 105 6 0.087 1 1 2 4 3 0 9 8 0.095 1.095 1 0.75 2 
35 135 4 0.111 0 0 0 4 3 0 7 5 0 1 0 1 0 
24 140 8 0.122 1 1 2 6 4 2 6 9 0 1 0 1 0 
25 145 9 0.122 1 1 2 6 4 2 6 9 0 1 0 1 0 
27 175 9 0.125 1 1 2 6 4 2 7 9 0 1 0 1 0 

 

Table S3  
Values of descriptors characterized by high VIP values for OPLS model for HeLa cell line. 
Table is sorted with descending activity towards HeLa. 
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28 7 0 0 0 4 5 0 4 3 0 
30 20 0 0 0 4 5 0 4 3 0 
29 25 0 0 0 4 5 0 4 3 0 
33 42 0 0 0 4 7 1 4 3 0 
37 62 0 0 0 4 4 0 4 3 0 
23 73 0 0 0 4 6 0 4 3 0 
38 83 0 0 0 4 4 0 4 3 0 
35 115 0 0 0 4 5 0 4 3 0 
24 125 1 1 2 8 9 1 6 4 2 
25 145 1 1 2 9 9 1 6 4 2 
31 190 1 1 2 6 8 1 4 3 0 
27 220 1 1 2 9 9 1 6 4 2 

 



Table S4  
Values of descriptors characterized by high VIP values for OPLS model for MCF-7 cell line. 
Table is sorted with descending activity towards MCF-7. 
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28 4.5 2 0 2 0 0 0 0 0 0 0 0 0 0 
33 23 2 0 2 0 0 0 0 0 0 0 0 0 0 
30 50 2 0 2 0 0 0 0 0 0 0 0 0 0 
37 68 2 0 2 0 0 0 0 0 0 0 0 0 0 
23 82 2 0 2 0 0 0 0 0 0 0 0 0 0 
29 93 2 0 2 0 0 0 0 0 0 0 0 0 0 
38 135 2 0 2 0 0 0 0 0 0 0 0 0 0 
24 140 2 0 2 0 0 0 0 0 0 0 0 0 0 
35 140 2 0 2 0 0 0 0 0 0 0 0 0 0 
32 170 2 0 2 0 0 0 0 0 0 0 0 0 1 
25 180 3 1 12 1 1 1 1 1 1 2 1 2 1 
31 220 2 0 2 0 0 0 0 0 0 0 0 0 0 
34 275 3 1 12 1 1 1 1 1 1 2 1 2 1 
27 320 3 1 12 1 1 1 1 1 1 2 1 2 1 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Spectrum 1. 1H NMR of compd 3 (500 MHz, DMSO-d6). 



 

Spectrum 2. 13C NMR of compd 3 (125 MHz, DMSO-d6). 



 

Spectrum 3. 1H NMR of compd 4 (500 MHz, DMSO-d6). 



 

Spectrum 4. 13C NMR of compd 4 (125 MHz, DMSO-d6). 



 

Spectrum 5. 1H NMR of compd 5 (500 MHz, DMSO-d6). 



 

Spectrum 6. 13C NMR of compd 5 (125 MHz, DMSO-d6). 



 

Spectrum 7. 1H NMR of compd 8 (500 MHz, DMSO-d6). 



 

Spectrum 8. 13C NMR of compd 8 (125 MHz, DMSO-d6). 



 

Spectrum 9. 1H NMR of compd 16 (500 MHz, DMSO-d6). 



 

Spectrum 10. 13C NMR of compd 16 (125 MHz, DMSO-d6). 



 

Spectrum 11. 1H NMR of compd 19 (500 MHz, DMSO-d6). 



 

Spectrum 12. 13C NMR of compd 19 (125 MHz, DMSO-d6). 



 

Spectrum 13. 1H NMR of compd 23 (500 MHz, DMSO-d6). 



 

Spectrum 14. 13C NMR of compd 23 (125 MHz, DMSO-d6). 



 

Spectrum 15. 1H NMR of compd 25 (500 MHz, DMSO-d6). 



 

Spectrum 16. 13C NMR of compd 25 (125 MHz, DMSO-d6). 



 

Spectrum 17. 1H NMR of compd 27 (500 MHz, DMSO-d6). 



 

Spectrum 18. 13C NMR of compd 27 (125 MHz, DMSO-d6). 



 

Spectrum 19. 1H NMR of compd 30 (500 MHz, DMSO-d6). 



 

Spectrum 20. 13C NMR of compd 30 (125 MHz, DMSO-d6). 


