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S1. NMR spectra of novel compounds 

 

1H NMR spectrum of compound 16 

 
13C NMR spectrum of compound 16 
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1H NMR spectrum of compound 17 

 
13C NMR spectrum of compound 17 
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1H NMR spectrum of compound 18 

 
13C NMR spectrum of compound 18 
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1H NMR spectrum of compound 19 

 
13C NMR spectrum of compound 19 
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1H NMR spectrum of compound 20 

 
13C NMR spectrum of compound 20 

 

 
 

 

 

 

 

 

 

 

 

 

 

 



7 
 

1H NMR spectrum of compound 21 

 
13C NMR spectrum of compound 21 
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1H NMR spectrum of compound 22 

 
13C NMR spectrum of compound 22 
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1H NMR spectrum of compound 23 

 
13C NMR spectrum of compound 23 
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1H NMR spectrum of compound 24 

 
13C NMR spectrum of compound 24 
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1H NMR spectrum of compound 25 

 
13C NMR spectrum of compound 25 
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1H NMR spectrum of compound 26 

 
13C NMR spectrum of compound 26 
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1H NMR spectrum of compound 27 

 
13C NMR spectrum of compound 27 
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S2. Additional biological data 

The most representative photograph shots of MCF-7 cells after 48 h of treatment with 5-FU and 
steroid 19 at 1 and 10 μM, and respective negative control (optical microscope coupled with a 
digital camera, zoom: 100 ×). 

 

         

Negative control, 48 h 

         

5-FU, 1 μM, 48 h 

 

         

5-FU, 10 μM, 48 h 
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19, 1 μM, 48 h 

 

         

19, 10 μM, 48 h 
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S3. Concentration-response curves for steroid 19 and IC50 determination 
additional data 
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The following table shows the estimated IC50 values (μM) and respective R2 for final products 
and 5-FU in non-tumoral cells (NHDF, PNT1A, and N27), and in tumoral cells (LNCaP, PC-3, 
and MCF-7). 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Compound 
NHDF PNT1A N27 LNCaP PC-3 MCF-7 

IC50 R2 IC50 R2 IC50 R2 IC50 R2 IC50 R2 IC50 R2 

5-FU 6.34 0.95 6.48 0.95 3.19 0.87 9.43 0.95 21.20 0.97 6.30 0.90 
15 39.52 0.94 33.12 0.96 9.21 0.91 27.37 0.95 17.02 0.99 42.67 0.84 
16 39.27 0.96 54.52 0.94 33.18 0.91 - - 20.06 0.99 - - 
17 32.33 0.92 >100 - >100 - - - - - 20.82 0.83 
18 29.65 0.94 29.56 0.84 12.58 0.86 - - 37.56 0.98 - - 
19 18.69 0.97 12.75 0.94 13.32 0.91 12.83 0.98 19.03 0.96 3.47 0.93 
20 49.96 0.92 56.63 0.92 64.46 0.91 - - - - - - 
21 23.44 0.94 46.33 0.93 13.16 0.85 - - - - - - 
22 14.95 0.96 14.41 0.99 16.77 0.86 15.02 0.98 44.46 0.99 14.46 0.90 
23 28.34 0.96 13.27 0.98 12.74 0.89 19.29 0.98 13.97 0.99 18.68 0.93 
24 33.43 0.86 56.46 0.95 18.92 0.92 - - - - - - 
25 15.98 0.93 15.33 0.98 15.36 0.90 36.88 0.88 14.52 0.98 14.52 0.92 
26 16.62 0.85 15.58 0.99 14.34 0.96 11.34 0.97 43.76 0.97 21.82 0.92 
27 18.40 0.83 19.47 0.95 42.35 0.90 15.80 0.93 - - 56.90 0.92 
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S4. Interactome of steroid 22 at aromatase active site 

 

Interactions of steroid 22 at aromatase active site: 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Interactions of androstenedione (co-crystallized ligand) at aromatase active site: 
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Overlap of 22 (yellow) and androstenedione (purple) in the active site of aromatase: 

 

 

 

 


