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1H NMR spectrum of compound 3a

4.79
—1.02
—0.60

o o o) -
~ A ® ~
~ T T %)

78 77 76 75 74 73 72 7.1 7.0 6.9 6.8 6.7 6.6 19-CH,
f1 (ppm) 18-CH,

,
4
1,025 %—- al

0094
| 294
3.0021i
097
3.003

™S

4500

~4000

3500

~3000

2500

2000

1500

1000

500

= 4 3.09=x

8.0

N
[

7.0 6.5 6.0 5.5 5.0 4.5 3.0 25 2.0 1.5

4.0 35
f1 (ppm)

1BC NMR spectrum of compound 3a
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IR spectrum of compound 3a
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1H NMR spectrum of compound 3b
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IR spectrum of compound 3b
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1H NMR spectrum of compound 3¢
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IR spectrum of compound 3¢
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1H NMR spectrum of compound 3d

~7000

6500

6000

5500

5000

4500

~4000

3500

3000

2500

2000

~1500

~1000

500

500

w0 el o o
~ ~ o wn
< T T o
.
2./
/o N\e—o
8 g 3 3 "/ CH,
~ ~ 0 ) — 7
I I N e
Npg—21
CHy
e ¥
21a.CH GRS B
+2,6'CH cocl, 3',5-CH H;C | | \
19 16
1\' 9 14—
2/ W 15
250 X T
T T T T T T T T T T T (0] )
76 75 74 73 7.% 71 70 69 6.8 6.7 6.6 4
1
o 18.CH,
7'CH,
1
19.CH,
6-CH
| J T
T o ¥ T y ¥
o ~ w0 o foa} foa} Lo
S o S & o S S o
- N o o - (] (4] o
75 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
13C NMR spectrum of compound 3d
[=3 a - < 0 nmRhaeY oo~y TR OND
o O 0 - o MEYY NYTTODOITHOODOTNOMOM
s X777 NN N7 T0220 9000
8000
2 3 g ¥ B
5 & & 8 g 70
[
6000
5000
142 140 138 136 134 132 130 128 126 124 4000
1 (ppm)
3000
2000
1000
~-1000

80

T T T T

200 190 180 170

160 150 140 130 120 110 100

f1 (ppm)

90

70

60

50 40 30



IR spectrum of compound 3d
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1H NMR spectrum of compound 3e
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IR spectrum of compound 3e
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1H NMR spectrum of compound 3f
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IR spectrum of compound 3f
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1H NMR spectrum of compound 3g
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IR spectrum of compound 3g
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S2. Flow cytometry additional data

Contour plots of flow cytometry assay with propidium iodide staining (for each FACS tube), in
LNCaP cells after 24 and 72h of exposition to 50 uM of steroid 3g and finasteride (and

respective controls).
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FSC-Height
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