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Figure.S1. "H NMR spectral of 6B,11a-dihydroxyprogesterone (2) (CDCls;, 600 MHz)
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Figure.S2. 3C NMR spectral of 6p3,11a-dihydroxyprogesterone (2) (CDCls, 151 MHz)
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Figure.S3. COSY spectral of 6B,11a-dihydroxyprogesterone (2) (CDClIs, 600 MHz)
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Figure.S7. 3C NMR spectral of 6p,11a-dihydroxyprogesterone (2) (DMSO-dgs, 600 MHz)
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Figure.S13. COSY spectral of 12,17a-dihydroxyprogesterone (9) (CDCls, 600 MHz)
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Figure.S28. HSQC spectral of 6f,11a-dihydroxy-16a,17a-epoxyprogesterone (12) (DMSO-ds, 600 MHZz)
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Figure.S29. HMBC spectral of 6f3,11edinydroxy-16a,17a-epoxyprogesterone (12) (DMSO-ds, 600 MHZz)

TJ-KW.l.E—Pr—FZ

Ol

r3E+08

3

r3E+08

7.26-Chiorof
,4.16
N 4.15
3.68
14
1.35
0.68

r2E+08

r2E+08

r2E+08

2E+08

r2E+08

r 1E+08

r1E+08

13

r1E+08

r8E+07

6E+07

r4E+07

r2E+07

7 ) “ L,O

7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0 0.5

4.0
f1 (ppm)
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Figure.S31. 3C NMR spectral of 14ydroxy-7-oxopregnenolone (13) (CDCls, 151 MHz)
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Figure.S33. HSQC spectral of 1 Haydroxy-7-oxopregnenolone (13) (CDClz, 151 MHz)
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Figure.S36. 3C NMR spectral of 50,6a-epoxy-3p,11a-dihydroxypregnan-7,20-dione (14) (CDCls, 151 MHz)
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Figure.S40. Thin layer chromatographgshowing theroducts of biotransformation
170-hydroxyprogesterone(4):A)one-day traisformation;B) thee-day tansformation;

C) seven-day ransformation; D}en-day tramsformation;E)6[,12p,17a-trihydroxyprogesterone
(10 ); B 1B,17a-dihydroxyprogesterone(9); G §,17a-dihydroxyprogesterone(8); H17a-
hydroxyprogesterone(4)



Figure.S41.Thin layer chromatographshowing theroducts of biotransformation
170-hydroxyprogesterone(4):A) oneday trasformation;B) thee-day tansformation;

C) seven-day tansformation; Djen-day traxsformation;E)6f,12p,17a-trihydroxyprogesterone
(10 ); B 13B,17a-dihydroxyprogesterone(9); G §,17a-dihydroxyprogesterone(8); H17a-
hydroxyprogesterone(4)



Figure.S42.Thin layer chromatographshowing theroducts of biotransformation
17a-hydroxyprogesterone(4):A) oneday tramsformation;B) thee-day tansformation;

C) seven-day tansformation; Djen-day traxsformation;E)6f,12f,17a-trihydroxyprogesterone
(10 ); B 1B,17a-dihydroxyprogesterone(9); G ¢3,17a-dihydroxyprogesterone(8); H17a-
hydroxyprogesterone(4)



Figure.S43.Thin layer chromatographshowing theroducts of biotransformation
160,17a-epoxyprogesterone(5):A)one-day traisformation;B) thee-day tansformation;
C) 16a,17a-epoxyprogesterone(5); Dseven-daytransformation;E) tei-daytransformation



Figure.S44.Thin layer chromatographshowing theroducts of biotransformation
16a,17a-epoxyprogesterone(5):A)one-day trmsformation;B) thee-day tansformation;
C) 16a,17a-epoxyprogesterone(5); Dseven-daytransformation;E)ten-day traxsformation
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parameters prediction using the SwissADME modelling
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Figure.S56. Pregnenolone (6) physicochemical and ADME parameters prediction using

the SwissADME modelling
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Figure.S57. 11a-Hydroxy-7-oxopregnenolone (13) physicochemical and ADME parameters
prediction using the SwissADME modelling
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