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Text: NMR data of 118-OH PROG and 14a-OH PROG

11B-OH-Prog, 'H NMR (600 M, CDCls, 5 ppm): 0.91 (3H, s, H-18), 1.45 (3H, s, H-19), 2.13 (3H, s, H-21),
4.41 (1H, dd, ] =3.2 Hz, 6.3 Hz; H-11a), 5.68 (1H, s, H-4); 3C NMR (150 M, CDCl;, 5 ppm): 209.0 (C-20),
199.4 (C-3), 171.9 (C-5), 122.4 (C-4), 68.2 (C-11), 63.8(C-17), 57.5 (C-14), 56.4 (C-9), 48.3 (C-12), 42.9 (C-13),
39.2 (C-10), 35.0 (C-1), 33.8 (C-2), 32.6 (C-6), 32.0 (C-7), 31.3 (C-8), 31.2 (C-21), 24.3 (C-15), 22.7 (C-16), 21.0
(C-19), 15.9 (C-18).

14a-OH-Prog, 'H NMR (600 M, CDCls, 6 ppm): 0.79 (3H, s, H-18), 1.20 (3H, s, H-19), 2.13 (3H, s, H-21),
3.23 (1H, t, ] = 8.8 Hz; H-17ax), 5.74 (1H, s, H-4); ®C NMR (150 M, CDCls, 6 ppm): 210.3 (C-20), 199.5 (C-
3), 170.3 (C-5), 124.0 (C-4), 85.2 (C-14), 59.4 (C-17), 47.9 (C-13), 46.3 (C-9), 38.6 (C-10), 38.3 (C-8), 35.8 (C-
1), 34.0 (C-2), 33.4 (C-12), 32.6 (C-6), 31.5 (C-21), 30.9 (C-15), 27.1 (C-7), 21.4 (C-11), 20.1 (C-16), 17.2 (C-
18), 17.2 (C-19).



Table S1: List of primers using in this article

Primer Sequence (5" - 3’)

CPRun-F AAAAAACATATGATGAGTGCCGATCCGTATGG

CPRun-R AAAAAAAAGCTTTTAAACTCCAAACGTCTTC

P-450mun-F AAAAAAGCTAGCATGGATACCCAGACTGTCGAG

P-450mun-R AAAAAACTTAAGTTAACTCCAAACGTCTTCCTG

CPRuunasi-F AAAAAACATATGAGTGCCGATCCGTATG

CPRunaz-R AAAAAAAAGCTTTTAAACTCCAAACGTCTTC

P-4501na2-F AAAAAAGCTAGCATGCCCAAACTACAACTCAATG

P-4501na20-R AAAAAACTTAAGTTAACTCCAAACGTCTTCCTG

P-4501n_D2A-F AAAAAAGCTAGCATGGCGACCCAGACTGTCGAG

P-4501in D2A-R AAAAAACTTAAGTTAACTCCAAACGTCTTCCTG

P-4501n_akkrs-F AAAAAAGCTAGCATGGCGAAGAAGACCAGCCCCAAACTACAACT
CAATG

P-4501n_akkrs-R AAAAAACTTAAGTTAACTCCAAACGTCTTCCTG

P-450mn_accaveL-F AAAAAAGCTAGCATGGCGCTGCTGCTGGCGGTTTTTCTGCCCAAA
CTACAACTCAATG

P-450mn_ArLLavii-R AAAAAACTTAAGTTAACTCCAAACGTCTTCCTG

P108A-F AGTTTTGCGGAGGCTCTTACCGAGGAC

P108A-R AGAGCCTCCGCAAAACTGAGAACATCG

E109A-F AGTTTTCCAGCGGCTCTTACCGAGGAC

E109A-R AGAGCCGCTGGAAAACTGAGAACATCG

L122A-F TACACACATGCGTCGATTGAAAACCCCAC

L122A-R AATCGACGCATGTGTGTATTTGATTTCCAAG

S294A-F CCAGCTTGCGCTGATCTTCGCCGC

S294A-R GAAGATCAGCGCAAGCTGGGTTTTGGCG

F297A-F TCTGATCGCGGCCGCCATTCACACG

F297A-R GCGGCCGCGATCAGAGAAAGCTG

T364A-F CGGACCTGCGATGACATCCTTTACC

T364A-R ATGTCATCGCAGGTCCGGTGAATCGC

S367A-F ATGACAGCGTTTACCCGCCGTGCCCGTAAAG

S367A-R GGCGGGTAAACGCTGTCATGGTAGGTC

S368A-F ATGACATCCGCGACCCGCCGTGCCCGTAAAG

S368A-R GGCGGGTCGCGGATGTCATGGTAGGTC

E109NNK-F AGTTTTCCANNKGCTCTITACCGAGGAC

E109NNK-R AGAGCMNNGGAAAACTGAGAACATCG

F297NNK-F TCTGATCNNKGCCGCCATTCACACG

F297NNK-R GCGGCMNNGATCAGAGAAAGCTG

F297W-F TCTGATCTGGGCCGCCATTCACACG

F297W-R GCGGCCCAGATCAGAGAAAGCTG

Underline: restriction endonuclease cleavage site; Bold: mutant site.
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Figure S1: ProSA Z-Score result of the AP-450un model.
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Figure 52: Ramachandran Plot of the structure of AP-4501un.
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Figure S3: 'TH-NMR spectrum of isolated 113-OH PROG (600 MHz, CDCls).
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Figure 54: 3C-NMR spectrum of isolated 113-OH PROG (600 MHz, CDCls).
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Figure S5: 'TH-NMR spectrum of isolated 14a-OH PROG (600 MHz, CDCls).
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BBC-NMR spectrum of isolated 14a-OH PROG (600 MHz, CDCls).

Figure S6



Acceptors: 35
Depth: 28.15 A

Acceptors: 39
Depth: 29.88 A

Donors: 25 Donors: 21
Hydrophobicity: 0.72 Hydrophobicity: 0.74
Metal: 1 Metal: 1

Protein Heavy Atoms: 338
Surface: 1412.57 A?
Surface-Volume-Ratio: 1.04
Volume: 1357.82 A3

Protein Heavy Atoms: 339
Surface: 1519.90 A2
Surface-Volume-Ratio: 1.00
Volume: 1526.27 A®

Figure S7: Binding pocket properties of AP-450wun (A) and AP-4501n-F297W (B)



