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Figure S1."H NMR spectrum in CDsOD (700 MHz) of compound 2
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Figure S2.HR-ESIMS spectrum of compound 2
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Figure S3."H NMR spectrum in CDsOD (700 MHz) of compound 3
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Figure S4.HR-ESIMS spectrum of compound 3
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Figure S5."H NMR spectrum in CDsOD (700 MHz) of compound 4a
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Figure S6.HR-ESIMS spectrum of compound 4a
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Figure S7.'"H NMR spectrum in CDsOD (700 MHz) of compound 4b
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Figure S8. HR-ESIMS spectrum of compound 4b

2602103
2472283 2741881 4934490
12651844
| 347 1538 3972085
280176 { 3152038 341 2680 369.2633 381.3235 400.3640 .
2251854 2591346 || | 02707 | /LB . 5,
T Ihz‘" 110 ‘ L i eatacia - el il llf L ‘427 i . o 35‘34 ‘:35 )
220 240 260 280 300 320 340 360 380 400 420 440 480 480 500

miz



Figure S9.'"H NMR spectrum in CDsOD (700 MHz) of compound 5a
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Figure S10.HR-ESIMS spectrum of compound 5a

287.2507

95;

85
80
75
70

85

10: 4792608

5 4112138 L ‘5:3‘_“279
6654644
7 1 2712265 32370 3512502 q04 4632870 apg2 5934381 o
0 22?2510 % Izﬂp? 8 P i Il 437;2 4 - ! ‘I. ldQ‘Sillﬂ' S17.3278 ISTUI ?.z.l L = ooy ‘L‘ - L J‘n 1k I‘L I7s."‘|‘lt‘|ﬂ 741.5480

" Ll "
) ) T fhee T
200 250 300 350 400 450 500 550 600 650 700
mz




Figure S11."H NMR spectrum in CDs:OD (700 MHz) of compound 5b
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Figure S12.HR-ESIMS spectrum of compound 5b
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Figure S13.HR-ESIMS spectrum of compound 6a
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Figure S14.HR-ESIMS spectrum of compound 6b

3512501

10 3952397 479 2606
6214539

379.2662 637 4277 685 4640
174.]1599 2002610 242 lzsaa 271 2965 3‘13 Iz;es 463. zalm .
0 L

R 593.4379
. . . N U . SR e bt T1E70
200 250 300 350 400 450 500 550 00 650 700

miz



Figure S15."H NMR spectrum in CDsOD (700 MHz) of compound 7a
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Figure 5§16.1°C NMR spectrum in CDsOD (175 MHz) of compound 7a
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Figure S17.HR-ESIMS spectrum of compound 7a
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Figure 518."H NMR spectrum in CDsOD (700 MHz) of compound 7b
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Figure 519.13C NMR spectrum in CDsOD (175 MHz) of compound 7b
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Figure $20.HR-ESIMS spectrum of compound 7b
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Figure S21."H NMR spectrum in CD:OD (700 MHz) of compound 8a
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Figure S22.'"H-'H COSY spectrum in CD3OD (700 MHz) of compound 8a
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Figure S23.HR-ESIMS spectrum of compound 8a
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Figure S24."H NMR spectrum in CDsOD (700 MHz) of compound 9a
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Figure S25.'"H-"H COSY spectrum in CDsOD (700 MHz) of compound 9a
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Figure 526."H-3C HSQC spectrum in CD3OD (700 MHz) of compound 9a
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Figure S27. HR-ESIMS spectrum of compound 9a

3671882

Relative Abundance

307 2855 420.3446

2319258 2668502 '-’2?-‘ 8%
i i 1 y

5109430 579.3171 7512380 ga01g68 6714806

156.0825 22,0389 714.7382

956 8600

984.2075

4oszs1w| |
ol L

Ay
400 450

bl Hll I

750

Al
500

L,
550
miz

y i el 1l
800 850 900

W T
600

T T T ]
150 200 250 300 350 650 700

Figure S28."H NMR spectrum in CDsOD (700 MHz) of compound 8b
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Figure S29.'"H-"H COSY spectrum in CDsOD (700 MHz) of compound 8b
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Figure S30.'"H-3C HSQC spectrum in CDsOD (700 MHz) of compound 8b
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Figure S31.HR-ESIMS spectrum of compound 8b
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Figure $32."H NMR spectrum in CDsOD (700 MHz) of compound 9b

T
& € 4 2 0 [ppm]

17



Figure S33.'"H-'H COSY spectrum in CDs:OD (700 MHz) of compound 9b
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Figure S34.'"H-'"H TOCSY spectrum in CDsOD (700 MHz) of compound 9b
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Figure S35.'"H-3C HSQC spectrum in CDsOD (700 MHz) of compound 9b
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Figure 536. HR-ESIMS spectrum of compound 9b
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Table S1. Effects of compounds 2, 3, 4a, 4b, and 8a-9b on human AR

Compound % residual activity?

2 103 £4 (71 pM)
3 82+3 (71 uM)

4a 97 + 4 (43 uM)

4b 98 +3 (43 uM)

8a 87 +2 (71 uM)

8b 74 + 8 (210 pM)

9a 86 +2 (107 uM)

9b 74 6 (210 uM)

The residual activity is reported as the mean + SD of at least
three independent measurements. *The maximal concentration
of the compound used to evaluate residual activity is reported
in parenthesis.

20



