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Figure S-2. 2-D interaction plot of inhibitor 23 with AR protofibrils (PDB ID: 2BEG)
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Figure S-3: 'H-NMR spectrum (400 MHz, CDCl3) of compound 12

f1 (ppm)
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Figure S-4. 'H-NMR spectrum (400 MHz, CDCls) of compound

f1 (ppm)
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Figure S-5. 'H-NMR spectrum (400 MHz, CDClsz) of compound 15
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Figure S-6. *H-NMR spectrum (400 MHz, CDCls3) of compound 16
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Figure S-7. 'H-NMR spectrum (400 MHz, CDCls) expansion of compound 16
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Figure S-8. 'H-NMR spectrum (400 MHz, CDCl3) expansion of compound 16
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Figure S-9. 'H-NMR spectrum (400 MHz, CDCls3) of compound 23
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Figure S-10. *C-NMR spectrum (100 MHz, CDCl3) of compound 23

S-10



24)

STE
JJZI"E

9198°¢
6598°¢
L698'E
CLLRE
CT88 e
FL88° €
91768'€f
VEVE €
9196'€l
TOS6'E
L096°E
£096°¢
9€L6'E

STCT ¥ —
06elv—

- ET°¢C

- Te

l‘ 0T

415 410 4.05 400 3.95 3.90 3.85 3.80

¥8T°¢
14
%62?
}\81'9
60°%
01°s
SI1CC

frz
712
AN

=80°T

=1T'T
41N
/0°G

J9T¢
v/T°¢C
€11

Figure S-11. 'H-NMR spectrum (400 MHz, CDCl3) of compound 24
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Figure S-12. 'H-NMR spectrum (400 MHz, CDCl3) expansion of compound 24
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Figure S-13. 'H-NMR spectrum (400 MHz, CDCl3) of compound 25
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Figure S-14. 'H-NMR spectrum (400 MHz, CDCls) expansions of compound 25
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Figure S-15. 'H-NMR spectrum (400 MHz, CDCls) of compound 26

E;OO'E
1T
bZ'S
bE't
ZH's
FOT'T
Fzez
FLET
Feze

61T
=c0'¢

=177
F1Z1

=50'T
AN

{o!
Efsoz
A

¥0Z
»90'2
=00'T

f1 (ppm)

0.5

1.0

T
1.5

2.0

2.5

T
3.0

3.5

4.0

4.5

T
5.5

T
6.0

T
6.5

70

I
8.0 7.3

8.5

S-15



bET6'ST,
2619211
£0T0'TT;
8EPH'ET 1
1942

1928'821
LLTT'TE
8059'+€ 1
1070°LE
LELYLE
G69E6E
LY EP”
62166
59/5'057]
cezes
8£99°SS
€£82L°LS"

£858'9/
8SLT'LL
ze6b L’

[ e

0£9L'ETTA,
8602121
02T\
1695°€2T~
6266'421 7
8£6€'671
S0+8'9ET
(esLer
0£E9' THT
16£0'66T7

T9E9°08T —

89 P0C—

O:?:':O
%
=

Figure S-16. 1*C-NMR spectrum (100 MHz, CDCl3) of compound 26

0

10

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

f1 (ppm)

S-16



J 00¢€
—2 BT
FQZE
£90'C
}S€6
F6T'T
‘17T
0T

f1 (ppm)

ySE'T
0T |«

- FEC1

(27)

s80°T
!_{j EbO'Z
6E'8 ™~

£ 2C°T
AR
760

2
S
~
I

Figure S-17. 'H-NMR spectrum (400 MHz, CDCl3) of compound 27
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Figure S-18. 13C-NMR spectrum (100 MHz, CDCl3) of compound 26
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Figure S-19. 'H-NMR spectrum (400 MHz, CDCls) of compound 28
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Figure S-20. *C-NMR spectrum (100 MHz, CDCl3) of compound 28
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Figure S-21. HPLC chromatogram of compound 23
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Figure S-22. HPLC chromatogram of compound 25
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Figure S-23. HPLC chromatogram of compound 26
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Figure S-24. HPLC chromatogram of compound 27
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Figure S-25. HPLC chromatogram of compound 28
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