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Figure S1. '"H NMR spectrum of compound 2 (600 MHz, in CDCls)

abundance

4.0

2.0 3.0

1.0

S
S +
S =]
(o]
= = 8
8o & & a
E.—
=
1=}
=
o
<o
T T T T T T T T T T T
81 80 79 78 77 76 15 74 13 12
N N N
ow o % fmovrNvsn o
gSg 558 REARgYss &
X : parts per Million : TH™ coemmmesE
o
£

2.0(
2.01

)

12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 -1.0 -2.0

1.548
1.255

0.000 i

X : parts per Million : 1H

Figure S2. 3C NMR spectrum of compound 2 (150 MHz, in CDCls)
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Figure S3. FT-IR spectrum of compound 2 (neat)
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Figure S4. UV-VIS spectrum of compound 2 (MeCN/H»0, 1:1)
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Figure S5. '"H NMR spectrum of compound 3 (400 MHz, in CDCls)
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Figure S6. '3C NMR spectrum of compound 3 (100 MHz, in CDCls)
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Figure S7. FT-IR spectrum of compound 3 (neat)
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Figure S8. UV-VIS spectrum of compound 3 (MeCN/H-O, 1:1)
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Figure S9. '"H NMR spectrum of compound 4 (400 MHz, in CDCls)
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Figure S10. *C NMR spectrum of compound 4 (150 MHz, in CDCl3)
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Figure S11. FT-IR spectrum of compound 4 (neat)
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Figure S12. UV-VIS spectrum of compound 4 (MeCN/H,O, 1:1)
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Figure S13. 'H NMR spectrum of compound 5 (600 MHz, in CDCls)
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Figure S14. 3C NMR spectrum of compound 5 (150 MHz, in CDCls)

0 0.10203040506070809101.1121314151.61.71819

il .

abundance

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0-20.0

AN AN /]

>

2.118

VAN OTONMONO QNN X o =3
QO —A A —mAOA T AR oA S
et Yo ST anan R <
ada—cCSSw S ARG %%~ =~ =
VNN B RN n AN === — =~~~

=
X : parts per Million : 13C

S8



Figure S15. FT-IR spectrum of compound 5 (neat)
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Figure S16. UV-VIS spectrum of compound 5 (MeCN/H»0, 1:1)
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Figure S17. '"H NMR spectrum of compound 6 (600 MHz, in CDCls)
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Figure S18. *C NMR spectrum of compound 6 (150 MHz, in CDCl3)
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Figure S19. FT-IR spectrum of compound 6 (neat)
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Figure S21. '"H NMR spectrum of compound 7 (600 MHz, in CDCls)
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Figure S23. FT-IR spectrum of compound 7 (neat)
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Figure S24. UV-VIS spectrum of compound 7 (MeCN/H»0, 1:1)
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Figure S25. 'H NMR spectrum of compound 8 (400 MHz, in CDCls)

abundance

7.0

6.0

5.0

4.0

3.0

2.0

1.0

0

X : parts per Million : 1H

E <1
E ER
] S I
] o
E <4
] ]
; :
] 2
] < o
N T T T
] 72 7.1 7.0
g X pa';.ts'\i)erMillion:lH s e
. Ao L
N B O e s R SRR e
12.0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 -1.0 -2.0
N8I RI=IS2RLTR = 2 5 8
SRS T2=38353848% a S a S
ERN N NN NN RN NS 888 < o - <

Figure S26. '3C NMR spectrum of compound 8 (150 MHz, in CDCls)
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Figure S27. FT-IR spectrum of compound 8 (neat)
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Figure S29. 'H NMR spectrum of compound 9 (600 MHz, in CDCls)
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Figure S30. '3C NMR spectrum of compound 9 (150 MHz, in CDCls)
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Figure S31. FT-IR spectrum of compound 9 (neat)
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Figure S32. UV-VIS spectrum of compound 9 (MeCN/H»0, 1:1)

700

600

500

S17

Wavelength (nm)

300 400

200

-0.02



Figure S33. 'H NMR spectrum of compound 10 (600 MHz, in CDCl5)
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Figure S34. '3C NMR spectrum of compound 10 (150 MHz, in CDCls)
=7
CE
uE
N
=]
2]
< 7
o 1
EE
=3
<
b
<
" ]
S
o
<
e 7
EE
g 27
S
£33
2 o J
< 1 o
SUASULABSSAASOSRADSBA NI PR DS RS A RS RSN AU RSB AR B A AR A AR IS IS IS LS SIS SR R
220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0-20.0

S18




Figure S35. FT-IR spectrum of compound 10 (neat)
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Figure S36. UV-VIS spectrum of compound 10 (MeCN/H-O0, 1:1)
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Figure S37. 'H NMR spectrum of compound 11 (600 MHz, in CDCl3)
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Figure S38. '3C NMR spectrum of compound 11 (150 MHz, in CDCl3)
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Figure S39. FT-IR spectrum of compound 11 (neat)
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Figure S40. UV-VIS spectrum of compound 11 (MeCN/H-0, 1:1)
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Table S1. Detailed information of deteced binding proteins.

Band No. Accession Description Coverage # Peptides ~ # PSMs # Unique MW
[%] Peptides {kDa}
1 P08238 Heat shock protein 64 53 508 32 83.2
HSP 90-beta
P07900 Heat shock protein 61 51 476 32 84.6
HSP 90-alpha
Q16891 MICOS complex 42 42 85 39 83.6
subunit MIC60
2 P11142 Heat shock cognate 52 35 201 28 70.9
71 kDa protein
P38646 Stress-70 protein, 46 38 91 37 73.6
mitochondrial
AOAO0G2JIW1  Heat shock 70 kDa 37 28 107 16 70.1
protein 1B
3 P10809 60 kDa heat shock 59 38 178 38 61
protein,
mitochondrial
P14618 Pyruvate kinase 60 27 81 14 57.9
PKM
P48643 T-complex protein 1 44 28 62 27 59.6
subunit epsilon
P17987 T-complex protein 1~ 50 25 63 25 60.3
subunit alpha
P50990 T-complex protein 1~ 41 23 43 23 59.6
subunit theta
4 P06733 Alpha-enolase 58 37 161 36 47.1
5 P60709 Actin, cytoplasmic 1 52 18 483 5 41.7
P68032 Actin, alpha cardiac 52 14 263 4 42
muscle 1
QIUQ80 Proliferation- 39 18 58 18 43.8

associated  protein

2G4
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