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1. Supplemental Figures 

 
Supplemental Figure 1. Ternary complex structure and protein-ligand interaction of 

PROTAC 1 (gray: CRBN, brown: H-PGDS, GTT = glutathione). 
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Supplemental Figure 2. Ternary complex structure and protein-ligand interaction of 

PROTAC 2 (gray: CRBN, brown: H-PGDS, GTT = glutathione). 
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Supplemental Figure 3. Ternary complex structure and protein-ligand interaction of 

PROTAC 3 (gray: CRBN, brown: H-PGDS, GTT = glutathione). 
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Supplemental Figure 4. Ternary complex structure and protein-ligand interaction of 

PROTAC 4 (gray: CRBN, brown: H-PGDS, GTT = glutathione). 
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2. 1H and 13C NMR spectra of the compounds 

 
1H NMR of Compound 2 

 
 
13C NMR of Compound 2 
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1H NMR of Compound 3 

 

 

13C NMR of Compound 3 
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1H NMR of Compound 4 

 
 
13C NMR of Compound 4 
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1H NMR of Compound 5 

 
 
13C NMR of Compound 5 
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1H NMR of Compound 6 

 
 
13C NMR of Compound 6 
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1H NMR of Compound 8 

 
 
13C NMR of Compound 8 
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1H NMR of PROTAC 2 

 
 
13C NMR of PROTAC 2 
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1H NMR of PROTAC 3 

 
 
13C NMR of PROTAC 3 
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1H NMR of PROTAC 4 

 
 
13C NMR of PROTAC 4 
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1H NMR of PROTAC 5 

 
 
13C NMR of PROTAC 5 
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1H NMR of PROTAC 6 

 
 
13C NMR of PROTAC 6 

 

  

ab
un

da
nc

e
0

0.
1

0.
2

0.
3

X : parts per Million : Proton

9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0

8.
47

4

7.
56

1

7.
35

7
7.

20
8

7.
19

7
7.

03
3

7.
02

2
6.

99
5

6.
52

7
6.

52
5

5.
97

9
5.

97
6

5.
97

2
5.

66
7

5.
66

0
5.

65
6

4.
81

7
4.

80
8

4.
79

5
4.

78
6

3.
37

3
3.

29
6

3.
27

3
3.

26
6

3.
25

0
3.

23
0

3.
13

7
3.

12
9

3.
12

2
2.

97
5

2.
90

0

2.
63

3
2.

50
0

2.
49

8
2.

37
0

2.
34

0
2.

16
2

2.
11

3
2.

11
0

1.
67

6
1.

66
6

1.
65

5
1.

60
9

1.
58

1

0.
97

7

6.
16

6.
08

5.
28

4.
55

4.
55

2.
89

2.
19

1.
71

1.
68

1.
66

1.
64

1.
59

1.
55

1.
05

1.
00

0.
99

0.
94

0.
93

0.
92

0.
85

0.
80

0.
65

 (t
ho

us
an

dt
hs

)
0

1.
0

2.
0

3.
0

4.
0

5.
0

6.
0

X : parts per Million : Carbon13

170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0

17
1.

80
0

16
9.

72
4

16
7.

00
7

16
6.

40
4

16
2.

31
9

16
2.

25
2

15
8.

26
3

15
8.

02
4

15
4.

80
0

14
9.

38
5

13
6.

01
1

13
3.

61
9

12
6.

51
1

12
4.

70
3

12
3.

94
7

12
0.

38
8

11
6.

95
4

11
5.

35
6

11
2.

40
9

10
6.

63
1

51
.0

67
50

.2
16

49
.4

31

43
.8

63
40

.0
56

39
.9

41
39

.7
97

39
.6

64
39

.5
20

39
.3

86
39

.2
43

39
.1

09
35

.7
89

35
.1

10
34

.3
44

31
.1

39
30

.7
76

26
.6

43

21
.2

38



S17 

 

1H NMR of PROTAC 7 

 
 
13C NMR of PROTAC 7 
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3. HPLC analysis 

 

Analytical HPLC of PROTAC 2 

Purity: >99% (tR = 16.1 min) 
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Analytical HPLC of PROTAC 3 

Purity: 98% (tR = 10.5 min) 

 
 

Analytical HPLC of PROTAC 4 

Purity: 97% (tR = 10.3 min) 

 

ym-5-22-c-24 - CH5

0.0 5.0 10.0 15.0 20.0 25.0 30.0 32.0
Retention Time [min]

0

100000

200000

220000

In
te

ns
ity

 [µ
V]

ym-5-31-a-28 - CH5

0.0 5.0 10.0 15.0 20.0 25.0 30.0 32.0
Retention Time [min]

0

50000

100000

120000

In
te

ns
ity

 [µ
V]



S20 

 

Analytical HPLC of PROTAC 5 

Purity: >99% (tR = 17.4 min) 

 
 

Analytical HPLC of PROTAC 6 

Purity: 95% (tR = 11.8 min) 

 

HO-1-040-2 - CH5
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Analytical HPLC of PROTAC 7 

Purity: 95% (tR = 11.5 min) 
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4. HRMS spectra 

 

HRMS of PROTAC 2 

 
 

HRMS of PROTAC 3 

 
 

HRMS of PROTAC 4 

 
 

HRMS of PROTAC 5 

 
 

HRMS of PROTAC 6 

 
 

HRMS of PROTAC 7 
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