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Table S1. HPLC running method 

 

 Time ACN 
(0.1% FA) 

Water 
(0.1% FA) 

1 0.0 5.0 95.0 

2 17.0 20.0 80.0 

3 25.0 30.0 70.0 

4 32.0 100.0 00.0 

5 35.0 100.0 00.0 

6 37.0 5.0 95.0 

7 38.0 5.0 95.0 
 



 
(A) 

3.03.54.04.55.05.56.06.57.07.58.0

f1 (ppm)

-1000000

0

1000000

2000000

3000000

4000000

5000000

6000000

7000000

8000000

9000000

10000000

11000000

12000000

13000000

14000000

 

1
.0

0

1
.9

7

6
.8

0
6
7

6
.8

2
2
8

7
.4

3
3
5

7
.4

3
7
6

7
.4

5
4
1

7
.4

5
8
3



 
(B) 

Figure S1. (A) 1H-NMR spectrum of compound 1 in CH3OH-d4 at 400 MHz. (B) 13C-NMR spectrum of compound 1 in CH3OH-d4 
at 100 MHz. 
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Figure S2. (A) 1H-NMR spectrum of compound 2 in CH3OH-d4 at 400 MHz. (B) 13C-NMR spectrum of compound 2 in CH3OH-d4 
at 100 MHz. 
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(B) 

Figure S3. (A) 1H-NMR spectrum of compound 2 in CH3OH-d4 at 400 MHz. (B) 13C-NMR spectrum of compound 2 in CH3OH-d4 
at 100 MHz. 
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(B) 

Figure S4. (A) 1H-NMR spectrum of compound 4 in CH3OH-d4 at 400 MHz. (B) 13C-NMR spectrum of compound 4 in CH3OH-d4 
at 100 MHz. 
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(B) 

Figure S5. (A) 1H-NMR spectrum of compound 5 in DMSO-d6 at 500 MHz. (B) 13C-NMR spectrum of compound 5 in DMSO-d6 at 
125 MHz. 

556065707580859095100105110115120125130135140145150155160165170175180185190

f1 (ppm)

0

500000

1000000

1500000

2000000

2500000

3000000

3500000

4000000

4500000

_ _

6
0
.9

8
6
7

6
4
.6

8
7
0

7
0
.2

4
2
8

7
4
.4

6
5
3

7
6
.1

5
4
7

7
6
.5

1
3
0

7
7
.2

1
9
8

7
7
.4

7
4
3

7
9
.7

6
0
6

9
5
.1

2
1
9

9
8
.4

9
7
3

9
9
.6

7
3
2

1
0
3
.5

8
2
4

1
0
5
.8

2
5
2

1
0
9
.1

7
4
8

1
1
3
.8

9
5
8

1
1
6
.3

7
5
4

1
1
9
.6

6
2
3

1
2
1
.8

5
5
6

1
4
6
.2

3
7
9

1
5
0
.3

8
1
4

1
5
7
.3

8
1
1

1
6
1
.6

4
2
4

1
6
4
.9

3
3
9

1
8
2
.3

6
6
0



 
(A) 

3.03.23.43.63.84.04.24.44.64.85.05.25.45.65.86.06.26.46.66.87.07.27.47.67.88.08.28.4

f1 (ppm)

-500000

0

500000

1000000

1500000

2000000

2500000

3000000

3500000

4000000

4500000

5000000

5500000

6000000

CCBu_25_3.1.fid

4
.3

3

3
.3

3

1
.2

4

1
.8

1

1
.0

1

1
.1

3

0
.9

8

1
.0

0

0
.9

7

0
.8

8

1
.7

3

1
.6

8

3
.4

1
7
1

3
.4

3
5
4

3
.4

5
3
6

3
.5

4
1
3

3
.5

4
5
7

3
.5

5
3
2

3
.5

5
8
3

3
.5

7
4
4

3
.6

5
1
5

3
.6

6
9
7

3
.6

8
6
9

3
.6

9
1
5

3
.7

0
5
9

3
.7

1
9
8

3
.7

2
3
9

3
.7

3
1
6

3
.7

4
4
2

3
.7

5
5
8

3
.8

4
0
5

3
.8

5
9
7

3
.9

4
1
7

3
.9

4
5
9

3
.9

6
6
1

3
.9

7
0
5

3
.9

8
7
3

3
.9

9
0
7

4
.0

6
3
1

4
.0

8
2
4

5
.1

5
0
9

5
.1

6
5
2

5
.4

8
5
0

5
.4

8
8
3

6
.4

6
1
5

6
.4

6
5
4

6
.6

3
9
5

6
.7

7
3
2

6
.7

7
7
5

6
.9

3
0
7

6
.9

4
7
3

7
.8

7
0
0

7
.8

8
6
7



 
(B) 

Figure S6. (A) 1H-NMR spectrum of compound 6 in CH3OH-d4 at 500 MHz. (B) 13C-NMR spectrum of compound 6 in CH3OH-d4 
at 125 MHz. 
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(B) 

Figure S7. (A) 1H-NMR spectrum of compound 7 in CH3OH-d4 at 500 MHz. (B) 13C-NMR spectrum of compound 7 in CH3OH-d4 
at 125 MHz. 
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(B) 

Figure S8. (A) 1H-NMR spectrum of compound 8 in CH3OH-d4 at 500 MHz. (B) 13C-NMR spectrum of compound 8 in CH3OH-d4 
at 125 MHz. 
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(B) 

Figure S9. (A) 1H-NMR spectrum of compound 9 in DMSO-d6 at 500 MHz. (B) 13C-NMR spectrum of compound 9 in DMSO-d6 at 
125 MHz. 
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