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S2. Expanded aliphatic protons region of the 1H NMR (600 MHz, acetone-d6 ‒ D2O, 9:1, 27 °C] spectrum of the new compound 1  
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S3. Expanded aromatic protons region of 1H NMR (600 MHz, acetone-d6 ‒ D2O, 9:1, 27 °C] spectrum of the new compound 1 
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S6. (+)-HR-ESIMS spectrum of the new compound 1 

[M + 2Na]2+ 



-1.0-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
f1 (ppm)

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

S7.1H NMR [600 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the new compound 2 
-9-

Acetone protons signals



3.84.04.24.44.64.85.05.25.45.65.86.06.26.46.66.87.07.27.4
f1 (ppm)

0

10

20

30

40

50

60

70

80

90

100

    Glucose-3 H-1
  
  Glucose-4 H-1

Glucose-2 H-1

Glucose-1 
H-1
  
    

G
lu

co
se

-4
 H

-2
      

S8. Expanded 1H NMR [600 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C]  spectrum of the new compound 2 
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S16. Expanded aliphatic protons region of the 1H NMR [600 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the new compound 8
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S17. Expanded aromatic protons region of the 1H NMR [600 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the new compound 8
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S18. 13C NMR [151 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the new compound 8  
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S19. Expanded aliphatic and carbonyl carbons regions of the 13C NMR [151 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the new compound 8  

Carbons of the aromatic skeleton

-21-

66.567.070.571.071.572.072.573.073.574.0
f1 (ppm)

0

100

200

300

400

6
6
.8

8
9

6
6
.8

8
9

7
0
.4

9
8

7
0
.4

9
8

7
0
.5

8
0

7
0
.5

8
0

7
0
.9

3
7

7
0
.9

3
7

7
1
.0

0
4

7
1
.0

0
4

7
1
.1

9
5

7
1
.1

9
5

7
1
.2

4
7

7
1
.2

4
7

7
1
.5

5
9

7
1
.5

5
9

7
1
.6

8
3

7
1
.6

8
3

7
1
.8

5
1

7
1
.8

5
1

7
2
.6

3
4

7
2
.6

3
4

7
2
.7

7
6

7
2
.7

7
6

7
2
.8

0
7

7
2
.8

0
7

7
2
.9

2
7

7
2
.9

2
7

7
3
.3

3
9

7
3
.3

3
9

7
3
.3

8
4

7
3
.3

8
4

7
3
.9

8
0

7
3
.9

8
0



65707580859095100105110115120125130135140145150155160165
f1 (ppm)

-200

0

200

400

600

800

1000

1200

1400

1600

1800

2000

2200

2400

2600

2800

3000
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Analysis Name: Nilotinin T3 (8) 
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S21. (+)-HR-ESIMS spectrum of the new compound 8 
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S22. 1H NMR [600 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the known compound hirtellin T1 (4)  
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S23. Expanded 1H NMR [600 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the known compound hirtellin T1 (4)
-25-



3.83.94.04.14.24.34.44.54.64.74.84.95.05.15.25.35.45.55.65.75.85.96.06.1
f1 (ppm)

-10

0

10

20

30

40

50

60

70

80

90

100

110

3
.8

2
5

3
.8

2
5

3
.8

4
7

3
.8

4
7

3
.8

6
8

3
.8

6
8

3
.8

9
0

3
.8

9
0

3
.9

2
2

3
.9

2
2

3
.9

4
3

3
.9

4
3

4
.2

3
8

4
.2

3
8

4
.2

4
9

4
.2

4
9

4
.2

5
5

4
.2

5
5

4
.2

6
6

4
.2

6
6

4
.3

1
9

4
.3

1
9

4
.3

2
3

4
.3

2
3

4
.4

5
0

4
.4

5
0

4
.4

5
4

4
.4

5
45
.6

0
0

5
.6

0
0

5
.6

1
6

5
.6

1
6

5
.6

3
2

5
.6

3
2

5
.7

2
9

5
.7

2
9

5
.7

4
5

5
.7

4
5

5
.7

6
1

5
.7

6
1

5
.7

8
0

5
.7

8
0

5
.7

9
2

5
.7

9
2

6
.0

8
1

6
.0

8
1

6
.0

9
5

6
.0

9
5

[(Glucose H-1) X 3]

S24. Expanded aliphatic protons region of 1H NMR [600 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the known compound hirtellin T1 (4)
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S25. Expanded aromatic protons region of 1H NMR [600 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the known compound hirtellin T1 (4)
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S26. 13C NMR [151 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of the known compound hirtellin T1 (4) 
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S27. Expanded aliphatic and carbonyl carbons regions of the13C NMR [151 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of  hirtellin T1 (4)
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S28. Expanded aromatic carbons region of the13C NMR [151 MHz, (acetone-d6 ‒ D2O, 9:1), 27 °C] spectrum of  hirtellin T1 (4)
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Display Report 
 

Analysis Info 

 

 

Analysis Name:Hirtellin T1 (4) 
Method 20100316_esi_pos_high.m 

 

Operator bdal 
Sample Name 
Comment 

  Instrument micrOTO F-Q 33 

Acquisition Parameter 
Source Type ESI  Ion Polarity Positive  Set Nebulizer 0.3 Bar 
Focus Active  Set Capillary 4500 V Set Dry Heater 180 °C 
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min 
Scan End 5000 m/z Set Collision Cell RF 1300.0 Vpp Set Divert Valve Source  

 

S29. (+)-HR-ESIMS spectrum of hirtellin T1 (4) 

[M + 2Na]2+ 
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S30. ECD spectra of the new ellagitannins 1, 2 and 8 in comparison with that of the known 

one hirtellin T1 (4) 
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