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Section S1. Spectral data scans (NMR, MS, HPLC)

Section S1.a. Helminthosporin (RAE-1):
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Parameter Value

1 Data File Name F:/ Paper (Chemistry)/
05-Oct-NMR-R5/ 26/ fid

2 Title 05-Oct-NMR-R5

3 Comment R5

4 Origin Bruker BioSpin GmbH

5 Owner Administrator

6 Site

7 Spectrometer spect

8 Author

9 Solvent DMSO

10 Temperature 300.0

11 Pulse Sequence zgpr

12 Number of
Scans

8

13 Receiver Gain 128

14 Relaxation
Delay

0.5000

15 Pulse Width 13.5000

16 Acquisition
Time

2.7263

17 Acquisition
Date

2018-10-05T11:45:37

18 Modification
Date

2018-10-05T11:45:38

19 Spectrometer
Frequency

400.13

20 Spectral Width 12019.2

21 Lowest
Frequency

-3098.9

22 Nucleus 1H

23 Acquired Size 32768

24 Spectral Size 65536

Figure S1. 1H NMR spectrum of helminthosporin (RAE-1)
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Parameter Value

1 Data File
Name

C:/ Users/ Augustin/
Desktop/ fid of
compounds submitted
to library/ R5/ C13-
R5/ fid

2 Title R5

3 Comment R5

4 Origin Bruker BioSpin GmbH

5 Owner IIIM

6 Site

7 Spectrometer spect

8 Author

9 Solvent DMSO

10 Temperature 293.9

11 Pulse
Sequence

zgpg30

12 Number of
Scans

10890

13 Receiver Gain 1626

14 Relaxation
Delay

1.0000

15 Pulse Width 8.4500

16 Acquisition
Time

1.0420

17 Acquisition
Date

2019-04-29T16:23:36

18 Modification
Date

2019-04-29T22:44:12

19 Spectrometer
Frequency

125.76

20 Spectral Width 31446.5

21 Lowest
Frequency

-3148.0

22 Nucleus 13C

23 Acquired Size 32768

24 Spectral Size 65536

Figure S2. 13C NMR spectrum of helminthosporin (RAE-1)
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Figure S3. HPLC chromatogram of helminthosporin (RAE-1)
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Figure S4. MS spectrum of helminthosporin (RAE-1)
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Section S1.b. Emodin (RAE-2)
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Parameter Value

1 Data File Name C:/ Users/ Augustin/
Desktop/ fid of
compounds submitted
to library/ R4C2/ 1H/
fid

2 Title R4C2

3 Comment R4C2

4 Origin Bruker BioSpin GmbH

5 Owner Administrator

6 Site

7 Spectrometer spect

8 Author

9 Solvent DMSO

10 Temperature 300.0

11 Pulse
Sequence

zgpr

12 Number of
Scans

12

13 Receiver Gain 81

14 Relaxation
Delay

0.5000

15 Pulse Width 13.5000

16 Acquisition
Time

2.7263

17 Acquisition
Date

2018-07-26T11:51:38

18 Modification
Date

2018-07-26T11:51:40

19 Spectrometer
Frequency

400.13

20 Spectral Width 12019.2

21 Lowest
Frequency

-3078.3

22 Nucleus 1H

23 Acquired Size 32768

24 Spectral Size 65536

Figure S5. 1H NMR spectrum of emodin (RAE-2)
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Parameter Value

1 Data File Name C:/ Users/ Augustin/
Desktop/ fid of
compounds submitted
to library/ R4C2/ C13/
fid

2 Title R4C2

3 Comment R4 C2

4 Origin Bruker BioSpin GmbH

5 Owner Administrator

6 Site

7 Spectrometer spect

8 Author

9 Solvent DMSO

10 Temperature 300.0

11 Pulse
Sequence

zgpg30

12 Number of
Scans

8192

13 Receiver Gain 203

14 Relaxation
Delay

1.0000

15 Pulse Width 9.2000

16 Acquisition
Time

1.2976

17 Acquisition
Date

2018-09-26T02:23:46

18 Modification
Date

2018-09-26T02:23:48

19 Spectrometer
Frequency

100.61

20 Spectral Width 25252.5

21 Lowest
Frequency

-2563.6

22 Nucleus 13C

23 Acquired Size 32768

24 Spectral Size 65536

Figure S6. 13C NMR spectrum of emodin (RAE-2)
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Figure S7. HPLC chromatogram of emodin (RAE-2)



Page S9

Figure S8. MS spectrum of emodin (RAE-2)
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Section S1.c. Chrysophanol (RAE-3)
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Parameter Value

1 Data File Name C:/ Users/ Augustin/
Desktop/ fid of compounds
Kept in lab/ R1C2/ H-NMR
R1C2/ fid

2 Title R1C2

3 Comment R1C2

4 Origin Bruker BioSpin GmbH

5 Owner Administrator

6 Site

7 Spectrometer spect

8 Author

9 Solvent CDCl3

10 Temperature 300.0

11 Pulse Sequence zg30

12 Number of Scans 6

13 Receiver Gain 203

14 Relaxation Delay 0.5000

15 Pulse Width 13.5000

16 Acquisition Time 2.7263

17 Acquisition Date 2018-08-02T10:59:37

18 Modification Date 2018-08-02T10:59:38

19 Spectrometer
Frequency

400.13

20 Spectral Width 12019.2

21 Lowest Frequency -3093.2

22 Nucleus 1H

23 Acquired Size 32768

24 Spectral Size 65536

Figure S9. 1H NMR spectrum of chrysopahanol (RAE-3)
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Parameter Value

1 Data File Name C:/ Users/ Augustin/
Desktop/ fid of
compounds submitted to
library/ R1C2/ 04-oct-
c13-augustin/ 1/ fid

2 Title 04-oct-c13-augustin

3 Comment R1C2

4 Origin Bruker BioSpin GmbH

5 Owner IIIM

6 Site

7 Spectrometer spect

8 Author

9 Solvent CDCl3

10 Temperature 0.0

11 Pulse Sequence zgpg30

12 Number of Scans 8192

13 Receiver Gain 1626

14 Relaxation Delay 1.0000

15 Pulse Width 8.4500

16 Acquisition Time 1.0420

17 Acquisition Date 2019-10-04T17:06:33

18 Modification
Date

2019-10-04T21:52:44

19 Spectrometer
Frequency

125.76

20 Spectral Width 31446.5

21 Lowest
Frequency

-3148.0

22 Nucleus 13C

23 Acquired Size 32768

24 Spectral Size 65536

Figure S10. 13C NMR spectrum of chrysopahanol (RAE-3)
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Figure S11. HPLC chromatogram of chrysopahanol (RAE-3)



Page S13

Figure S12. MS spectrum of chrysopahanol (RAE-3)
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Section S1.d. Physcion (RAE-4)
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Parameter Value

1 Data File Name F:/ Paper
(Chemistry)/
Physcion/ fid

2 Title Paper
(Chemistry)

3 Comment PHY-3

4 Origin Bruker BioSpin
GmbH

5 Owner Administrator

6 Site

7 Spectrometer spect

8 Author

9 Solvent CDCl3

10 Temperature 300.0

11 Pulse Sequence zg30

12 Number of
Scans

8

13 Receiver Gain 203

14 Relaxation
Delay

1.0000

15 Pulse Width 13.5000

16 Acquisition Time 3.9846

17 Acquisition Date 2019-10-21T11
:43:52

18 Modification
Date

2019-10-21T11
:43:54

19 Spectrometer
Frequency

400.13

20 Spectral Width 8223.7

21 Lowest
Frequency

-1640.9

22 Nucleus 1H

23 Acquired Size 32768

24 Spectral Size 65536

Figure S13. 1H NMR spectrum of physcion (RAE-4)
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Parameter Value

1 Data File Name F:/ Paper (Chemistry)/
28-nov-c13-Physcion/ 3/
fid

2 Title 28-nov-c13-Physcion

3 Comment PHY-3

4 Origin Bruker BioSpin GmbH

5 Owner IIIM

6 Site

7 Spectrometer spect

8 Author

9 Solvent CDCl3

10 Temperature 681.0

11 Pulse Sequence zgpg30

12 Number of Scans 3744

13 Receiver Gain 1626

14 Relaxation Delay 1.0000

15 Pulse Width 8.4500

16 Acquisition Time 1.0420

17 Acquisition Date 2019-11-28T11:28:00

18 Modification Date 2019-11-28T13:17:36

19 Spectrometer
Frequency

125.76

20 Spectral Width 31446.5

21 Lowest
Frequency

-3148.0

22 Nucleus 13C

23 Acquired Size 32768

24 Spectral Size 65536

Figure S14. 13C NMR spectrum of physcion (RAE-4)
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Figure S15. HPLC chromatogram of physcion (RAE-4)
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Figure S16. MS spectrum of physcion (RAE-4)


