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

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

-

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

2 Title 05-Oct-NMR-R5

3 Comment RS

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 8
Scans

13 Receiver Gain 128

14 Relaxation 0.5000
Delay

15 Pulse Width 13.5000

16 Acquisition 2.7263
Time

17 Acquisition 2018-10-05T11:45:37
Date

18 Modification 2018-10-05T11:45:38
Date

19 Spectrometer  400.13

Frequency
20 Spectral Width 12019.2
21 Lowest -3098.9
Frequency
22 Nucleus 1H

23 Acquired Size 32768
24 Spectral Size 65536
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Figure S1. 'H NMR spectrum of helminthosporin (RAE-1)
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compounds submitted
to library/ R5/ C13-

Parameter

1 Data File C:/ Users/ Augustin/

Name Desktop/ fid of

R5/ fid

2 Title RS
3 Comment R5
4 Origin Bruker BioSpin GmbH
5 Owner M
6 Site
7 Spectrometer spect
8 Author
9 Solvent DMSO
10 Temperature 293.9
11 Pulse zgpg30

Sequence

12 Number of 10890
Scans

13 Receiver Gain 1626

14 Relaxation 1.0000
Delay

15 Pulse Width ~ 8.4500

16 Acquisition 1.0420
Time

17 Acquisition 2019-04-29T16:23:36

Date

18 Modification ~ 2019-04-29T722:44:12

Date

19 Spectrometer 125.76
Frequency

20 Spectral Width 31446.5

21 Lowest -3148.0
Frequency
22 Nucleus 13C

23 Acquired Size 32768
24 Spectral Size 65536
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Figure S2. 3C NMR spectrum of helminthosporin (RAE-1)
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I SMIMALRZL

_ . Labsoutions  Analysis Report

<Sample Information>

Sample Name :R5

Sample ID :R5

Data Filename : 08-07-19PRIYAQ01.lcd
Method Filename : AMIT NM.lem

Batch Filename  : amit.lcbh

Vial # :1-93 Sample Type : Unknown
Injection Volume : 5 uL
Date Acquired : 08-07-2019 Acquired by - Amit Kumar
<Chromatogram>
mAU
S | B : & PDA Multi 1 254nm,4nm
(=]
o~

1500
1000-
] 85
500 5 >
_f 2 3 33
2 g 88
0,, s =8 8 = = .44
0 5 10 15 20 25
min
<Peak Table>
PDACh1 254nm
|Ret. Time | Area | Height | Area%
18743 50133 8934 0.341
| 19138 22752 4514 0.155
- 19.421] 26877 4729 0.183
20.132] 28612 | 7080 0.195
20922 13952838 2012040 94.922
22946 369043 58071 2511
23254 249066 41179 1.694

| 14699323 2136547 100.000

G:\hard disc\AMIT\08-07-19PRIYA001 Ied

Figure S3. HPLC chromatogram of helminthosporin (RAE-1)
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Analysis Report

<Sample Information>

Sample Name ‘RS
Sample ID i

Data Filename 1 29-8-18 MASS SC22.1cd
Method Filename - MS Scan lom

Batch Filename - 29.8-13 MASS . ico

Vial # 2 1-81 Sample Type S Unknown
Injection Volume - 1 yL
© System A

Date Acquired $29-08-2018 12:21:56 Acquired iy
Date Processed 28-08-2018 12:.22:57 Proce 51}

I s
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Figure S4. MS spectrum of helminthosporin (RAE-1)
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Section S1.b. Emodin (RAE-2)

R4C2

Parameter

-

Title
Comment
Origin
Owner
Site

o v s w N

~

Spectrometer
Author

© ®

Solvent

10 Temperature
11 Pulse
Sequence

12 Number of
Scans

13 Receiver Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Modification
Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest
Frequency

22 Nucleus
23 Acquired Size
24 Spectral Size

Value

Data File Name C:/ Users/ Augustin/

Desktop/ fid of
compounds submitted
to library/ R4C2/ 1H/
fid

R4C2

R4C2

Bruker BioSpin GmbH
Administrator

spect

DMSO
300.0
zgpr

12

81
0.5000

13.5000
2.7263

2018-07-26T11:51:38

2018-07-26T11:51:40

400.13

12019.2
-3078.3

1H
32768
65536
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Figure S5. 1H NMR spectrum of emodin (RAE-2)
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Parameter

-

Title
Comment
Origin
Owner
Site

o v s wN

~

Spectrometer
8 Author

©

Solvent

10 Temperature

11 Pulse
Sequence

12 Number of
Scans

13 Receiver Gain

14 Relaxation
Delay

15 Pulse Width

16 Acquisition
Time

17 Acquisition
Date

18 Modification

Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest
Frequency

22 Nucleus

23 Acquired Size

24 Spectral Size

Value

Data File Name C:/ Users/ Augustin/

Desktop/ fid of
compounds submitted
to library/ R4C2/ C13/
fid

R4C2

R4 C2

Bruker BioSpin GmbH
Administrator

spect

DMSO
300.0
2gpg30

8192

203
1.0000

9.2000
1.2976

2018-09-26T02:23:46
2018-09-26T02:23:48
100.61

25252.5
-2563.6

13C
32768
65536

R4C28 R 358 R 2 53 IAIX 5
RACE & £y g 88 38 ©g8g 5
| | \Yas VT NN
|
1ol o |
I |
T T T T T T T T T T T T T T T T T T T
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100
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Figure S6. 13C NMR spectrum of emodin (RAE-2)
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'y SHMIMADZU

iuiz: LabSolutions Analysis Report

<Sample Information>

Sample Name 1 rdc2 !
Sample ID ird4c2

Data Filename : 08-07-18Amit0D1 3.lcd

Method Filename : AMIT NM.lcm
Batch Filename : amit.lcb

Vial # 1 1-18 Sample Type : Unknown
Injection Volume : 5 ulL
Date Acquired : 09-07-2018 Acquired by : Amit Kumar
<Chromatogram>
mAU
| = PDA Multi 1 254nm,4nn‘1
3000+ o
2000+
1000+
| 5 g
. 2 = =
0
S S e S i LT Fe L SRR T T o
0.0 2,5 5.0 7.5 10.0 12,5 15.0 17.5 20.0
min
<Peak Table>
PDA Ch1 254nm
Ret. Time| Area | Height Area%
12.831| 12783121 3248487 98.878
13.401 70782 17425 0.547
14.470 72648 17201 0.562
18.947 1645 - 209 0.013
12928196 3283323 100.000

Figure S7. HPLC chromatogram of emodin (RAE-2)
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O-07=-2018 11 42 19 Foge |

Analysis Report

<Sample Information>

Sample Name ‘R4 ez
Sample ID :
Data Filename :9-7-18 MASS 8.lcd

Method Filename : MS Scan.lem
Batch Filename 1 3-7 -18 LCMS.Ich

Vial # 1 1-6 Sample Type - Unknown

Injection Yolume 1uL

Date Acquired : 09-07-2018 11:51:29 Acquired by : System Administrator
Date Processed | 09-07-2018 11:62:30 Processed by . System Administrator
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Figure S8. MS spectrum of emodin (RAE-2)
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Section S1.c. Chrysophanol (RAE-3)

Parameter

Data File Name

Title
Comment
Origin

Owner

Site
Spectrometer
Author

© PN U A WN

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest Frequency
22 Nucleus

23 Acquired Size

24 Spectral Size

Value

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

R1C2

R1C2

Bruker BioSpin GmbH
Administrator

spect

CDCI3

300.0

2930

6

203

0.5000

13.5000

2.7263
2018-08-02T10:59:37
2018-08-02T10:59:38
400.13

12019.2
-3093.2
1H
32768
65536

R1C2 38 B888RRIZRAAARY 8
R1C2 ] NNNNNNNNNNNNNN BN

\/ e\ et

OH 0 OH
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Figure S9. 1H NMR spectrum of chrysopahanol (RAE-3)
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Parameter

Data File Name

Title
Comment
Origin
Owner
Site

o v s wN

~

Spectrometer
Author

© ®

Solvent
10 Temperature
11 Pulse Sequence

Value

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

Bruker BioSpin GmbH
1M

spect

CDCi3

0.0
2gpg30

12 Number of Scans 8192

13 Receiver Gain

1626

14 Relaxation Delay 1.0000

15 Pulse Width
16 Acquisition Time
17 Acquisition Date

18 Modification
Date

19 Spectrometer
Frequency

20 Spectral Width

21 Lowest
Frequency

22 Nucleus

23 Acquired Size

24 Spectral Size

8.4500
1.0420
2019-10-04T17:06:33
2019-10-04T21:52:44

125.76

31446.5
-3148.0

13C
32768
65536

04-oct-c13-algustind R 8 288 BRHAIR ©
o o oo = oMM T =N M N
R1C2 a = 8e SR s R g a
[ [ v YN A
|
1!
]
| I
I H )
L A oy /|

T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 %1(2 1(;0 90 80 70 60 50 40 30 20 10
1 (ppm

Figure S10. 13C NMR spectrum of chrysopahanol (RAE-3)
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SHEMADZU
=2z LabSolutions

nalysis Reporti

<Sample Information>

Sample Name :R1C
lgamp;e ID : R1Cg

ata Filename :17-08-18A C
Method Filename - AMIT NM jomr 00 /o4
Batch Filename s amit.lch

1al # - 1.2 I
Injection Vplume - 15 ul Sample Type - Unknowm
Date Acquired - 17-08-2018 Acquired by : Amit Kumar
<Chromatogram>
mAU
[ ;s @ o -
i ) PDA MulS 7 254nm 4nm
2000 =
] e
1500~
10004
500
] & B
7 | == &
0 .
5 10 15 20 25

.....

<Peak Table>

PDACh1254nm_

‘Ret. Time  Area

17.143 14790776

_Height — Area% ]
2068119 99.040

. 17.656 26966

18.031 68675
18384 9927
f 20756 _7:}1778’

4263 0.181

13220 0460

2528 0.066
9664 0.253

. 14934122 2097793 100.000

Figure S11. HPLC chromatogram of chrysopahanol (RAE-3)
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<Sample Information>

Sample Name
Sample ID

Data Filename
Method Filename
Batch Filename
Vial #

Injection Volume
Date Acquired
Date Processed

Intex100.000)
5.0

a5
40
15
30
25
2.0
15
10 14230
08 |

U.U—"-i-""—‘.-; LIS A

:1-96
:2uL
0 21-08-2018 14:27:27
:21-08-2018 14:28.:28

212.35

cR1C2

- 21--08-18MS6.Icd
: MS Scan.lem

Sample Type

Acquired by
Processed by

45470

100 150 200

Intefw1,000,000)
225

zsq.‘a@%lﬁ“ RS Sl
e b A A B
250 300 350 400 450
25315
269.10
o 32115

299|.15 ‘33}7.05

175.0200.0 225.0 2500 275.0 300.0 325.0 3500 375 0 400 0 425.0

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

Paper (Cher@sgy)

7.65
7.39
7.39

Vs
L3

6.71
6.71
3.96
247

PHY-3 S
Il

728
710
<

~

s w

o w

~

8
9

Parameter

Value

Data File Name F:/ Paper

Title
Comment
Origin
Owner
Site

Spectrometer
Author

Solvent

10 Temperature
11 Pulse Sequence
12 Number of

Scans

OH 0] OH 13 Receiver Gain

15 Pulse Width

16 Acquisition Time

17 Acquisition Date
=]

18 Modification

14 Relaxation

Delay

Date

20 Spectral Width
21 Lowest

22 Nucleus

24 Spectral Size

(Chemistry)/
Physcion/ fid
Paper
(Chemistry)
PHY-3

Bruker BioSpin
GmbH

Administrator

spect

CDCI3
300.0
2930
8

203
1.0000

13.5000
3.9846
2019-10-21T11
143:52
2019-10-21T11
:143:54

400.13

8223.7
-1640.9

1H
32768
65536

0 19 Spectrometer
Frequency
- Frequency
J ‘ [ ‘ 23 Acquired Size
4L i L &
SS S299 S =
P | P o
T T T T T T T T T T T T T T
13 12 11 10 9 4 3 2 1 0

7 6
f1 (ppm)

Figure S13. 1H NMR spectrum of physcion (RAE-4)
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28-nov-c13-FBysciéh 828R 2 g2 58 588K o 2
PHY-3 g 2 £8¢ g 88 X5 9288 8 ]
I N4 Vo NS

-

2
3
4
5
6
7
8
9

Parameter

Data File Name

Title
Comment
Origin

Owner

Site
Spectrometer
Author

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans

13 Receiver Gain

14 Relaxation Delay

15 Pulse Width

16 Acquisition Time
17 Acquisition Date

Value

F:/ Paper (Chemistry)/
28-nov-c13-Physcion/ 3/
fid

28-nov-c13-Physcion
PHY-3

Bruker BioSpin GmbH
1M

spect

CDCI3

681.0

29pg30

3744

1626

1.0000

8.4500

1.0420
2019-11-28T11:28:00

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

Frequency

20 Spectral Width
21 Lowest

Frequency

22 Nucleus

23 Acquired Size
24 Spectral Size

125.76

31446.5
-3148.0

13C
32768
65536

210 200 190 180 170 160 150 140 130 120 llf(l)(IOO) 9 80 70 60 50 40 30 20 10
ppm

Figure S14. 13C NMR spectrum of physcion (RAE-4)
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 SHIMADZL

a LabSolutions

Analysis Report

<Sample Information>

2 TG26

:rc2c

: 26-06-18Amit6.lcd
: amit methnol.lcm

Sample Name
Sample ID

Data Filename
Method Filename

Batch Filename : amit.lcb
s P Sample Type - Unknown
Injection Volume :5uL
Date Acquired . 26-06-2018 Acquired by - Amit Kumar
<Chromatogram>
mAU
: 2
200 =~
150
1004
50 m
] 2 e S
] o o m p=e]
- £ colf @
] T\ A
T T l T L T 'E T
0 5 10 15
<Peak Table>
PDA Ch1 254nm i
'Ret. Time| _ Area Height Area%g‘
13.303 16027 3212 0.968
17.083 14359 2279 0.867
[ 17.314 5634 1519 0.340
17,465 34474] _ 6302] 2.082
| 17.618] 1533946 228134 92.650
" 19.009 51196 7381 3.092
; 1655637 248826, 100.000
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Figure S15. HPLC chromatogram of physcion (RAE-4)
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1 €2, ';% %

wions Analysis Report

LE D

<Sample Information>

Sample Name
Sample D

Data Filename
Method Filename
Batch Filename
Vial #

Injection Volume
Date Acquired
Date Processed

Inten{x1,000,000)
130.25
200
175 | 7

1.50 |

1.00
075 | |

050

0.00 Las
150 200

Intefx1,000,000)
1.0

0.9
0.8
07
0.6
05
04
0.3
0.2
01

0.0~

Ryee PLat

1 2-8-18 MASSE Icd

- MS Scan.lcm

©1-08-18 GEN MS.Icb

1 1-3

c2ul

1 02-08-2018 13:27-48
02-08-2018 13:28:49

45460
!

27940

250 300 350

283.20

351.30

26540 325 45

400 4510 500

Sample Type

Acquired by
Processed by

600 650 700

i

CAHLCMSABateh table studer

Figure S16. MS spectrum of physcion (RAE-4)
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- Unknown

© Systemn Administrator
* System Administrator

589 35
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