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Table S1. Extract weights of organic extracts obtained from different Bartsia trixago organs.
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Bartsia trixago organ n-Hexane CH:ClLz extract  EtOAc extract
extract weight weight weight

White flowers 2.79 mg 12.11 mg 27.28 mg
White roots 1.24 mg 3.39mg 13.39 mg
White green organs 1.00 mg 10.52 mg 44.67 mg
Yellow flowers 1.22 mg 10.13 mg 21.00 mg
Yellow roots 1.42 mg 3.78 mg 13.85 mg
Yellow green organs 2.74 mg 19.35 mg 11.54 mg

Toxins 2022, 14, 559. https://doi.org/10.3390/toxins14080559 www.mdpi.com/journal/toxins



Toxins 2022, 14, 559

viv)

with H,0-MeOH (1:1

S2 of S9
White green organs Active
of B. trixago plant g
(189.0g) extracted l l l fractions

Pure
D compounds

n-hexane CH,Cl, extract EtOAc extract
extract (1.45g)
CC (CH,Cls-MeOH, 8.5:1.5, v/v)
F1 F2 F3 F4 F5 F6 F7 F8 F9
I—‘ \—‘ ‘ 54.6 mg 584.7 mg 77.9 mg 498.4 mg 64.7 mg

TLC

(CH,Cly-EtOAC-MeOH,
9:0.75:0.25, vfufv)

Vo

i

l

D

F3.1 ‘ F3.2 || F3.3 |‘
10.8 mg

|
- |

F34 | F3.5 | F3.6 ‘
8.4mg

l cc
(CH,Cl-EtOAC-
- MeOH, 2:2:1, v/v/v) ne
(Etoac-
MeOH-H,0,
8.5:1.0:0.5,
vfvfv)
TiC
(CH,Cl,-EtOAC-MeOH, l l l l l l
221, vfulv) ‘ F6.1 H F6.2 H F6.3 ‘ F6.4 ‘ F6.5 H F6.6 H 6.7 ‘
365
mg

Reverse phase TLC
{MeCN-H,0, 4:6, v/v)

20.4 mg

1 l

Scheme S1. Purification scheme of EtOAc extract of B. trixago white green organs.

JUU@

.

A

|
o H EH B

Lo
& (=

_

8.0 7.5

7.0

6.5

6.0

5.5

5.0 4.5 4.0 3.5 3.0 2.5 2.0
f1 (ppm)

1.5

1.(

Toxins 2022, 14, 559. https://doi.org/10.3390/toxins14080559

www.mdpi.com/journal/toxins



Toxins 2022, 14, 559 S3 of S9

Figure S1. '"H NMR spectrum of benzoic acid, 1 (CDCls, 400 MHz).
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Figure S2. '"H NMR spectrum of bartsioside, 2 (MeOD, 500 MHz).
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Figure S3. '"H NMR spectrum of aucubin, 3 (MeOD, 400 MHz).
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Figure S4. '"H NMR spectrum of melampyroside, 4 (MeOD, 400 MHz).

Toxins 2022, 14, 559. https://doi.org/10.3390/toxins14080559 www.mdpi.com/journal/toxins



Toxins 2022, 14, 559 S6 of S9

| |

160 150 140 130 120

110 100 90 80 70 60 50 40
f1 (ppm)

180 170

Figure S5. 13C NMR spectrum of melampyroside, 4 (MeOD, 100 MHz).
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Figure S6. NOESY spectrum of melampyroside, 4 (MeOD, 400 MHz).
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Figure S7. 'H NMR spectrum of gardoside methyl ester, 5 (MeOD, 400 MHz).
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Figure S8. 'H NMR spectrum of mussaenoside, 6 (MeOD, 500 MHz).
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