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Fig. S1: Full scan spectrum from Fr4, showing the selenocystathionine related selenium patterns
(in-source fragments, parent molecule and sodium adduct). Stars indicate the 78Se-80Se
isotopologues.
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Fig. S2: Extracted ion chromatogram of selenohomocysteine ion-source fragment (m/z 181.97).
Arrows and values indicate the corresponding and detected selenium species (see Table 1 for
further information).



COOH

| H, H, H,
CH—C —C —Se—C —COOH

NH Experimental Elemental composition, Theoretical Difference,
3 m/z [M+H]+ m/z ppm
Chemical Formula: C4H,,NO,Se* 181.97069 C4H8NO2Se+ 181.97150 -4.45
Exact Mass: 241.9926 135.96558 C3H6NSe+ 135.96600 -3.09
108.95336 C2H5Se+ 108.95510 -15.97
COOH 94.93872 CH3Se+ 94.93940 -7.16
CH—C —C —Se
NH,
Chemical Formula: C4HgNO,Se"
Exact Mass: 181.9715
Ho @ Hy ®
[©) CH—C——C —Se H3C—C —Se
HsC—Se H .
NH Chemical Formula:
2
Chemical Formula: CH;Se" C,HsSe*
Exact Mass: 94.9394 Chemical Formula: C3H6NSe+ Exact Mass: 108.9551

Exact Mass: 135.9660

Fig. S3: Proposed structures of the m/z 241.9926 compound and its MS/MS fragments, together
with mass accuracy data of the fragments (see Fig. 2).

Experimental Elemental composition, Theoretical Difference,
COOH m/z [M+H]+ m/z ppm
| H, H, Hy 181.97047 CAH8NO2Se+ 181.9715 -5.66
CH™C —C —Se™—C —C=0C—"CHs 135.96649 C3HBNSe+ 135.966 3.60
134.96881 CAHT7Se+ 134.97070 -14.00
NH3 OH
Chemical F 2 CoHLNOSe™ 132.95525 CAH5Se+ 132.95510 1.13
emica ormula: €
ia- LetlieN s 106.93961 C2H3Se+ 106.93940 1.96

Exact Mass: 254.0290

COOH ®
Se——C==CH,

Chemical Formula: C;H;Se™
NH, Exact Mass: 106.9394

Chemical Formula: C;HgNO,Se"
Exact Mass: 181.9715

@ H
Se—¢C _ﬁ—C—CHz
Hp (€] ) .
CH:E—C —Se Chemical Formula: C4HsSe

Exact Mass: 132.9551

NH,
® H, -
Chemical Formula: CsHgNSe” HpSe™—C ——C=—=C=—CH,

Exact Mass: 133.9660 Chemical Formula: C4H,Se"

Exact Mass: 134.9707

Fig. S4: Proposed structures of the m/z 254.0289 compound and its MS/MS fragments, together
with mass accuracy data of the fragments (see Fig. 3).



COOH OH

| H, H H H  H
CH—C —C —Se—C —C —C _(H:_C_CHg

Experimental Elemental composition, Theoretical Difference,
m/z [M+H]+ m/z ppm
NH3 181.97079 C4H8NO2Se+ 181.97150 -3.90
Chemical Formula: C;nH,NOSe" 163.00156 C6H11Se+ 163.00200 -2.70
+ CroH20NU3
Exact Mass: 282.0603 135.96549 C3H6NSe+ 135.96600 -3.75
TOOH H—c— o & b _H M
e e S@ =5 e H;Se——C —C —C —CG==C==CH,
—C —C —Se
NH NHz Chemical Formula: CgH,;Se*
2

Exact Mass: 163.0020
Chemical Formula: C;HgNSe™

Chemical Formula: C4;HgNO,Se"
Exact Mass: 135.9660

Exact Mass: 181.9715

Fig. S5: Proposed structures of the m/z 282.0603 compound and its MS/MS fragments, together
with mass accuracy data of the fragments (see Fig. 4).

COOH
H H H  H Hp
CH—C —C —Se—C —C—C —C—=CH,
NH3 OH OH
Chemical Formula: CoH;gNO,Se"
COOH Exact Mass: 284.0396

H  H H H H
CH—C —C —Se—¢C —C_C_E—CHz

NH3 OH  OH Experimental | Elemental composition, Theoretical Difference,
m/z [M+H]+ m/z ppm
181.97079 C4H8NO2Se+ 181.97150 -3.90
COOH ® 164.98097 C5H90Se+ 164.98130 -2.00
Hp
Hy Hy @ CH_E_C —Se 146.97314 C5H7Se+ 146.97070 16.60
CH—C —C —Se | 135.96549 C3H6NSe+ 135.96600 -3.75
NH, 102.05505 C4H8NO2+ 102.05500 0.49
NH,
. Chemical Formula: C;HgNSe”
Chemical Formula: C4HgNO,Se" er];nca hzrmu 1a35 ;6660 ¢
Exact Mass: 181.9715 xact Mass: '
H; S® C C CHZZ C— OOH H S® cC—C¢C C——C—=CH
e— (—C—C —C=—=CH e—C—C—C—C—
’ H H : | : H H A 2
CH—C—CH;
OH H Chemical Formula: CsH,Se”
Chemical Formula: CsHyOSe" NH3 Exact Mass: 146.9707

Exact Mass: 164.9813 . +
Chemical Formula: C4HgNO,

Exact Mass: 102.0550

Fig. S6: Proposed structures of the m/z 284.0396 compounds and their MS/MS fragments, together
with mass accuracy data of the fragments (see Fig. 5).



COOH
H  H H  H Hp

CH—C —C —Se—C —C —C—=C——C —COOH - — - -
H Experimental Elemental composition, Theoretical Difference,
m/z [M+H]+ m/z ppm
NHs OH 192.98019 C6H902Se+ 192.97620 20.68
Chemical Formula: C1oH;sNOsSe” 181.97047 C4H8NO2Se+ 181.97150 -5.66
COOH Exact Mass: 312.0345 164.98220 C5H90Se+ 164.98130 5.46
146.97114 C5H7Se+ 146.97070 2.99
Hy  H Hy  H Hp
CH—C —C —Se—C —C —C—C——C —COOH 135.96501 C3H6NSe+ 135.96600 -7.28
H
NH3 OH
® H H
2 2 ® H,

H;Se——C —C —C=—=C==C——COOH _
H H HoSe——C —C==C==C==CH,

. . +
Chemical Formula: CgHoO,Se” Chemical Formula: CsHSe
TR Exact Mass: 146.9707

Exact Mass: 192.9762

® H H COOH ®
H,Se——C —C — C=—=C=——=CH, | H
H, H, ® CH:ﬁ—C —Se
oH CH—C —C —Se
. + | NH;
Chemical Formula: CsHgOSe NH,
Exact Mass: 164.9813 Chemical Formula: C;HgNSe™

Chemical Formula: C4;HgNO,Se”
Exact Mass: 181.9715

Exact Mass: 135.9660

Fig. S7: Proposed structures of the m/z 312.0345 compounds and their MS/MS fragments, together
with mass accuracy data of the fragments (see Fig. 6).

HO—C —CH,—C —C—¢C —ge—CHg
Experimental Elemental composition, Theoretical Difference,
Chemical Formula: C¢H;30,Se* m/z [M+H]+ m/z ppm
Exact Mass: 197.0075 108.95479 C2H5Se+ 108.9551 -2.85
94.93865 CH3Se+ 94.9394 -7.90
®
Se™CHs HAC—Se—CH,

Chemical Formula: CH3Se”  Chemical Formula: C,H;Se*
Exact Mass: 94.9394 Exact Mass: 108.9551

Fig. S8: Proposed structures of the m/z 197.0075 compound and its MS/MS fragments, together with
mass accuracy data of the fragments (see Fig. 7).



OH

OH

HOOC\/\/\ @/\)\)
Se
H

Chemical Formula: C;gH,,04S¢e"
Exact Mass: 285.0600

H
Experimental Elemental composition, Theoretical Difference,
HOOC\/\/\S@e m/z [M+H]+ m/z ppm
H 239.05915 C9H1902Se+ 239.05450 19.45
OH 182.99294 C5H1102Se+ 182.99190 5.68
164.98200 C5H90Se+ 164.98130 4.24
OH 134.96998 C4H7Se+ 134.97070 -5.33
132.95493 C4H5Se+ 132.95510 -1.28
/\/\ ® 106.93922 C2H3Se+ 106.93940 -1.68
ﬁe 85.06494 C5H90+ 85.06480 1.65
OH
Chemical Formula: CoH;9O,Se™
Exact Mass: 239.0545
®
® /\/\
Se AN Se
OH
Chemical Formula: C4HsSe™
Chemical Formula: CsHoOSe"
Exact Mass: 132.9551 59
Exact Mass: 164.9813
H
®
® ® /\/\
Se Se \

®
- /\ \/\’/
OH
Chemical Formula: CsHgO"
Exact Mass: 85.0648

Chemical Formula: C4H;Se™
OH Exact Mass: 134.9707
Chemical Formula: C,H;Se"

Exact Mass: 106.9394

Chemical Formula: CsH;;0,S¢"
Exact Mass: 182.9919

Fig. S9: Proposed structures of the m/z 285.0600 compounds and their MS/MS fragments, together
with mass accuracy data of the fragments (see Fig. 8).
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Fig. S10: Additional (zoomed) MS/MS spectrum of the m/z 581.1092 compound (see Fig. 9 and S11).



TOOH TOOH TOOH S
A H. He ‘
T e TH c Se c H HT|
NH
’ NHz & CH—NH,
Chemical Formula: C3HgNO,Se”  Chemical Formula: CeH13N,0,4Se”
Exact Mass: 167.9558 Exact Mass: 257.0035 cH
2
| . | e
é?_' Chemical Formula: CoH;,NOs CH—N
2

Exact Mass: 214.0710

HO—C——CH—N

Chemical Formula: C,H,NSe*
Exact Mass: 121.9503

Chemical Formula: CgH,NO5"
Exact Mass: 170.0812

OH

|

N

— ————CH,OH
\ i | |
__| H OH H
H l l ' Chemical Formula: CoH,4NOg"
H OH H ® Exact Mass: 232.0816
CH,
SeH |
. ) "
‘ Chemical Formula: CoH;¢NOgSe HO—C——CH—N oOH H OH OH
Exact Mass: 314.0137 I
CH,
O P,
l H® ﬁ ‘ ' CH,0OH
HO——C——CH—N OH H OH OH
[ \ l l , l SeH H H
o o — CH,OH
H ' ‘ & Chemical Formula: CoH;sNO,Se*
H H Hz Exact Mass: 332.0243
SeH H®
_ . HO——C——CH—N OH H OH OH
Chemical Formula: CoH;4NOsSe \ , , , l
CH> Exact Mass: 296.0032 0] c CH,OH
H
| 4o BN
HO_C_CH_N\ OH H OH H H
o c — — CHZOH
o
Experimental | Elemental composition, Theoretical Difference,
H OH H m/z [M+H]+ m/z ppm
545.08614 C18H29N2012Se+ 545.08800 -3.41
CH,OH 401.04552 C12H21N208Se+ 401.04580 -0.70
332.03000 CO9H18NO7Se+ 332.02430 17.17
HO H 314.00981 CO9H16NO6Se+ 314.01370 -12.39
H 296.00129 C9H14NO5Se+ 296.00320 -6.45
l 257.0079 C6H13N204Se+ 257.00350 17.12
——o0H 232.08104 CO9H14NO6+ 232.08160 -2.41
214.07215 CO9H12NO5+ 214.07100 5.37
HO—T—H 170.07906 C8H12NO3+ 170.08120 -12.58
167.95415 C3H6NO2Se+ 167.95580 -9.82
HC, \ 121.94893 C2H4NSe+ 121.95030 -11.23
\@ H H
HN——CH—COOH , |
HOH,C — CK 0
CH
: TN
OH OH H OH HN—CH—C—OH
Se
| g
CH>
Chemical Formula: C1gH,9N,0,Se™* Se
HOOC——CH—NH, Exact Mass: 545.0880 ‘
CHz
Chemical Formula: C,H,;N,OgSe™ |
Exact Mass: 401.0458 HO |C|: CH_N\ OH (,)H
o c — CH,OH
T
H OH H H

Fig. S11: Proposed structures of the MS/MS fragments of the m/z 419.0568 and 581.1092 compounds,
together with mass accuracy data of the fragments (see Fig. 9).



MS retention time (min): 08477
Channel name: 2: RT=0.8477 mins : DDA TOF MSe (50-1000) G2V ESI+

1.53e5
[122.09702
- M5 setention time grenk DASTO
[« G | DDA TOF MSe [30-2000) fe'v ESl+ Colksion energy V) 1358
1.4e5- ( a ) axonns b ——
| (b) (c)
1.2e5 -
100000 _ )
i 20000 # 1102007
E 314.08568 * L5 D647
= S TEE . 337760
60000
19 3TN0 00
- 702704 anomae:
40000 - "‘r:- ved mazs W “ - = = 'er'thtd::.t:'s Izt > * “
20000 OH ~ CH,
;!?‘5.1? 534 éH
-34211516 HOSHA7
C o
L A | ]
00 400 600 80D 1000
CH CH
Obszerved mass [m/z] HO/ \E/ ~ N@) CH COOH
He C\\ [ He |
OH H,C
CH2OH N—— CH— COOH |
CH20H
CH,
—H CH,
HO—T—H
Se
HO— CH,
HoO——H
® CH,
H———OH Se
H—T1—OH
CH
HO———H O—T 1 —H
H Chemical Formula: CsHgNO,Se* HO—C
HC

Exact Mass: 193.9715

\\N—CH—COOH HC\\ (|3H3
|

N—/CH
: . +
CH, H ® H, Chemical Formula: C4H,¢NOgSe
CH H,Se——C —ﬁ—C—CHz Exact Mass: 416.0818
CH, | +
® CH; Chemical Formula: C4H;Se
Se |® Exact Mass: 134.9707
Se
Chemical Formula: CjoH;¢NOgSe* Chemical Formula: CoH4NOsS¢” - — - -
Experimental | Elemental composition, Theoretical Difference,
Exact Mass: 326.0137 Exact Mass: 298.0188 m/z [M+H]+ m/z ppm
COOH ® 326.01314 C10H16NO6Se+ 326.01370 -1.72
O H,  ® CH_C_(H;Z_ Se 298.01716 C9H16NO5Se+ 298.01880 -5.50
CH—C —C —Se | H 193.97314 C5H8NO2Se+ 193.97150 8.45
NH, 181.97515 C4HBNO2Se+ 181.97150 20.06
NH, 135.96461 C3HBNSe+ 135.96600 -10.2
. Chemical Formula: C3HgNSe" . : .
Chemical Formula: C4H3NOZSS+ emical Formula: C3HgNSe 134.97133 C4H7Se+ 134.97070 4.67

Exact Mass: 181 9715 Exact Mass: 135.9660

Fig. S12: Compound at the experimental m/z 416.08051 (for details, see Table 1); (a) full scan spectrum;
(b) full scan spectrum /zoomed/; (c) MS/MS spectrum, together with the proposed structures and the
mass accuracy data of the MS/MS fragments.



MS retention time [min): 0.7166
Channel name: 2: RT=0.7166 mirs : DDA TOF MSe (50-1000) eV ESl+

4824
276.14429
M5 eriention time (mink 07180
45000 Chanel nasse: 21 AT ~7166 sy - DOA TOF MSe [35-1000) 8¢ ESle
I 35163
o] (@ 7| (b
15205570
3000
35000
T00
30000
¥
i 000
8 25000 x
o 284.03840 1530
3 I 4820080
]
£
20000
1000
15000 o
Jr— 098
HzETS 7o
l 50805 l R
. | i y)
10000 A a1 a6 s
Dtserved mass jnvz]
20415380
!
5000 4
44609233
H608L16 | 45520810
0 Y . \
200 400 600 E00 1000
Obsenved mass [m/z)
Chasmrel nase: & RT=D7131 mins | Sat Massmz)= 240927 | DDA TOF MISMS (50-1000} 14-236V BT+
semazm "
20
( C ) IS
173
150
1
i 15397030
E 100
5
15206717
2806235
e}
|-nasern oz
£ 13505724 17206068 - 1
20809750
A 300 oo
n TRE e
a1
azo912m-|

Fig. S13: Compound at the experimental m/z 446.09233 (for details, see Table 1); (a) full scan spectrum;
(b) full scan spectrum /zoomed/; (c) MS/MS spectrum, together with the proposed structures and the
mass accuracy data of the MS/MS fragments.



CH,OH
,—_H
HO—
H—
HO—]
HC,

N\

Chemical Formula: C;oH;4NOsSe"
Exact Mass: 308.0032

CH,0H
——H
HO—
H———OH
HO——H
HC,

N\

N——CH—COOCH

CH;

OH_

CH,OH (|3H2
HO_H CH
I \T/ \T
HO—™] CH CH
Ho™ \(H;/ .®
H———OH |
OH
HO——H CHz
HC, \\ CHa
N——CH— COOH N——CH—COOH S|e
CH; Hzc CHZ
CH, CH, HO——CH
S|23 . N CH;
Chemical Formula: C;gH[¢NOg
CH20H Exact Mass: 246.0972 HO—C
HO—T—H CH,
HO—T—H
CH,OH
H——OH
——H
HO—T—H
HO—
HC
\\ H————OH
N—CH
“ HO——H
CH

CH,

®
Se

Chemical Formula: C;oH;sNOgSe*
Exact Mass: 326.0137

COOH

CH—C —C —Se

NH,

Chemical Formula: C;HgNO,Se”

Exact Mass: 181.9715

| HC

o, No

N——CH—COOH
Se Chemical Formula: CgH,NOg"
Exact Mass: 218.0659

Chemical Formula: CoHNOsS¢"
Exact Mass: 298.0188

N——CH—COOH
H2

Chemical Formula: CsH,sNOgSe"
Exact Mass: 446.0924

Experimental | Elemental composition, Theoretical Difference,
H, (€] m/z [M+H]+ m/z ppm
CH=—C—C —Se 326.01314 C10H16NOGSe+ 326.01370 172
N 308.00975 C10H14NO5Se+ 308.00320 21.27
298.01787 C9H16NO5Se+ 298.01880 -3.12
Chemical Formula: C;HNSe" 246.09392 C10H16NO6+ 246.09720 -1333
Exact Mass: 135.9660 218.06235 C8H12NO6+ 218.06590 -16.28
181.97116 CAHBNO2Se+ 181.97150 -1.87
135.96724 C3H6NSe+ 135.96600 9.12

Fig. S14: Compound at the experimental m/z 446.09233 (for details, see Table 1); proposed structures
and the mass accuracy data of the MS/MS fragments.
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Fig. S15: IP-RP-IDA-ICP-MS based quantification of selenolanthionine (eluting at 6.8 min) extracted from
C. violifolia leaves. (a) LC-ICP-MS chromatogram recorded on 8Se; (b) LC-ICP-MS chromatogram
recorded on 82Se used for isotope dilution; (c) selenium mass flow calculated from the 8°Se/#Se data.
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Fig. S16: In-source selenohomocysteine fragment (m/z 181.971) of selenocystathionine from Fraction
#4, together with several other minor appearance of this fragment (indicated with '*’). Data were
recorded on an Agilent 6530 ESI-QTOFMS instrument.



Known selenium species (other than selenolanthionine) detected
in the water soluble selenometabolome of C. violifolia



MS retention time [min): 0.5B45
Channel name: 2: RT=0.5845 mins : DDA TOF MSe (50-1000) GeV ESI+
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Fig. S17: Selenocystathionine (for details, see Table 1); (a) full
scan spectrum; (b) full scan spectrum /zoomed/; (c) MS/MS
spectrum.



MS retemtion time (man): QLG50
Channel name: 2: RT=0,6920 mins : DDA TOF MSe (50-1000) GeV..,
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Fig. S18: Selenohomocystine (for details, see Table 1); (a) full
scan spectrum; (b) full scan spectrum /zoomed/; (c) MS/MS
spectrum.
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MS retention time (ran): 1.0312
Channel name: 2: RT=1.0312 mins : DDA TOF MSe (50-1000) 6¢V ES[+
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Fig. S19: Selenosugar at m/z 407 (for details, see Table 1); (a) full
scan spectrum; (b) full scan spectrum /zoomed/; (c) MS/MS
spectrum.
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Fig. S20: Se-selenohomocysteinyl-diseleno-homocysteine
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.



Unknown selenium species detected in the water soluble
selenometabolome of C. violifolia without structure assignment
(in the order of m/z values; see Table 1)



(b) 1 (o)

‘.A;L“‘JLJ.IA lJlLLlll“ILLJJ |

] ETERTI
00004
] mansam
oy I s BeLaen
0 1 I |
20 500
[T p——

Fig. S21: Compound at the experimental m/z 241.99296
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S22: Compound at the experimental m/z 268.04482
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S23: Compound at the experimental m/z 270.02341
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/. MS/MS spectrum couldn’t be recorded because
of low abundance.



MS retention time [min): 29454
Channel name: 2; RT=2,9454 mins : DDA TOF MSe (50-1000) GeV ESI+

282e4
21908162
275004
MG A IEn0n tne (rend 25458
25000 Chavrel names 21 AT=23434 mins | DDA TOF WS [30-1000) 62 ESl-
(a ) 301100063
22500

1. 36104
17500 250
el »
3 g
. 13000 33120814 2 1m0
F [ ]
£
= 12500 290.08173
1250
100
10000
7500
104.11617

25001 632 21043

f .
~357.18918 604.38320 832.23899

T |
.
200 400 (0] BOO 1000

Observead mass [m/z)

Fig. S24: Compound at the experimental m/z 301.09063
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/. MS/MS spectrum couldn’t be recorded because
of spectral interference.
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Fig. S25: Compound at the experimental m/z 313.02949
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S26: Compound at the experimental m/z 377.07037
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S27: Compound at the experimental m/z 391.08672
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S28: Compound at the experimental m/z 405.06603
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S29: Compound at the experimental m/z 434.09228
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S30: Compound at the experimental m/z 435.04004
(for details, see Table 1); (a) full scan spectrum; (b) and (b’) full scan
spectra /zoomed/; (c) MS/MS spectrum.
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Fig. S31: Compound at the experimental m/z 447.11604
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/. MS/MS spectrum couldn’t be recorded because
of low abundance.
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Fig. S32: Compound at the experimental m/z 448.10674
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S33: Compound at the experimental m/z 460.10880
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S34: Compound at the experimental m/z 463.02100
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S35: Compound at the experimental m/z 482.9912
(for details, see Table 1). MS/MS spectrum couldn’t be recorded because of
low abundance. Data obtained with an Agilent 6530 ESI-QTOFMS system.
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Fig. S36: Compound at the experimental m/z 489.05747
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S37: Compound at the experimental m/z 523.12784
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S38: Compound at the experimental m/z 537.14451
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.



MS retention time (man); L0048
Channel name: 2: RT=10048 mins : DDA TOF MSe (50-1000) GeV ESI+

21165
22014540
2e51
retention time (v LOG4E MS netention time (mirs LOZTE
Chsired names 2 AT LOGE 1 ine | DDA TOF WS [30-000) bl £51- Cubsicn energy [V 153
a L 5 DBLY ™ T
175¢5
8257360
14 97D
e
15306507 ( C )
1.5e! a IBABE0UE
) (b) 1 e |
2HE | neoscn mony ek
1.25e5 '
T 7 0 7
g N
2
= 'y L
- T E )
100000 - “ssi1066 5P
2y 0w
75000 B
22214421 52 76225
B B
| ﬂ ‘
]
o 00 30 @00 00
40704499 Dbserved mass [mz]

25000 217,10433)

o 1 l‘“an : L

200 400 600 800 1000
Otserved mass [m/z]

Fig. S39: Compound at the experimental m/z 552.06109
(for details, see Table 1); (a) full scan spectrum; (b) full scan
spectrum /zoomed/; (c) MS/MS spectrum.
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Fig. S40: Compound at the experimental m/z 614.1468
(for details, see Table 1); (a) full scan spectrum; (b) full scan spectrum
/zoomed/; (c) MS/MS spectrum. Data obtained with an Agilent 6530 ESI-
QTOFMS system.



