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Figure S1. LC-HRMS/MS-spectrum and putative structure formula of the HT2/T2 plant metabolite
T2-triol-Glc (8). Formate adduct (marked with a diamond) was fragmented with a collision energy
of 20 eV on a LC-Q-TOF-system. Characteristic fragments are highlighted. HT2, HT-2 toxin; T2, T-2
toxin; Glc, glucoside; isoval acid, isovaleric acid.
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Figure S2. LC-HRMS/MS-spectrum and putative structure formula of the HT2/T2 plant metabolite
Hydroxy-HT2-HexGlc (3). Ammonium adduct (marked with a diamond) was fragmented with a
collision energy of 12 eV on a LC-Q-TOF-system. Characteristic fragments are highlighted.
Additional hydroxyl group was confirmed to be located at isovaleric acid moiety. * Sum formula
and/or 2C/"3C mass shift confirmed by FragExtract module of the MetExtract II software. HT2, HT-2
toxin; T2, T-2 toxin; HexGlc, hexosylglucoside; isoval acid, isovaleric acid.
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Figure S3. LC-HRMS/MS-spectrum and putative structure formula of the HT2/T2 plant metabolite
Hydroxy-HT2 (6). Ammonium adduct (marked with a diamond) was fragmented with a collision
energy of 8 eV on a LC-Q-TOF-system. Characteristic fragments are highlighted. Additional
hydroxyl group was confirmed to be located at isovaleric acid moiety. HT2, HT-2 toxin; T2, T-2
toxin; isoval acid, isovaleric acid.
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Figure S4. LC-HRMS/MS-spectrum and putative structure formula of the HT2/T2 plant metabolite
HT2-malylGlc (12). Ammonium adduct (marked with a diamond) was fragmented with a collision
energy of 13 eV on a LC-Q-TOF-system. Characteristic fragments are highlighted. * Sum formula
and/or 2C/3C mass shift confirmed by FragExtract module of the MetExtract II software. HT2, HT-2
toxin; T2, T-2 toxin; Glc, glucoside; isoval acid, isovaleric acid.



S3 of S3

Hydroxy-HT2-anhydro-HexGic

Toxins 2016, 8, 364; doi:10.3390/toxins8120364

’ -
9] n o >
B 7 R =
. ol it [N Pt g % «€6£€8YL "HN+NI
$GYZE YL H["HN+IN] T &g 9 L
B 82 g &
o o g ¢
L © = oV.m B © 2
™~ T2 = 8 %
s E557v = [
-9 Fe5 g 65€2'629 +[H + pIoe [eros! - ] =
062629 +[H + pIoe [enos! - O - ] m = 2 m T +GL2Z°119 +[H + O°H - pioe [enost - ] — [
£0£2Z° 119 +[H + O%H - poe [enos! - O - W] —— = o) m =0 g
[ © 0 g2 502Z'69G +[H + pIoe 21}99€ - pIoe [enos! - |\]
. o o) ¥ + ! ! | |
e — 5 & E Y & «420Z°1GG +[H + O°H - PIoE 011308 - PIoE [enos! - ] ————=
+[H + proe onoe - poejenos -0 - Wl | Q S e % o 8 . :
— =8 = < 5 *© +£G61°€€G +[H + O%H T - p1oe o1je2E - pIoe [enos! - ]
L P L5 o
\\\ \4 .mw o P T_A
- P o - = ..alu T © H o
eLieiss s 3 N m £ 2«
+[H + O%H - pioe o20e - pioe [eadst - O - ] & = m Sy m W_ o
’ D &p =
15561 °€ES 32 ESHET Q -
4 - - -0- < = T o
AHOH2 kb e rosl > o § 2 g E T ,8512°G2v +[H + ZLH]
2661°€Zv +[H + O°H - ZLH-Ax0IpAH] — = o W a2 m R = o «G202° 20 +[H + O%H - Z1H] I
= o N = * O L]
19¥1°€2€ +[H + p1oe [enos! - Z1H] Y5 g ,m m tY. 2 .W.
*, + 4 L . z _
: ~ o 2 g m g8 - = +£001°208 IH + OH Z - spisoxayial]
€660°L0€ . o 2 o g omo S _ c £0680°68Z +[H + O°H &; apisoxaui] -
J[H + O°H Z - episoxeyia] A T o5 s EST P SN
RRESN = £ EDBET N *ooi.mmm;_.?u_oﬂgow_-Nt.__
Nomomwm::, | S 5o g 8 R _ulu
+{H + =y ~-
* e 5 g < 3 #8L0°LLT E+OAI P e A—
- 702 8?5 +%N HS- mu_meas_gl.m £ M g T o 2 0221692 +[H] + PIOE DI}30E - PIOE [EAOS] - ﬁxﬁl.q
«1GZL'€9T H_._;_omu Q0. ~PIJE 1enos! - Z1H] @ & = ey _r
85,1 'shg ~ =~ i & m 2222 +9911°G¥ +IH + O7H - PIoe 9l}638 - Piog [eRGst - ZLH] =
+[H + O°H - pIoe d13e0E - PIoE [eAos! - Z L H] 1.-7=L8 h eV g o »£G0L G1C
§¥90°202 +[H + 00 - O°H 9 - pisoxayi] ;7 « S B gD 2TE +[H + O°HO - O°H - P10 0R0E - PIRE [EA0SI - ZIHL, L
Y A28 LEG3B £290°202.4H + 02 - O°H 9 - 3pIsoxaig
€850 mof__z,fo_._ 896_.___ \ 7 3 w 228 2 2 £1650°L2L +[H + O°HO - 00 - O°H 9 - episoxauid] ——=
880G L +[H + O°H Z - 8soxeH -~ [ — s @ ° B35 = -
o - 9S0Xd |
SLE0°L21IH + O°H & - 9soxe] e < TES 2 g2 om.mo/mW;_._ uled, Hl
o =L 82 £06Y0°GFL +[H + O°H Z - @S0X8H]
[H+ O%HD - O%H - n_omo:m%%ow_mmw_mém_ ziml 2 =g = £ 9 AT
* - % mQ,m ks ,mo PLEOLTL H + O°H € - 9S0XaH] = |
€450'L2L +[H + OPHO - 09 - O°H 9 - dpIsoxauid] ﬂ g m g 9=
T r T T T T r T - m < < ..m H % — 77T
o © ¥ N - ® © ¥ N o N o NN ®©OTAN-®OTNO
m - ~ O O o o Hwombh mN2 A i i o O O o
x x
(syunoo) Aysuayy| (syjunoo) Ayisusju|

150 200 250 300 350 400 450 500 550 600 650 700 750
Mass to charge ratio (m/z)

100
shift confirmed by FragExtract module of the MetExtract II software. HT2, HT-2 toxin; T2, T-2 toxin;

LC-Q-TOF-system. Characteristic fragments are highlighted. * Sum formula and/or 2C/C mass
HexGlc, hexosylglucoside; isoval acid, isovaleric acid.

Figure S6. LC-HRMS/MS-spectrum of the HT2/T2 plant metabolite HT2-anhydro-HexGlc (15).
Ammonium adduct (marked with a diamond) was fragmented with a collision energy of 12 eV on a



