Analytical and Bioanalytical Chemistry

Electronic Supplementary Material

Tracking emerging mycotoxins in food: development of an LC-MS/MS method

for free and modified Alternaria toxins

Hannes Puntscher, Mary-Liis Kiitt, Philipp Skrinjar, Hannes Mikula, Joachim Podlech,
Johannes Frohlich, Doris Marko, Benedikt Warth



F:ALC-MS measurements\..\T_MMCal_10_020 04/10/17 18:11:44

RT: 0.00-15.50 SM: 9G

100 NL:4.16E5
m/z= 138.57-139.57 F: - p ESISRM ms2 196.100
[112.069-112.071, 139.069-139.071] MS

50 T_MMCal_10_020
100 NL:6.28E5
miz= 232.50-233.50 F: - p ESISRM ms2 320,991
50 [189.029-189.031, 232.979-232.981
277.019-277.021) MS T_MMCal_10_020
100 ﬁ NL: 3 64E5
i miz= 256.50-256.50 F: - p ESISRM ms2 419.117
50 Il [227.809-227 811, 256.099-256.101] MS
I\ T_MMCal_10_020
I\

10u NL: 1.31E6
m/z= 244.50-245.50 F: - p ESISRM ms2 289.006
[228.839-228.841,229.939-229.941,

50 244.989-244.991] MS T_MMCal_10_020
100 A NL:5.24E5
i miz= 256 50-257.50 F: - p ESISRM ms2 337.005
- Il [213.059-213.061, 257.089-257.091] MS
I T_MMCal_10_020
100 NL:3.12E5
miz= 214.50-215.50 F: - p ESISRM ms2 257.050
s | [147.089-147.091, 215.089-215.091] MS
/ | T_MMCal_10_020
109 NL: 1.90E5
miz= 228.50-229.50 F: - p ESISRM ms2 291,095
- [203.199-203.201, 229.129-229.131
248.099-248.101) MS T_MMCal_10_020
103
| : ESISRM ms2 351000
50 I 6.959- 28031
I 255.959-265.961, 270.9 1'Ms
I\ T_MMCal_10_020
b VR T T T T T T T T T T T
0 1 2 3 4 5 6 7 8 9 10 1 12 13 14 15
Time (min)
FALC-MS measurements\..\T_MMCal_10_020 0411017 18:11:44
RT: 000-1550 SM: 9G
100
50
1095
50
1095 T NL: 1.11E5
] \ miz= 302.50-303.50 F: - p ESI SRM ms2
E I\ 349,091 [233.129-233.131, 261.129-261.131
507 I\ 303.169-303.171) MS T_MMCal_10_020
1 I
1005 B - NL: 267E5
] I miz= 270.50-271.50 F: - p ESI SRM ms2
E i 413.242 [141.109-141.111, 271.199-271.201]
507 I MS T_MMCal_10_020
E I
1 I
Bl AN
1009 . NL: 1.12E5
1 i miz= 284.50-285.50 F: - p ESISRM ms2
1 349,064 [285.149-285.151,313.129-313.131
507 i 331.159-331.161) MS T_MMCal_10_020
] I
100, § NL: 1.08E5
1 | miz= 328.50-329.50 F: - p ESI SRM ms2
1 i 347.067 [285.109-285.111, 300.059-300.061,
507 | 301.159-301.161, 329.139:329.141] MS
] /J T_MMCal_10_020
1005 ’ NL: 161E6
1 I miz= 256.61-256.61 F: - p ESISRM ms2
1 I 271082 [227.109-227.111, 256.109-256.111]
507 I\ MS T_MMCai_10_020
1 |
{
] I
3 N ) \
T T B B s M s s L et e e Ml L ) L ) e T T T
1 2 3 4 5 6 7 8 9 10 kil 12 13 14 15
Time (min)

Fig. S1 Chromatographic separation of the of the 17 target analytes in tomato sauce matrix-matched calibration
standards. Starting from the top: Quantifier MRMs of TeA (120 ng/mL), AA-IIl (20 ng/mL), AOH-3-Glc (10 ng/mL) and
AOH-9-Glc (40 ng/mL), ALS (60 ng/mL), AOH-3-S (10 ng/mL), AOH (10 ng/mL), ALT (60 ng/mL) and isoALT (60 ng/mL),
AME-3-S (10 ng/mL), ATX-I (2 ng/mL), AME-3-Glc (20 ng/mL), ALP (10 ng/mL), TEN (3 ng/mL), ATX-ll (10 ng/mL), STTX-IlI
(10 ng/mL), AME (2 ng/mL)
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Fig. S2 Chromatographic separation of the of the 17 target analytes in sunflower seed oil matrix-matched calibration
standards. Starting from the top: Quantifier MRMs of TeA (120 ng/mL), AA-lIl (20 ng/mL), AOH-3-Glc (10 ng/mL) and
AOH-9-Glc (40 ng/mL), ALS (60 ng/mL), AOH-3-S (10 ng/mL), AOH (10 ng/mL), ALT (60 ng/mL) and isoALT (60 ng/mL),
AME-3-S (10 ng/mL), ATX-I (2 ng/mL), AME-3-Glc (20 ng/mL), ALP (10 ng/mL), TEN (3 ng/mL), ATX-Il (10 ng/mL), STTX-IlI
(10 ng/mL), AME (2 ng/mL)
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Fig. S3 Chromatographic separation of the of the 17 target analytes in wheat flour matrix-matched calibration standards.
Starting from the top: Quantifier MRMs of TeA (120 ng/mL), AA-Ill (20 ng/mL), AOH-3-Glc (10 ng/mL) and AOH-9-Glc
(40 ng/mL), ALS (60 ng/mL), AOH-3-S (10 ng/mL), AOH (10 ng/mL), ALT (60 ng/mL) and isoALT (60 ng/mL), AME-3-S
(10 ng/mL), ATX-1 (2 ng/mL), AME-3-Glc (20 ng/mL), ALP (10 ng/mL), TEN (3 ng/mL), ATX-Il (10 ng/mL), STTX-II
(10 ng/mL), AME (2 ng/mL)
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Fig. S4 continued below
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Fig. S4 Chromatographic peaks of the quantifier and qualifier ions of the 17 analytes in spiked tomato sauce (level as
reported in table 2)



