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Table S1. Overview of certified mycotoxin standards.

No. Mycotoxin CAS Producer
1 15-Acetyldeoxynivalenol 88337-96-6 Romer Labs
2 3-Acetyldeoxynivalenol 50722-38-8 Romer Labs
3 Aflatoxin B1 1162-65-8 Merck
4 Aflatoxin B2 7220-81-7 Merck
5 Aflatoxin G1 1165-39-5 Merck
6 Aflatoxin G2 7241-98-7 Merck
7 Agroclavine 548-42-5 Romer Labs
8 Alternariol 641-38-3 Merck
9 Alternariol methyl ether 23452-05-3 Merck
10 Beauvericin 26048-05-5 Merck
11 Citrinin 518 75-2 Merck
12 Cyclopiazonic acid 18172-33-3 Merck
13 Deoxynivalenol 51481-10-8 Merck
14 Diacetoxyscirpenol 2270-40-8 Merck
15 Deoxynivalenol-3-glucoside 131180-21-7 Romer Labs
16 Enniatin A 2503-13-1 Merck
17 Enniatin Al 4530-21-6 Merck
18 Enniatin B 917-13-5 Merck
19 Enniatin B1 19914-20-6 Merck
20 Ergocornine 57432-60-7 Romer Labs
21 Ergocorninine 564-37-4 Romer Labs
22 Ergocristine 511-08-0 Romer Labs
23 Ergocristinine 511-07-9 Romer Labs
24 Ergocryptine 2706-66-3 Romer Labs
25 Ergocryptinine 511-10-4 Romer Labs
26 Ergometrine 60-79-7 Romer Labs
27 Ergosine 561-94-4 Romer Labs
28 Ergosinine 596-88-3 Romer Labs
29 Ergotamine 113-15-5 Romer Labs
30 Ergotaminine 639-81-6 Romer Labs
31 Fumonisin B1 116355-83-0 Merck
32 Fumonisin B2 116355-84-1 Merck
33 Fumonisin B3 136379-59-4 Romer Labs
34 Fusarenon X 23255-69-8 Merck
35 Gliotoxin 67-99-2 Merck
36 HT-2 toxin 26934-87-2 Romer Labs
37 Meleagrin 71751-77-4 Romer Labs
38 Mycophenolic acid 24280-93-1 Merck
39 Neosolaniol 36519-25-2 Merck
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No. Mycotoxin CAS Producer
40 Nivalenol 23282-20-4 Romer Labs
41 Ochratoxin A 303-47-9 Merck
42 Patulin 149-29-1 Merck
43 Paxilline 57186-25-1 Merck
44 Penicillic acid 90-65-3 Merck
45 Penitrem A 12627-35-9 Merck
46 Phomopsin A 64925-80-0 Enzo Life Sciences
47 Roquefortine C 58735-64-1 Merck
48 Stachybotrylactam 163391-76-2 Romer Labs
49 Sterigmatocystin 10048-13-2 Merck
50 T-2 toxin 21259-20-1 Romer Labs
51 Tenuazonic acid 610-88-8 Romer Labs
52 Tentoxin 28540-82-1 Romer Labs
53 Verrucarol 2198-92-7 Merck
54 Verruculogen 12771-72-1 Romer Labs
55 Zearalenone 17924-92-4 Romer Labs
56 a-zearalenol 364-55-72-8 Merck
57 [-zearalenol 71030-11-0 Merck

Table S2. Overview of retention times and exact masses (m/z) of precursor ions and fragments of mycotoxins, together
with normalized collision energies (NCE); precursor ions for fragmentation are highlighted.

ESI(-) ESI(+) NC Fragment 1 Fragment 2
. Summary RT
Mycotoxin formula (min) [M-HJ- [M+CHs [M+H[M+NH E Summary Summary m/z
COOJ- I+ q+ (%) formula formula

15-
1 Acetyldeoxynival C17H2207 2.69 3373;129 397.1504 3335';14 3564170 10 C17H2307 339.143 C17H2106 321:'3133

enol

3-
2 Acetyldeoxynival C17H2207 2.57 337;29 397.1504 333?;4 3564170 10 C2H302 59.0138 C17H2107 337;29

enol*
3  Aflatoxin B1 C17H1206 3.45 311;)56 371.0772 318%07 330;)97 60 C14H904 2419a5.04 C15H905 2694044

13.071 15. 2.112 259. 243.
4  AflatoxinB2  C17H1406 3.26 313.0 373.0929 3 65308 33 9 70 C14H1105 59.060 C14H1104 3.065
5 Aflatoxin G1 C17H1207 3.01 327(')051 387.0722 3259606 346i092 60 C13H1103 215.070 C14H1104 2432065
6  Aflatoxin G2 C17H1407 2.85 329.066 389.0878 3311;)8 348;07 60 C14H1304 245.080 C13H1303 217.085
7 Agroclavine C16H18N2 2.36 237.139 297.1609 232:;’15 256;80 50 C15H14N 208.112 C12H11N2 183.091
8 Alternariol* C14H1005 3.41 2575045 317.0667 253;)6 276(.)086 70 CI12H704 215(')035 C9H702 147.045
9 Alternariol C15H1205 4.03 271.061 331.0823 273.07 290.102 60  CI4HSO5 256.037 C13HS8O4 228.042
methyl ether* 58 3

10  Beauvericin C451C_I)27N3 7.98 782402 842.4233 78:;1 801:'3443 30 C15H1802N 244.133 C9H12N 1344096
11 Citrinin* C13H1405 2.87 249.076 309.0980 251.09 268.117 50 C13H1304 233.080 C13H1505 251.091
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ESI(-) ESI(+) NC Fragment 1 Fragment 2
. Summary RT
Mycotoxin formula (min) [M-HJ- [M+CHs [M+H[M+NH E Summary Summary m/z
COOl I+ g+ (%) formula formula
1 Cycloplazonlc C20H20N2 3.06 335.140 3951612 337.15 354.181 50 C6HE0BN 140.035 C11HSN 154.066
acid* o3 1 47
13 Deoxynivalenol* C15H2006 2.07 295%118 355.1398 29;,13 314;59 10 C2H302 59.0139 C15H1906 295%118
14Deoxymva.lenol—?)— C21H30011 1.98 457.171 5171927 459.18 476.212 20 C20H27010 427.161 C21H2901 457.171
glucoside* 5 61 6 1 5
15D1acet0X}IISC1rpeno C19H2607 3.53 365;60 4251817 3657i17 384%201 20 C17H2305 307(.)154 C15H1702 2293122
16 Enmiatin A C36H63N3 8.36 680.449 740.4703 682.46 699.490 20 C12H2002N 210.148 C36H6409 682.463
09 37 3 N3 7
17 Enniatin Al C35H61N3 8.20 666.433 726.4546 668.44 685.474 20 C35H6209N 668.448 C12H2002 210.148
09 5 81 6 3 1 N 9
18 Enniatin B C33H57N3 783 638.402 (98,4233 640.41 657.443 30 C11H1SO2N 196.133 C11H2003 214.143
09 68 3 2 N 8
. C34H59N3 652.417 654.43 671.459 C34H6009N 654.432 C11H1802 196.133
19 Enniatin B1 09 8.03 9 712.4390 4 0 30 3 4 N )
20  Ergocornine C31§29N5 3.27 560.287 620.3090 5622430 579;’28 30 C16H180ON3 268.144 C15H15N2 223.123
1H 287 2. 79.32 19H1702 12 223.12
21 Ergocorninine C3TH3INS 3.81 560.28 620.3090 2Rl 579328 30 C19 O2N 305.128 C15H15N2 3.123
05 8 24 9 2 5 0
H 287 10. 27.32 223.123 C16H1 268.144
22 Ergocristine C35H3INS 3.72 608.28 668.3090 U 30 C15H15N2 3.123 C16H18N3 268
05 24 9 0 O 4
23 Ergocristinine C35H39N5 425 608.287 668.3090 610.30 627.328 30 CISHI5ND 223.123 C19H1702 305.128
05 24 9 N2 5
2H41 74. 76.31 .344 268.144 223.12
24  Ergocryptine ©3 05 N5 3.67 574.303 634.3246 > 503 59363 30 C16H18N30O 68 C15H15N2 3.123
.. C32H41N5 574.303 576.31 593.344 223.123 C17H19N2 283.144
25 Ergocryptinine 05 4.14 634.3246 30 6 30 C15H15N2 0 o2 1
19H2 24.171 26.18 343.212 208.07. 223.12
26  Ergometrine = 9023N3 1.87 3 384.1929 g 23 g3 39 50 C14H10NO 08.075 C15H15N2 30 3
. C30H37N5 546.272 548.28 565.313 223.123 C16H18N3 268.144
27 Ergosine 05 3.01 606.2933 7 3 30 C15H15N2 0 o 4
H37 46.272 48.2 31 223.123 C16H1 268.144
28 Ergosinine C30H37NS 3.10 546 606.2933 000313 30 C15H15N2 3.123 C16H18N3 268
05 67 3 0 O 4
) C33H35N5 580.256 582.27 599.297 223.123 C17H17N2 297.123
29  Ergotamine 05 3.15 640.2777 1 6 30 C15H15N2 0 03 4
30 Ergotaminine C33§?5N5 3.20 580.256 640.2777 581237 599(')297 30 C15H15N2 223(')123 C14H10NO 208.075
31 Fumonisin Bl C34H59NO 437 720.381 780.4023 722.39 739.422 30 C29H400N 334.310 C22H4403 370.331
15 57 3 4 N 6
32 Fumonisin B2 C34I_129NO 5.46 704:;’386 764.4074 70&';40 7234427 30 C22H420N 336i326 C22H40N 318;15
33 Fumonisin B3 C34H59NO 499 704.386 764.4074 706.40 723.427 30 C2OH420N 336.326 C22H4402 354.336
14 08 4 1 N 7
34 Fusarenon X* C17H2208 2.23 353;24 413.1453 355%13 372:;’165 10 C2H302 59.0139 C17H2108 353;24
13H14N2 25.032 27.04 344.07. 108.011 174.
35 Gliotoxin* 13 N 3.09 325.03 385.0534 327.04 344,073 10 C2H602NS 08.0 C5H504NS 993

0452
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ESI(-) ESI(+) NC Fragment 1 Fragment 2
N . Summary RT
R Mycotoxin formula (min) [M-HJ- [M+CHs [M+H[M+NH E Summary Summary m/z
) COOl- I a* (%) formula formula
36  HT-2 toxin C22H3208 4.27 423.202 483.2236 42;')21 442.243 10 C15H1904 263.127 C14H1502 215.106
. C23H23N5 432.167 434.18 451.208 C17H1203N 334.093 C22H2103 403.163
37 Meleagrin o1 3.44 - 492.1889 23 g 30 5 5 N5 9
18 Mycopl.lenohc C17H2006 4.68 319.118 379 1398 321.13 338.159 50 C11H1104 207.065 C10H903 177.054
acid 33 8 2
39 Neosolaniol ~ CI19H2608 2.30 381;55 441.1766 385617 400;96 10 C17H2105 3054138 C15H1703 245;17
40  Nivalenol* C15H2007 1.82 S1LI13 371.1348 315;2 330%154 10 C2H302 59.0139 C14H1706 281.105
41 Ochratoxin A C20H18CIN 534 402.075 14620961 404.08 421.116 20 C19H1704N 358.084 C11H804C 239.010
06 0 95 1 Cl 1 1 6
42 Patulin® C7He604 1.82 153019 213.0405 15;03 1724060 30 C6H502 109029 C5H50 81.0346
43 Paxilline C27H33NO 6.93 434.233 1494 2548 436.24 453.274 20 C27H3203N 418.237 COHISN 130.065
4 7 82 8 7 1
44 Penicillicacid =~ C8H1004 2.08 169050 229.0718 1751;)6 188%091 40 C7H902 125059 C6H90O  97.0648
. . C37H44NO 632.278 634.29 651.319 C32H3305N 546.205 C26H2302 416.142
45 Penitrem A 6Cl 4.42 4 692.2996 30 5 40 al 3 NCI 3
. C36H45CIN 787.271 789.28 806.312 C12H1505N 281.100 CO9H1808N 282.105
46 Phomopsin A 6012 2.60 847.2923 57 ’ 10 3 6 ) 3
47 Roquefortine C C22H23N5 420 388.177 448.1990 390.19 407.219 40 CSH9OINA 193.072 C17H1602 322.129
02 25 0 N5 9
48 Stachybotrylacta C23H31NO 631 384.218 4442390 386.23 403.259 60 COHSOBN 178.049 CSHSO2N 150.055
m 4 0 26 1 9 0
49 Sterigmatocystin C18H1206 5.68 323.056 383.0772 325%07 342;)97 50 C17H1006 310.047 C16H905 281.044
50 T-2 toxin C24H3409 4.89 465(')213 525.2341 4677(')22 484354 10 C21H3107 3954206 C12H1704 225i112
51 Tentoxin C22H30N4 458 413.219 4739406 415.23 432.260 30 C18H2202N 312.170 COLI190N? 171.149
04 40 5 3 7
52 Tenuazonic acid C10H31 SNO 3.74 196;)97 256.1190 1928;1 215(')139 45 C6H503 1255023 C9H1302 153(')091
53  Verrucarol C15H2204 2.53 265144 325.1657 2697;5 284;85 10 C15H2103 249.148 C15H1902 231.138
C27H33N3 510.224 512.23 529.265 C19H1804N 352.129 C19H2005 370.139
54 Verruculogen o7 6.09 6 570.2457 91 ” 20 3 ) N3 -
55 Zearalenone* CI18H2205 3.85 317.139 377.1606 31:615 336;80 50 CY9H7O 1312050 C10H703 175.040
56 a-zearalenol* CI18H2405 3.75 319i155 379.1762 3291%16 338;% 60 C9H403 1605016 C9H60 1304042
19.1 21.1 1 130.042 160.01
57 p-zearalenol* C18H2405 3.53 319.155 379.1762 321.16 338.196 60  C9H6O 300 C9H403 60016

97 2

* Fragment ions are sorted according to decreasing signal, fragment 1 was thus used for quantification for analytes

determined in paralell reaction monitoring (PRM) mode (ESI-).



