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Supporting Table 1. Mycotoxin Information (Name, CAS Registry Number, Molecular Structure, Formula, and Weight), precursor lon and Weight, and Retention
Times used in the UHPLC-High Resolution Mass Spectrometry Analysis of Finished Grain and Nut Products

Molecular Molecular Precursor lon Retention Time
Compound CAS Number  Molecular Structure Formula Weight Precursor lon Weight (min)
5-Acetyl Deoxynivalenol 88337-96-6 ,/ﬁlgi C17H207 338.13655 [M+NH,] 356.17038 6.37
Aflatoxin B, 1162-65-8 P C17H1206 312.06339 [M+H]" 313.07066 7.49
A I N
2000
(3Cy7)-Aflatoxin By 1217449-45-0 __ l,."-k".... =f 130, HpOs 32912042  [M+H]®  330.12770 7.50
S
Aflatoxin B; 7220-81-7 g C17 H1406 314.07904 [M+H]* 315.08631 7.35
P /_J; \J[J
(I
. A .
Aflatoxin G; 1165-39-5 ) T Ci17 H1207 328.05830 [M+H] 329.06558 7.11
Aflatoxin G, 7241-98-7 Ci17 H140O7 330.07395 [M+H]* 331.08123 6.94
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Molecular Molecular Precursor lon Retention Time
Compound CAS Number ~ Molecular Structure Formula Weight Precursor lon Weight (min)
Ea‘“\fr‘
Beauvreicin 26048-05-5 e | T C4s5Hs57N30g 783.40948 [M+NH,]" 801.44331 9.69
NYY
O
Citrinin 518-75-2 lwlv “ C13H1405 250.08412 [l\/|+H]+ 251.09140 7.47
Deoxynivalenol 51481-10-8 \[g C1sH2006 296.12599 [M+H]" 297.13326 5.07, 5.20
\:,I =,T“ I
Diacetoxyscirpenol 2270-40-8 TI#\\ C19H2607 366.16785  [M+NH,]*  384.20168 7.28
ﬁi\ ’ "':i“
SO
Ergocornine 564-36-3 %K 'Y C31H39N50s 561.29512 [M+H]* 562.30240 7.52,7.84
SN
&
ey
Ergocristine 511-08-0 NoEa C3sH39N50s 609.29512 [M+H]* 610.30240 7.89, 8.13
oo O
& D
. ¢$ I .
Ergocryptine 511-09-1 J\ﬁ Y C32H41Ns50s 575.31077 [M+H] 576.31805 7.80, 8.04
G
A g 7
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Molecular Molecular Precursor lon Retention Time

Compound CAS Number ~ Molecular Structure Formula Weight Precursor lon Weight (min)
jm\
Ergometrine 60-79-7 ’ J;l]__ C19H23N30; 325.17903 [M+H]" 326.18630 5.48, 5.53
I\E{I
: Nea i ;
Ergosine 561-94-4 /\Ijl\ JJ eSS CaoH37N50s 547.27947 [M+H] 548.28675 7.34,7.41
LN
VA
_ NeatzS .
Ergotamine 113-15-5 I f}{.-g_ C33H35N505 581.26382 [M+H] 582.27110 7.47,7.56
OO ~
VL (W
Fumonisin B 116355-83-0 ";\&ﬁ\/\/\ ,,,,, i CasHsoNOss 721.38847 [M+H]"* 722.39575 8.06
SO
(**Cas)-Fumonisin B, PCaHsoNOjs 75550253  [M+H]" 75650981 8.07
Fumonisin B, 116355-84-1 J\j]{l ST CaHssNOy, 70539356 [M+H]"  706.40083 8.67
\T.rrﬁ [
Fusarenon-X 88337-96-6 lvlj} C17H2,0s 354.13147 [M+H]* 355.13874 5.63, 5.72
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Molecular Molecular Precursor lon Retention Time

Compound CAS Number ~ Molecular Structure Formula Weight Precursor lon Weight (min)
HT-2 26934-87-2 L IVLIE C22H3,08 424.20972 [M+NH,]"  442.24354 7.83
AN
T
~F /
Neosolaniol 36519-25-2 \[ \ }J\ C19H2603 382.16332 [M+NH,] 400.19659 5.82,5.89
Ochratoxin A 303-47-9 O AL CaoHCINOs 40308226  [M+H]"  404.08954 8.54
(*C,0)-Ochratoxin A '::'-~--i':.-—"\"'-"¥ ,,'-Ll BC,0H1sCINOg  423.14936 [M+H]" 424.15664 8.54
‘\l-ﬁ' o
Ochratoxin B 4825-86-9 L *“T"- Co0H19NOg 369.12124 [M+H]* 370.12851 8.10
g \,j 1
Yy
Sterigmatocystin 10048-13-2 "f’\.,.l‘T- \ll/%‘] C18H1206 324.06339 [M+H]* 325.07066 9.13
T-2 21259-20-1 L L ”[TP - Co4H3409 466.22028 [M+NH,]"  484.25411 8.19
Ly
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Compound CAS Number ~ Molecular Structure Molecular Mole_cular Precursor lon Precurgor lon Retentlo_n Time
Formula Weight Weight (min)
(BCp)-T-2 AN "|'~ 13C,4H3400 490.30080 [M+NH,]" 508.33462 8.19
O
. a1 .
Verrucarin A 3148-09-2 Y Co7H3409 502.22028 [M+NH,4] 520.25411 8.24
vl
e ~\"/
Zearalenone 17924-92-4 (Y \-"l‘: C18H2205 318.14672 [M+H]* 319.15400 8.74
o \\]\v/\v:\‘.
I
(**Cyg)-Zearalenone IR 13C1H2,05 336.20711 [M+H]* 337.21439 8.73
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Table S2. Resolution studies for mycotoxins in acetonitrile/water. Mass accuracies (ppm) of molecular ions of each mycotoxin evaluated in the study based on
mycotoxin type, resolution (17,500, 35,000, 70,000 and 140,000) and concentration (1, 10 and 100 ng/mL (ppb)). Each mass accuracy result is an average +
standard deviation from triplicate experiments.

Compound Mo!ecular Theoretical 17,500 35,000 70,000 140,000

ion mass lppb 10ppb 100ppb 1ppb 10ppb 100 ppb 1ppb 10ppb 100 ppb 1ppb 10 ppb 100 ppb
15-Acetyl Deoxynivalenol  [M+H]"  339.14383 _1.9+1.6 -1.5+0.4 -2.0¢+0.2 -3.2+1.2 -2.5+0.4 -2.5+0.3 -0.4+0.9 0.5+0.4 -0.2+0.2 0.8+0.5 0.0+0.2 -0.6%0.2
Aflatoxin B, [M+H]"  313.07066 -1.840.2 -2.3#0.5 -2.9+0.4 -2.5+0.2 -2.8+0.3 -2.9+0.1 0.0+0.2 0.2+0.3 -0.840.3 -0.1#0.3 -0.5+0.3 -1.4+0.1
Aflatoxin B, [M+H]"  315.08631 -1.640.2 -2.0£0.2 -2.9+0.2 -2.30.2 -2.7¢0.5 -2.9+0.3 0.3+0.1 0.0+0.3 -0.84+0.2 0.2#0.4 -0.6+0.2 -1.4+0.2
Aflatoxin G, [M+H]"  329.06558 -1.440.3 -2.2+0.3 -2.8+0.3 -2.2+0.3 -2.4+0.1 -2.8+0.1 0.2+0.1 0.2¢+0.4 -0.7+0.3 0.2+0.5 -0.3+0.1 -1.2+0.3
Aflatoxin G, [M+H]"  331.08123 _1440.4 -2.040.3 -2.5+0.2 -2.3+0.3 -2.3+0.1 -2.7+0.2 0.2¢0.4 0.1+0.1 -0.6+0.3 0.00.4 -0.3%0.2 -1.2+0.5
Beauvreicin [M+NH,]" 801.44331 _2.3+15 -1.9+0.3 -2.5:0.4 -2.7+0.9 -2.3:0.3 -2.440.3 0.4+0.1 -0.2+0.0 -0.4+0.3 0.0+0.4 -0.6+0.1 -1.0%0.1
Citrinin [M+H]"  251.09140 .1.4+0.1 -2.240.6 -2.5+0.1 -2.3#0.2 -2.5:0.2 -2.5:0.4 0.50.0 0.4+0.2 -0.7+0.4 0.2+0.5 -0.5+0.2 -1.0+0.1
Deoxynivalenol [M+H]"  297.13326 -2.1+0.4 -2.5+0.3 -2.5:0.2 -2.9+0.4 -2.4+0.4 -2.4+0.5 0.1+0.3 0.4:+0.3 -0.130.1 0.6+0.2 -0.3+0.3 -0.8+0.1
Diacetoxyscirpenol [M+NH,]" 384.20168 -1.3+0.2 -1.6%0.2 -2.5+0.2 -2.0¢0.1 -2.2+0.3 -2.5+0.2 0.4+0.2 0.5+0.1 -0.3+0.1 0.3+0.2 -0.1t0.3 -0.9+0.2
Ergocornine [M+H]"  562.30240 -1.9+0.6 -1.5+0.2 -2.1+0.3 -1.7+0.4 -2.4+0.3 -2.5¢0.2 0.7¢+0.2 0.6+0.2 -0.2¢t0.3 0.3+0.4 -0.2+0.1 -0.7%0.2
Ergocristine [M+H]"  610.30239 -2.4+0.6 -3.1+0.1 -2.4+0.2 -2.6%0.2 -2.0£0.2 -2.5:0.5 0.7¢t0.4 0.6:0.4 -0.5+0.3 0.6x0.4 0.2+0.2 -0.7%0.3
Ergocryptine [M+H]"  576.31805 .1.0+0.7 -1.1¢0.4 -2.3+0.3 -2.1#0.2 -1.9+0.3 -2.2¢+0.3 1.0¢+0.3 0.8+0.5 -0.3#0.3 0.7+0.3 0.3+0.2 -1.0%0.3
Ergometrine [M+H]"  326.18630 .0.7+0.4 -1.640.3 -2.3+0.1 -2.5+0.1 -2.640.5 -2.4+0.2 0.5%0.5 0.3+0.4 -0.3+0.2 0.1+0.4 -0.2+0.3 -0.9+0.4
Ergosine [M+H]"  548.28675 -1.4+0.5 -1.6+0.4 -2.1#0.3 -1.5+0.3 -1.9+0.2 -2.3+0.4 0.6+0.2 0.6+0.3 -0.3+0.3 0.8+0.3 0.0£0.4 -0.7%0.2
Ergotamine [M+H]"  582.27110 -1.7+1.6 -1.3+0.3 -2.0:0.4 -1.9+0.4 -2.3+0.4 -2.3+0.2 0.9+0.6 0.8+0.4 -0.2¢t0.2 0.5+0.4 -0.2+0.1 -0.90.1
Fumonisin B, [M+H]"  722.39575 .1.8+0.4 -1.440.5 -2.2+0.1 -1.7+0.8 -1.9%0.1 -2.2¢0.3 0.5+0.4 0.5+0.3 0.0#0.3 0.3+0.3 0.0#0.1 -0.8+0.2
Fumonisin B, [M+H]"  706.40083 -1.240.9 -1.4+0.7 -2.240.1 -2.1+0.4 -2.0+0.0 -2.1:0.2 0.4+0.2 0.2¢0.1 -0.2+0.4 0.2+0.3 -0.1+0.1 -0.8+0.3
Fusarenon-X [M+H]"  355.13874 _36+1.5 -2.740.6 -2.1+0.1 -3.8+0.6 -2.6+0.4 -2.4+0.1 -0.3+0.5 0.5¢0.5 -0.2+0.3 0.640.6 -0.2+0.4 -0.5+0.3
HT-2 [M+NH,]" 442.24354 _13+0.5 -1.5+0.7 -2.0£0.3 -1.7+0.3 -1.840.3 -2.3+0.4 0.640.5 0.7+0.5 -0.1+0.2 0.50.4 0.2+0.1 -0.6+0.2
Neosolaniol [M+NH,]" 400.19659 N.D. -2.2+0.4 -2.3+0.1 -2.2+0.8 -1.8+0.3 -1.9+0.2 2.4+1.2 1.1¥0.4 0.1¥0.2 0.6£0.5 0.0+0.1 -0.50.3
Ochratoxin A [M+H]"  404.08954 _1.8+1.6 -1.4+0.3 -2.0+0.1 -1.8+1.0 -2.3+0.4 -1.9+0.3 0.5t0.4 0.3+0.4 0.1¥0.5 0.3+0.3 0.1+0.1 -0.4+0.3
Ochratoxin B [M+H]"  370.12851 -0.940.4 -1.540.3 -2.5+0.4 -1.9+0.3 -2.1+0.2 -2.0+0.5 0.7+0.2 0.3+0.4 -0.1#0.3 0.4%0.3 -0.2+0.2 -0.7+0.1
Sterigmatocystin [M+H]"  325.07066 -1.140.3 -1.940.2 -2.7+0.1 -2.30.3 -2.5+0.2 -2.4+0.2 0.3+0.3 -0.2+0.3 -0.1#¥0.5 0.0%0.3 -0.7+0.3 -1.1+0.2
T-2 [M+H]"  484.25411 _0.440.8 -1.3+0.4 -2.00.1 -1.8+0.6 -1.9+0.3 -1.9+0.4 0.9+0.5 0.6+0.3 0.1+0.3 0.50.3 0.3+0.2 -0.3+0.1
Verrucarin A [M+H]"  520.25411 -1.140.3 -1.540.4 -2.2+0.4 -1.8+0.2 -2.1+0.4 -1.9+0.5 0.9+0.2 0.5+0.2 0.1+0.3 0.7+0.3 0.1#0.2 -0.6+0.2
Zearalenone [M+H]"  319.15400 2.740.3 -2.540.6 -2.4+0.4 -1.3+0.4 -2.0#0.1 -2.1+0.3 0.6+0.2 0.1+0.2 -0.4+0.2 0.3+0.4 -0.2+0.2 -1.0+0.1
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Table S3. Resolution studies for mycotoxins in peanut matrix extracted with acetonitrile/water. Mass accuracies (ppm) of molecular ions of each
mycotoxin evaluated in the study based on mycotoxin type, resolution (17,500, 35,000, 70,000 and 140,000) and concentration (1, 10 and 100

ng/mL (ppb)). Each mass accuracy result is an average + standard deviation from triplicate experiments.

Molecular Theoretical
Compound .
ion mass

140,000

10 ppb 100 ppb

15-Acetyl Deoxynivalenol [M+H]®  339.14383

Aflatoxin B, [M+H]"  313.07066
Aflatoxin B, [M+H]"  315.08631
Aflatoxin G, [M+H]"  329.06558
Aflatoxin G, [M+H]"  331.08123
Beauvreicin [M+NH,]" 801.44331
Citrinin [M+H]*  251.09140
Deoxynivalenol [M+H]"  297.13326
Diacetoxyscirpenol [M+NH,]" 384.20168
Ergocornine [M+H]®  562.30240
Ergocristine [M+H]"  610.30239
Ergocryptine [M+H]"  576.31805
Ergometrine [M+H]"  326.18630
Ergosine [M+H]"  548.28675
Ergotamine [M+H]"  582.27110
Fumonisin B, [M+H]"  722.39575
Fumonisin B, [M+H]"  706.40083
Fusarenon-X [M+H]"  355.13874
HT-2 [M+NH,]* 442.24354
Neosolaniol [M+NH,]" 400.19659
Ochratoxin A [M+H]*  404.08954
Ochratoxin B [M+H]"  370.12851
Sterigmatocystin [M+H]"  325.07066
T-2 [M+H]"  484.25411
Verrucarin A [M+H]®  520.25411
Zearalenone [M+H]"  319.15400

0.2+0.5
-0.1+0.3
0.3+0.2
0.5+0.2
0.3+0.2
0.0+0.2
0.2+0.2
-1.5+0.6
0.6+0.3
0.5+0.2
0.7+0.4
1.0+0.2
0.0+0.5
0.9+0.1
0.8+0.3
0.8+0.2
0.4+0.2
0.6+0.3
0.6+0.3
0.6+0.2
0.5+0.1
0.7+0.4
0.1+0.1
0.9+0.3
1.1+0.2
0.4+0.2

-1.0£0.3 0.9%0.5

-1.9+2.0 0.3+0.5
0.1+1.2 0.0+0.5
2.2+0.5 0.0+ 0.5

-0.7£0.4 0.4+0.7
-0.9+0.5 0.4#0.5
-0.8+0.2 0.0+0.5

0.2+0.4 0.4+0.5
0.4+0.4 0.3+0.4
-0.2+0.4 0.0+0.6
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0.5#0.1
0.0£0.4
0.2+0.5
0.1+0.4
0.1+0.4
0.3+0.4
0.2+0.5
0.6+0.1
0.6%0.3
0.5+0.4
0.6x0.5
0.5+0.5
0.0+0.2
0.8+0.5
0.6+0.4
0.5+0.5
0.5+0.2
0.4+0.2
0.7+0.5
0.6+0.2
0.8+0.3
0.5+0.5
0.4+0.5
1.1+0.3
1.0+0.2
0.5+0.2



Table S4. Resolution studies for mycotoxins in wheat matrix extracted with acetonitrile/water. Mass accuracies (ppm) of molecular ions of each
mycotoxin evaluated in the study based on mycotoxin type, resolution (17,500, 35,000, 70,000 and 140,000) and concentration (1, 10 and 100
ng/mL (ppb)). Each mass accuracy result is an average + standard deviation from triplicate experiments.

Compound Mo!ecular Theoretical 17,500 35,000 70,000 140,000

ion mass lppb 10ppb 100ppb 1ppb 10ppb 100ppb 1ppb 10ppb 100ppb 1ppb 10ppb 100 ppb
15-Acetyl Deoxynivalenol [M+H]"  339.14383 23421 -2.4+0.4 -1.840.2 -2.0+1.4 -1.4+1.6 -0.1+0.1 0.0£0.5 0.2:+0.2 0.6:+0.2 0.2+0.8 -1.310.4 -0.9:0.1
Aflatoxin B, [M+H]"  313.07066 -2.5+0.5 -2.3#0.5 -2.7+0.3 -1.5:0.4 -0.9+0.3 -1.1#¥0.1 -0.4+0.2 -0.2¢0.3 -0.1+0.4 -0.70.2 -0.9+0.5 -1.6+0.2
Aflatoxin B, [M+H]"  315.08631 -1.8+0.5 -2.0+0.4 -2.6+0.5 -1.3+0.2 -0.9+0.3 -1.2+0.2 -0.2+0.2 -0.1#0.1 0.3+0.3 -0.9+0.4 -0.9+0.4 -1.3%0.3
Aflatoxin G, [M+H]"  329.06558 -1.7+0.3 -2.1#0.2 -2.6+0.2 -1.1#¥0.3 -1.1+0.3 -0.9+0.3 -0.1+0.1 0.1#0.4 0.5+0.4 -0.7+0.2 -0.9+0.2 -1.4+0.2
Aflatoxin G, [M+H]"  331.08123 -2.7+0.4 -1.840.3 -2.2+0.4 -1.0:0.4 -0.9+0.7 -0.9+0.3 -0.1+0.2 0.1#0.3 0.6+0.3 -0.5+0.2 -0.7+0.2 -1.240.1
Beauvreicin [M+NH,]" 80144331 .20+3.6 -1.9+1.6 -2.440.2 -2.1#1.7 -0.50.6 -0.7+0.2 -0.1+0.4 0.0+0.1 0.6+0.1 -0.6+0.4 -1.3+0.4 -1.4+0.5
Citrinin [M+H]"  251.09140 -1.8+0.4 -1.840.3 -2.4+0.2 -1.00.2 -0.6+0.3 -0.8+0.1 0.0+0.3 -0.3+0.4 0.5+0.4 -0.4+0.3 -0.6+0.5 -1.240.1
Deoxynivalenol [M+H]"  297.13326 -3.440.8 -3.1#1.3 -2.3#0.8 -2.5+1.1 -1.3+1.4 -0.6+t0.3 0.0£0.4 -0.1#0.2 0.6+0.4 -0.4t0.6 -0.7+0.5 -1.3%0.3
Diacetoxyscirpenol [M+NH,]" 384.20168 -4.2+0.7 -1.4+0.7 -2.3+0.3 -1.0¢0.4 -0.7+0.5 -0.7+0.2 0.1¥0.3 0.2+0.4 0.6%0.2 -0.4+0.3 -0.7+0.3 -1.0%0.2
Ergocornine [M+H]"  562.30240 -2.3+1.1 -1.6+0.3 -2.1#0.4 -1.3+0.2 -0.9+0.7 -0.3#0.1 0.3#0.4 0.6t0.3 1.0£0.3 -0.1¥0.2 -0.4+0.5 -1.0%0.2
Ergocristine [M+H]"  610.30239 -3.7:0.5 -2.8+0.8 -2.4#0.7 -2.1+1.2 -1.5+2.0 -0.6£0.1 0.3#0.1 0.3+0.3 0.7£0.4 -0.3+0.3 -0.4+0.3 -0.7%0.3
Ergocryptine [M+H]"  576.31805 -0.9+0.9 -0.9+0.3 -1.84+0.5 -0.5¢+1.2 -0.2¢0.3 -0.4+0.1 0.4#0.3 0.6t0.4 1.1+0.3 -0.1+0.3 -0.330.3 -0.8%0.2
Ergometrine [M+H]"  326.18630 -1.2+0.4 -2.1#0.3 -2.0+0.5 -1.6+0.4 -1.1#1.0 -0.6+0.2 0.1+0.2 -0.1#0.4 0.7¢+0.4 -0.7t+0.3 -1.2¢+0.1 -1.0+0.4
Ergosine [M+H]"  548.28675 -1.5+2.2 -1.5:0.4 -2.4+0.2 -0.7+0.3 -0.1+0.1 -0.6+0.3 0.5+0.3 0.2¢+0.4 0.9+0.6 -0.2+0.2 -0.4+0.5 -0.8%0.2
Ergotamine [M+H]"  582.27110 12416 -1.4+0.5 -2.0+0.1 -1.7+0.6 0.1#0.5 -0.5+0.2 0.4#0.3 0.3+0.2 0.8+0.2 -0.2+0.4 -0.5+0.3 -0.9+0.1
Fumonisin B, [M+H]"  722.39575 0.4+3.4 -1.5+1.2 -2.0+0.3 -1.4+0.3 -1.3+1.9 -0.6+0.0 0.3¥0.4 0.4+0.3 0.8+0.4 -0.3+0.2 -0.8+0.2 -1.1%0.2
Fumonisin B, [M+H]"  706.40083 -2.6+0.7 -1.940.3 -1.9+0.2 -0.840.4 -0.1+0.2 -0.9+0.1 0.24#0.2 0.3#0.7 1.0+0.1 -0.6+0.5 -1.0+0.4 -1.140.2
Fusarenon-X [M+H]"  355.13874 2.1+1.7 -2.5+1.0 -2.2¢0.9 -3.6+0.7 -1.1#1.4 -0.3+0.2 -0.1#0.5 0.3+0.2 0.9#0.2 -0.5+0.4 -0.7+1.0 -1.1%0.4
HT-2 [M+NH,]" 44224354 3 4+1.0 -2.740.9 -1.640.3 -0.7#0.4 -0.4%0.3 -0.4+0.3 0.2+0.3 0.5#0.3 1.2+0.2 -0.7+0.3 -0.6+0.4 -0.8+0.2
Neosolaniol [M+NH,]" 400.19659  N.D. -3.1#1.3 -2.840.7 -2.840.8 -0.7t0.3 -0.4+0.4 1.6+0.5 0.00.3 2.0+0.5 -0.8+0.3 -1.4+0.2 -0.6+0.3
Ochratoxin A [M+H]"  404.08954 -13+2.4 -1.440.6 -1.9+0.2 -2.00.9 -0.5+0.3 -0.3:0.2 0.1¥0.3 0.3+0.3 1.1+0.0 -0.740.1 -1.0+0.2 -1.1%0.2
Ochratoxin B [M+H]"  370.12851 .16+1.1 -1.740.2 -2.1+0.4 -1.2#0.4 -0.3+0.3 -0.5:0.2 0.2#0.1 0.2#0.3 0.7+0.4 -0.6+0.5 -1.2+0.7 -1.0+0.2
Sterigmatocystin [M+H]"  325.07066 -1.8+0.4 -2.24#0.2 -2.2+0.4 -1.5%0.5 -0.7+0.2 -0.7+0.1 0.1#¥0.2 -0.130.4 0.7+0.2 -1.0#0.1 -1.2+0.2 -1.2+0.5
T-2 [M+H]"  484.25411 _0.8+2.8 -2.00.7 -1.8+0.2 -1.3%¥1.9 -0.2¢0.3 -0.2¢+0.2 0.3+0.4 0.8+0.3 1.0+0.4 0.1+0.3 -0.4+0.4 -0.7+0.1
Verrucarin A [M+H]"  520.25411 _0.4+0.6 -0.9+0.2 -2.0+0.6 -0.4+0.1 0.1+0.3 -0.4+0.2 0.6#0.4 0.9+0.2 1.240.2 0.1#0.3 -0.3#0.2 -0.7+0.3
Zearalenone [M+H]"  319.15400 22+0.6 -3.440.4 -2.3#0.3 -1.0%0.4 -0.7+0.1 -0.9+0.1 0.2#0.2 0.3#0.5 0.7+0.1 -0.8+0.1 -0.8+0.2 -1.1#0.1
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Table S5. % Average Abundances, % RSDs and % Differences of M+1 and M+2 isotopes (and M+3 isotope for ochratoxin A) relative to the M
isotopes for mycotoxin analysis in this study obtained from mycotoxins fortified at 1, 10 and 100 ng/mL in acetonitrile/water and acetonitrile/water
extracts obtained from peanut and wheat matrices (n =9 each at each level and different matrices). % Difference is defined by 100 x [Average
Abundance — Theoretical Abundance]/Theoretical Abundance.

i ) 1 ng/mL 10 ng/mL 100 ng/mL
Compound Adduct Theoretical Theoretical Averase Averase Averaze
Mass  Abundance € 9 RSD % Difference 8¢ " 9% RSD % Difference € 9% RSD % Difference
Abundance Abundance Abundance
15-Acety| Deoxyniva|eno| [|V| + H]+ 339.14383 100 100 - - 100 - - 100 - -
M+1+ H]+ 340.14718 18.4 ND - - 18.1 0.6 -1.6 19.0 1.3 3.7
[M+2+ H]+ 341.15054 1.6 ND - - 4.7 16.1 192.7 2.8 2.9 69.2
Aflatoxin B, M+ H]+ 313.07066 100 100 - - 100 100
M+1+ H]+ 314.07402 18.4 19.2 2.6 4.3 18.2 1.1 -1.2 18.6 1.9 3.0
[M+2+ H]+ 315.07737 1.6 2.5 4.0 55.8 2.2 1.0 40.3 2.3 1.2 439
Aflatoxin B, [M+H]"  315.08631 100 100 - - 100 - - 100 , }
M+1+ H]+ 316.08967 18.4 18.4 3.6 -0.1 19.0 1.1 3.3 18.4 1.4 0.5
[M+2+ H]+ 317.09302 1.6 2.5 3.5 56.1 2.3 1.0 42.4 2.3 1.2 46.7
Aflatoxin G; M+ H]+ 329.06558 100 100 - - 100 - - 100 - -
M+1+ H]+ 330.06893 18.4 18.4 1.4 0.3 18.6 0.7 1.4 18.5 0.8 0.0
[M+2+ H]+ 331.07229 1.6 2.8 9.1 78.2 2.5 2.6 56.2 2.5 2.8 53.0
Aflatoxin G, M+ H]+ 331.08123 100 100 - - 100 - - 100 - -
M+1+ H]+ 332.08458 18.4 18.6 5.0 1.4 18.5 2.2 0.6 18.7 0.2 1.8
[M+2+ H]+ 333.08794 1.6 2.8 3.2 79.0 2.4 0.6 53.7 2.6 2.8 63.4
Beauvreicin [M+NH,]' 801.44331 100 100 - - 100 - - 100 - -
M+1+ NH4]+ 802.44666 48.7 55.6 10.5 14.3 51.8 1.2 6.5 51.2 1.0 4.1
[M+2+ NH4]+ 803.45002 11.6 16.6 10.6 431 14.7 3.8 27.0 14.4 0.6 23.7
Citrinin M+ H]+ 251.09140 100 100 100 - - 100 - -
[M+1+ H]+ 252.09475 14.1 14.0 2.3 -0.6 14.5 1.7 2.9 14.4 0.7 3.3
[M+2+ H]+ 253.09565 1.0 1.2 12.6 11.8 2.3 85.6 127.5 1.2 1.3 20.8
Deoxynivalenol M+ H]+ 297.13326 100 100 - - 100 - - 100 - -
M+1+ H]+ 298.13662 16.2 ND - - 17.0 3.7 5.1 17.2 4.9 3.9
[M+2+ H]+ 299.13751 1.2 ND - - ND - - 2.0 14.6 67.2
Diacetoxyscirpenol [IM+H]"  384.20168 100 100 - - 100 - - 100 - -
[M+1+ H]+ 385.20503 20.6 21.7 5.8 5.4 21.1 0.9 2.7 21.3 2.0 3.4
[M+2+ H]+ 386.20839 2.0 3.4 30.6 69.0 3.2 3.8 61.1 3.3 6.7 56.1
Ergocornine M+ H]+ 562.30240 100 100 - - 100 - - 100 - -
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) ] 1 ng/mL 10 ng/mL 100 ng/mL
Compound Adduct Theoretical Theoretical Average Average Averame
Mass  Abundance € 9 RSD % Difference 8¢ 9% RSD % Difference 8¢ 9% RSD % Difference
Abundance Abundance Abundance

M+1+ H]+ 563.30575 33.5 35.1 1.5 4.7 34.7 2.6 3.6 34.4 0.6 3.0
M+2+ H]+ 564.30911 5.4 7.0 5.6 28.3 6.7 5.2 24.0 6.7 0.6 24.9

Ergocristine [M+H]"  610.30239 100 100 - - 100 - - 100 - -
M+1+ H]+ 611.30575 37.9 39.2 4.7 3.4 38.9 2.1 2.6 39.3 1.0 4.0
M+2+ H]+ 612.30911 7.0 9.6 4.1 38.0 8.5 3.5 22.4 8.5 2.0 24.0

Ergocryptine [|V| + H]+ 576.31805 100 100 100 - - 100 - -
[M+1+H]" 577.32140 34.6 36.4 4.6 5.0 36.7 1.1 6.1 36.5 1.9 7.0
M+2+ H]+ 578.32476 5.8 9.7 23.5 66.9 7.5 2.8 29.2 7.4 1.5 29.8

Ergometrine M+ H]+ 326.18630 100 100 - - 100 - - 100 - -
M+1+ H]+ 327.18966 20.6 21.4 1.3 4.3 20.1 1.0 -2.4 20.4 1.3 0.0
[M+2+ H]+ 328.19301 2.0 ND - - 2.3 6.2 12.6 2.1 3.2 3.0

Ergosine M+ H]+ 548.28675 100 100 - - 100 - - 100 - -
M+1+ H]+ 549.29010 32.5 33.9 5.3 4.5 34.0 0.7 4.7 33.7 0.4 3.6
[M+2+ H]+ 550.29346 5.1 7.4 6.4 45.3 6.4 3.0 25.9 6.4 1.2 24.6

Ergotamine [M+H]"  582.27110 100 100 - - 100 - - 100 - ,
M+1+ H]+ 583.27445 35.7 39.2 5.5 9.9 37.6 2.5 53 36.8 1.0 2.1
[M+2+ H]+ 584.27781 6.2 9.4 5.8 51.8 7.7 1.2 24.1 7.6 1.3 23.4

Fumonisin B, M +H] 722.39575 100 100 - - 100 - - 100 - -
[M+1+ H]+ 723.39910 36.8 38.8 5.0 5.4 39.1 2.0 6.4 38.7 2.4 6.8
[M+2+ H]+ 724.40246 6.6 11.7 21.7 78.8 10.4 2.0 58.5 10.0 1.5 49.2

Fumonisin B, [IM+H]"  706.40083 100 100 - - 100 - - 100 - -
[M+1+ H]+ 707.40419 36.8 40.6 5.1 10.5 38.8 2.5 5.6 39.4 0.7 6.5
[M+2+ H]+ 708.40754 6.6 12.0 13.7 82.5 10.0 4.8 52.8 10.0 1.3 49.9

Fusarenon-X M+ H]+ 355.13874 100 100 - - 100 - - 100 - -
[M+1+ H]+ 356.14210 18.4 ND - - 20.0 2.9 9.0 18.7 4.1 -3.2
[M+2+ H]+ 357.14299 1.6 ND - - 3.6 13.5 120.0 3.0 8.3 68.8

HT-2 [M+NH,]"  442.24354 100 100 - - 100 - - 100 - -
M+1+ NH4]+ 443.24690 23.8 27.8 8.0 16.8 25.9 4.0 8.7 24.9 0.5 53
[M+2+ NH4]Jr 44425025 2.7 ND - - 4.6 5.5 72.0 4.4 1.5 65.0

Neosolaniol M+ H]Jr 400.19659 100 ND - - 100 - - 100 - -
M+1+ H]+ 401.19995 20.6 ND - - 21.8 4.6 6.0 21.6 1.3 4.8
[M+2+ H]+ 402.20330 2.0 ND - - 3.9 5.2 97.2 3.5 2.7 79.4

Ochratoxin A M+ H]+ 404.08954 100 100 - - 100 - - 100 - -
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) ] 1 ng/mL 10 ng/mL 100 ng/mL
Compound Adduct Theoretical Theoretical Average Average Average
Mass  Abundance % RSD % Difference % RSD % Difference % RSD % Difference
Abundance Abundance Abundance

[M+1+H]" 405.09290 21.6 23.9 5.5 10.7 22.1 3.5 2.3 22.3 0.5 2.9
[M+2+H]" 406.08659 32.0 32.2 5.0 0.9 30.8 1.6 3.7 30.9 0.3 -2.9
[M+3+H]" 407.08995 6.9 6.9 8.4 0.2 7.1 2.5 2.9 6.9 1.2 0.5

Ochratoxin B [M+H]"  370.12851 100 100 - - 100 - - 100 - -
[M+1+H]" 371.13187 21.6 23.2 2.4 7.1 21.9 2.5 1.1 22.0 0.3 1.2
[M+2+H]" 37213522 2.2 3.6 4.2 61.1 3.0 0.4 35.2 3.1 3.4 42.6

Sterigmatocystin [M+H]"  325.07066 100 100 - - 100 - - 100 - -
[M+1+H]" 326.07402 19.5 20.4 9.4 4.9 19.8 0.8 1.8 19.9 0.4 2.7
[M+2+H]" 327.07737 1.8 ND - - 2.9 15.8 63.3 2.6 2.8 51.7

T-2 [M+NH,]" 484.25411 100 100 - - 100 - - 100 - -
[M+1+NH,]" 485.25746 26.0 28.7 5.5 10.5 27.6 3.3 6.3 27.1 1.6 6.0
[M+2+NH,]" 486.26082 3.2 6.1 28.5 88.9 5.2 3.6 62.2 5.1 2.8 61.8

Verrucarin A [M+NH,]" 520.25411 100 100 - - 100 - - 100 - -
[M+1+NH," 521.25746 29.2 30.2 2.1 3.5 30.1 0.7 3.0 30.5 0.6 4.8
[M+2 +NH,]" 522.26082 4.1 6.3 4.7 52.5 5.9 1.6 43.5 5.9 2.7 45.8

Zearalenone [M+H]"  319.15400 100 100 - - 100 - - 100 - -
[M+1+H]" 320.15736 19.5 20.5 5.1 5.3 20.1 1.4 3.3 20.0 1.1 2.5
[M+2+H]" 321.16071 1.8 3.7 45.8 104.3 2.4 0.6 34.6 2.4 4.2 29.2
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Supporting Table S6. Mycotoxin concentrations (average * standard deviation, n = 3) found in finished cereal and nut products. (-) indicates none of the
mycotoxins were detected with the Q-Orbitrap method. Numerical values labeled in red (avg * SD) are LC-MS/MS results obtained from J. Agric. Food Chem.
2013,61,4771-4782.

Mycotoxin concentration (ug/kg, Average * standard deviation, n=3)

AFB, AFB, AFG, BEA DON ERGCN ERGCR ERGCT ERGM ERGS ERGT FB1 FB, NEO OTA OTB ST T-2 ZEN
Rice
Rice flour i i i i i i i i i i i i i 26105 i 0.8%0.2 i i
(3.3%0.3) (0.9£0.2)
Rice flour - - - - - - - - - - - - - - - - - - -
Rice flour - - - - - - - - - - - - - - - - - - -
Rice flour - - - - - - - - - - - - - - - - - - -
Rice - - - - - - - - - - - - - - - - - - -
Rice - - - - - - - - - - - - - - - - - - -
Wheat

Wheat ) ) ) ) ) 1.8+0.5 7.3x1.5 7.4+1.8 3.4+0.6 1.1+0.3 9.0+2.6 ) ) ) ) ) ) ) )
flour (2.440.4) (6.4%1.3) (7.7+1.3) (3.120.6) (1.410.5) (8.3£1.6)
Wheat ) ) ) ) ) ) ) ) ) ) ) ) ) ) 1.5+£0.3 ) 1.4+0.4 1.1+0.4
flour (1.7£0.1) (1.1£0.2) (1.620.7)
Wheat ) ) ) 1.610.2 ) ) ) ) ) ) ) i i ) ) ) ) ) )
flour (1.8+0.3)
Wheat ) ) ) ) ) ) ) ) ) ) ) ) ) ) 1.240.2 ) ) ) )
flour (1.5%0.1)

. 1.9+0.5
Spaghettl - - - - - - - - - - - - - - (2'21_0'3) - - - -
Spaghetti - ) ] 9015 3.7#0.6 53%1.4 89+15  15:03 128429 ) ) ) ) ) ) )
pag (88+10) (3.8£0.3) (5.6+1.0) (8.8+1.2) (1.540.3) (10.72.1)

. 1.7+0.3
Spaghettl - - - - - - - - - - - - - - (l.gio.a) - - - -
Wheat ) ) ) ) 50+13 ) ) ) ) ) ) ) ) ) 2.210.7 ) ) ) )
elbow (63£17) (2.7£0.3)
Wheat ) ) ) ) ) ) ) ) ) ) ) ) ) ) ) ) ) ) )
flour
Wheat i i i i i i i i i i i i i i i i i i i
flour
Wheat ) ) ) ) ) ) ) . . ) ) ) ) ) ) ) ) ) )
flour
Spaghetti - - - - - - - - - - - - - - - - - - -
Spaghetti - - - - - - - - - - - - - - - - - - -
Spaghetti
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Mycotoxin concentration (ug/kg, Average t standard deviation, n=3)

AFB; AFB, AFG, BEA DON ERGCN ERGCR ERGCT ERGM ERGS ERGT FB, FB, NEO OTA OTB ST T-2 ZEN
Wheat
penne ) ) ) ) ) ) ) ) ) ) ) ) ) ) ) ) ) ) )
Wheat
penne i i i i i i i i i i i i i i i i i i i
Corn
Corn flour - - - (Sﬁigi) - - - - - - - - - - - - - -
Corn flour ) ) ) 115126 ) ) ) ) ) 64116 42+11 2.410.6 ) ) )
(134+21) (71+19) (54%18) (3.1£0.3)
Corn flour - - - 2.90.6 - - - - - - 5043 2718 - - - - - -
(2.620.4) (58+12) (33%16)
0.8+0.3 61+11 65123 40112 246143
Corn flour - - - - - - - - - - - - _ -
(1.1+0.4) (78+13) (52+19) (34+11) (284+66)
Corn flour - - - 7.0£3.2 - - - - - - 20£7 - - - - - -
(9.0+6.0) (46%2)
Corn flour - ) ) 108+16 ) ) i i i i 510483 36546 ) ) ] ) 279421
(130+10) (426+72) (418156) (339+16)
Corn flour - - - (12282) - - - - - - - - - - - - - -
Corn flour - - - é;igg) - - - - - - - - - - - - - -
Corn flour - - - - - _ _ _ _ B B 1175+182 750+84 ) i i i ) 205+18
(1143+87) (937146) (233+32)
Corn meal ~ B B 0.9+0.1 ) ) ) ) ) ) 205+26  96%17 ) ) ) ) ) i
(0.640.1) (149+23) (80+22)
Cornmeal - ) 17404 8021 ] ] ] ] ] ] ] ) 1.0£0.3 10214
(1.620.4) (90£25) (1.240.4) (115%32)
Corn meal ) ) ) 1.0+0.2 ) ) ) ) ) ) 70+12 32110 ) ) ) ) ) )
(1.0+0.2) (78+16) (35+18)
Corn meal - - - 1.7:0.4 - - - - - - - - - - - - - R
(1.7+0.4)
Corn meal - - - 517 - - - - - - . - - - - - - -
(5.842.4) (4145)
Corn meal - - 3718 - - - - - - 50£3 2818 - - - - - -
(4816) (41£5)  (2524)
Corn meal - - 3549 - - - - - - 84113 - - - - - - -
(4416) (68+7)
Corn flour - - - - - - - - - - - - - - - - - R -
Corn grit - - - - - - - - - - - - - - - - - - -
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Mycotoxin concentration (ug/kg, Average t standard deviation, n=3)

AFB,

AFB,

AFG,

BEA

DON

ERGCN

ERGCR

ERGCT

ERGM

ERGS

ERGT

FB,

FB,

NEO

OTA

oTB

ST

T-2 ZEN

Peanut

Pistachio

Peanut
flour
Peanut
butter
Peanut
butter
Peanut
butter
Peanut
butter
Peanut
butter
Peanut
butter
Peanut
butter
Peanut
butter
Peanut
Peanut
candy

Roasted
pistachio
Pistachio
flour
Pistachio
butter
Pistachio
butter
Roasted
pistachio
Roasted
pistachio
Roasted
pistachio
Roasted
pistachio
Roasted
pistachio
Pistachio
butter

0.4+0.1
(0.3£0.1)
0.6:0.1
(0.6£0.1)
0.6:0.1
(0.6£0.1)
0.3:0.1
(0.3£0.1)
0.4:0.1
(0.4£0.1)

1.240.1 0.9+0.2 0.5+0.1
(1.4+0.1) (0.6£0.1) (0.4+0.1)

0.5:0.1
(0.7£0.3)

4.551.1
(5.0%0.7)
0.8+0.2
(0.940.4)

1.940.6
(1.4£0.5)

46+8 1.0:0.1 0.5:0.1
(58+2) (1.1£0.1) (0.6£0.1)

6.6£0.7 2.3:0.4
(7.1#0.3) (2.840.3)

1.1#0.3
(1.1+0.2)

Page 14 of 32



Mycotoxin concentration (ug/kg, Average t standard deviation, n=3)

AFB, AFB, AFG, BEA DON ERGCN ERGCR ERGCT ERGM  ERGS ERGT FB, FB, NEO  OTA oTB ST T-2 ZEN

Almond
Almond  0.3%0.1
flour (0.3+0.2)
Almond
flour
Almond
flour
Almond
flour
Almond
flour
Almond
flour
Almond
flour
Almond
butter
Almond
butter

Mycotoxin abbreviations used: Aflatoxin B1 (AFB1), Aflatoxin B2 (AFB2), Aflatoxin G1 (AFG1), Beauvericin (BEA), Deoxynivalenol (DON), Ergocornine (ERGCN),
Ergocryptin (ERGCR), Ergocristine (ERGCT), Ergometrine (ERGM), Ergosine (ERGS), Ergotamine (ERGT), Fumonisin B1 (FB1), Fumonisin B2 (FB2), Neosolaniol
(NEO), Ochratoxin A (OTA), Ochratoxin B (OTB), Sterigmatocystin (ST), T-2 Toxin (T2), Zearalenone (ZEN)
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Supporting Table S7. Experimental Masses and Mass Accuracies of lons used in the Identification of Mycotoxins in Solvent (50:50 Acetonitrile:Water Mixture).

1 ng/mL 10 ng/mL 100 ng/mL
Compound Molecular Thel\:;i'cal Experimental Mass Az:;;:)cy Experimental Mass A?;l;::)cy Experimental Mass A?;::')Cy
Formula (Dalton) Average Average Average
(Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD
Aflatoxin B, [Ci7H1,06 + H]® 313.07066  313.07065 1.04 -0.03 0.33 313.07065 1.04 0.35 -0.22 313.07060 6.24 -0.19 0.20
CiH130s" 285.07575  285.07562 1.04 -0.46 0.36 285.07564 8.66 -0.04 -0.56 285.07560 4.58 -0.53 0.16
CisH100s" 270.05227  270.05210 1.02 -0.64 0.38 270.05220 1.27 -0.20 -0.80 270.05219 9.50 -0.33 0.35
CisH1304" 257.08084  257.08103 2.78 0.77 1.08 257.08093 3.00 0.48 0.37 257.08094 9.64 0.41 0.38
Aflatoxin B, [Ci7H1406 + H]® 315.08631  315.08625 1.40 -0.18 0.45 315.08621 1.08 0.06 -0.41 315.08623 9.17 -0.25 0.29
CigH150s" 287.09140  287.09137 1.08 -0.10 0.38 287.09140 7.94 0.31 -0.10 287.09139 1.14 -0.03 0.40
CiH110s" 259.06000  259.06021 1.31 0.81 0.50 259.06017 1.14 1.16 0.46  259.06017 4.58 0.66 0.18
Aflatoxin G, [Ci7H1,0, + H]® 329.06558  329.06558  1.08 0.00 0.33 329.06538 3.46 -0.55 -0.73 329.06542 4.58 -0.49 0.14
Ci7H1106" 311.05501  311.05504 1.21 0.08 0.39 311.05485 3.46 -0.46 -0.66 311.05487 6.00 -0.46 0.19
CigH110s" 283.06001  283.06023 8.66 0.78 0.31 283.05995 6.93 -0.35 -0.35 283.05999 7.55 -0.07 0.27
CiH1,0," 243.06519  243.06529 6.43 0.45 0.26 243.06517 3.00 0.06 -0.19 243.06520 2.52 0.05 0.10
Aflatoxin G, [Ci7H140, + H]" 331.08123  331.08116 1.29 -0.22 039 331.08111 1.73 -0.33 -0.42 331.08116 1.56 -0.22 0.47
Ci7H1306" 313.07066  313.07060 1.25 -0.21 0.40 313.07063 1.73 -0.05 -0.14 313.07065 1.08 -0.05 0.35
CiH130s" 285.07575  285.07570 2.30 -0.16 0.81 285.07564 2.23 0.53 -0.88 285.07575 2.89 0.01 101
Beauvreicin CoHp,N* 134.09643  134.09654 4.58 0.85 0.34 134.09654 3.06 0.78 0.63 134.09655 9.07 0.90 0.68
CaoH2sNOs" 362.19620 362.19631 6.24 0.31 0.17 362.19620 2.22 0.17 -0.69 362.19611 1.85 -0.26 0.51
CisHoNO5" 262.14377  262.14387 6.93 0.38 0.26 262.14388 6.24 0.34 0.23 262.14389 197 0.46 0.75
CisH1sNO," 24413321  244.13333 1.03 0.50 0.42 24413331 5.86 0.35 0.27 24413333 1.66 0.50 0.68
Citrinin CisH1304" 233.08084  233.08096 5.51 0.52 0.24 233.08095 6.43 0.28 0.79 233.08095 5.20 0.49 0.22
[CisH14Os +H]® 251.09140  251.09146  2.89 0.25 0.11 251.09150 5.86 0.12 0.48 251.09150 5.86 0.38 0.23
Deoxynivalenol CisH1s05" 203.10666 - - - - 203.10666  1.29 -0.42 0.76  203.10683 2.65 0.86 0.13
C14H17O4+ 249.11214 - - - - 249.11211 4.65 -2.19 0.42 249.11215 2.01 0.06 0.81
CiaH15035" 231.10157 - - - - 231.10175 2.44 155 1.16 231.10160 1.39 0.13 0.60
C1:H1105" 175.07536 - - - - 175.07562 1.70 145 248 175.07548 1.17 0.73 0.67
CgHo0," 137.05971 - - - - 137.05984 5.86 1.27 1.12 137.05982 4.36 0.83 0.32
Diacetoxyscirpenol  CgHg" 105.06988  105.07029 5.03 3.96 0.48 105.07031 2.31 4.03 4.03 105.07037 3.06 466 0.29
CioHis 157.10118  157.10150 2.69 2.06 171 157.10136 2.52 0.97 1.16 157.10143 8.74 1.63 0.56
CuHis® 183.11683  183.11706 5.00 1.25 2.73 183.11695 7.64 0.23 1.05 183.11709 9.17 1.44 0.50
CiaH150" 199.11174  199.11195 1.44 1.05 0.72 199.11185 1.42 0.14 0.09 199.11192 6.66 091 0.33
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1 ng/mL 10 ng/mL 100 ng/mL
i A Al Al
Molecular Theoretical Experimental Mass ccuracy Experimental Mass ceuracy Experimental Mass ceuracy
Compound F Mass (ppm) (ppm) (ppm)
ormula (Dalton) A A A
verage verage verage
D A D D A D D A SD
(Dalton) SD (ppm) verage S (Dalton) SD (ppm) verage S (Dalton) SD (ppm) verage

CisH1s0" 211.11174 - - - - 211.11188 3.79 0.51 0.84 211.11200 1.46 1.21 0.69
CisH170," 229.12231 229.12258 4.27 1.21 1.86 229.12236 1.03 -0.25 0.37 229.12249 6.11 0.79 0.27
CisH1005" 247.13287 - - - - 247.13295 2.12 -0.65 0.56 247.13304 2.90 0.68 1.17
CisH204" 265.14344 - - - - - - - - 265.14350 8.34 0.26 3.15
Ergocornine CisHisN,' 223.12298 223.12307 6.35 0.41 0.28 223.12309 8.08 0.74 0.11 223.12306 7.94 0.38 0.36
CioH170,N," 305.12845 305.12845 1.67 -0.01 0.55 305.12849 1.51 0.18 -0.41 305.12858 1.15 042 0.38
CieH1gN;O" 268.14444 268.14447 5.20 0.12 0.19 268.14448 8.66 0.34 -0.22 268.14446 9.17 0.08 0.34
CiH1oNO* 208.07569 208.07584 8.96 0.70 0.43 208.07584 8.50 0.86 0.24 208.07583 5.03 0.65 0.24
Ergocristine CisHisN,' 223.12298 223.12308 7.37 0.49 0.33 223.12309 9.17 0.87 0.07 223.12300 8.14 0.10 0.37
CioH170,N," 305.12845 305.12853 1.83 0.25 0.60 305.12855 1.42 0.67 -0.21 305.12841 1.96 -0.14 0.64
C15H18N30+ 268.14444 268.14444 7.94 0.00 0.30 268.14449 1.21 0.68 -0.22 268.14434 3.46 -0.37 0.13
CiH1oNO* 208.07569 208.07581  7.55 0.57 0.36 208.07583 8.62 1.05 0.24 208.07577 6.08 0.38 0.29
Ergocryptine CisHisN,' 223.12298 223.12308 3.46 0.47 0.16 223.12306 1.01 0.65 -0.16 223.12307 8.74 041 0.39
C15H18N30+ 268.14444 268.14449 6.24 0.19 0.23 268.14445 1.39 0.34 -0.55 268.14446 7.55 0.08 0.28
CiH1oNO* 208.07569 208.07584 5.51 0.73 0.26 208.07580 1.04 0.86 -0.05 208.07583 8.08 0.65 0.39
Ergometrine CisHisN,' 223.12298 223.12324 3.21 1.17 0.14 223.12314 6.66 1.05 0.47 223.12302 7.37 0.22 0.33
CioH4N;0," 326.18630 326.18627 1.65 -0.10 0.51 326.18626 7.55 0.11 -0.35 326.18620 1.14 -0.32 0.35
CiHioNO™ 208.07569 208.07599 4.51 1.42 0.22 208.07599 1.28 211 0.91 208.07594 6.24 1.20 0.30
Ergosine CisHisN," 223.12298 223.12309 4.93 0.50 0.22 223.12311 1.04 1.14 0.34 223.12306 4.62 0.37 0.21
C14H1N,05" 263.13902 263.13912 1.21 0.38 0.46 263.13920 9.64 1.11 0.54 263.13906 6.24 0.16 0.24
CiHioNO™ 208.07569 208.07608 1.20 1.86 0.58 208.07595 6.35 1.58 1.05 208.07583 4.04 0.65 0.19
Ergotamine CisHisN,' 223.12298 223.12310 7.64 0.55 0.34 223.12309 4.16 0.74 047 223.12307 1.05 043 047
Cy7H15N,05" 297.12337 297.12353 8.08 0.53 0.27 297.12344 8.50 0.58 0.14 297.12344 1.85 0.25 0.62
Ci7H13N,0," 277.09715 277.09726 1.50 0.38 0.54 277.09727 6.93 0.71 0.27 277.09722 1.05 0.24 0.38
Ci4H1oNO* 208.07569 208.07591 1.46 1.07 0.70 208.07596 5.69 1.58 1.05 208.07592  8.66 1.10 0.42
Fumonisin B4 CyHioNO* 334.31044 334.31051 3.23 0.19 0.96 334.31047 6.81 0.23 0.15 334.31043 1.59 -0.02 0.48
CyHaNO,' 352.32101 352.32157 4.74 1.61 135 352.32105 2.62 -0.67 0.21 352.32104 1.43 0.11 041
CyoHagN* 316.29988 - - - - 316.29979 5.03 -0.12 -0.24 316.29999 1.37 0.36 043
Fumonisin B, CyHsNO* 336.32609 336.32610 1.83 0.03 0.55 336.32624 1.40 0.89 0.06 336.32611 1.08 0.06 0.32
CpHaaNO," - - - - - - - - - 354.33680 1.73 0.41 0.05
CyoHaoN* 318.31553 318.31569 1.58 0.52 0.50 318.31594 1.42 1.14 1.80 318.31564 9.00 0.36 0.28
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1 ng/mL 10 ng/mL 100 ng/mL
Compound Molecular Thel\c/>|;es’cslcal Experimental Mass Az:;;:)cy Experimental Mass At(:;;]::;:y Experimental Mass A?;:z)cy
Formula (Dalton) Average Average Average

(Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD
Fusarenon-X CiH1305" 229.08592  229.08592 4.49 -0.02 1.96 229.08592 4.49 -0.88 -1.40 229.08606 1.25 0.62 0.55
CiH1504" 247.09649  247.09672  2.50 0.95 1.01 247.09672 2.50 1.76 -0.18 247.09662 2.29 0.56 0.92
CisH1305" 201.09101  201.09106 4.02 0.25 2.00 201.09106 4.02 2.56 -0.83 201.09112 4.04 0.55 0.20
C11H1102+ 175.07536 175.07547 1.33 0.63 0.76 175.07547 1.33 0.82 -0.21 175.07547 5.00 0.65 0.29
CgHs0," 137.05971  137.05977 7.09 0.44 0.52 137.05977 7.09 0.90 -0.12 137.05981 5.69 0.78 0.41
HT-2 CiH1504" 169.10118  169.10135 1.06 1.02 0.63 169.10135 1.06 1.50 1.26 169.10130 1.14 0.71 0.67
CisH1504" 263.12779 - - - - - - - - 263.12788 3.85 0.36 1.46
C14H1504+ 215.10666 215.10710 3.84 206 1.79 215.10710 3.84 0.81 4.11 215.10710 1.15 205 0.53
C1aH130" 197.09609  197.09634 1.13 1.26 0.57 197.09634 1.13 192 091 197.09629 7.55 1.01 0.38
CisH130" 185.09609  185.09635 1.73 1.40 0.09 185.09635 1.73 145 145 185.09628 1.44 1.04 0.78
C12H13+ 157.10118 157.10136 1.25 1.16 0.80 157.10136 1.25 1.10 0.40 157.10151 5.86 210 0.37
C11H13+ 145.10118 145.10136  8.89 1.26 0.61 145.10136 8.89 195 1.05 145.10133  8.50 1.03 0.59
Ochratoxin A C11H10ClOs" 257.02111  257.02115 6.00 0.14 0.23 257.02115 6.00 0.14 038 257.02104 9.17 -0.28 0.36
C19H14C|O4+ 341.05751 341.05758 4.58 0.20 0.13 341.05758 4.58 0.05 0.31 341.05732 151 -0.57 0.44
C1:HsClO," 239.01056  239.01064 7.00 0.32 0.29 239.01064 7.00 0.32 0.62 239.01052 7.64 -0.17 0.32
CgHioN" 120.08078  120.08102  3.00 2.03 0.25 120.08102 3.00 2.03 2.28 120.08098 3.00 1.70 0.25
Ochratoxin B C1:H110s" 223.06010  223.06012 5.51 0.08 0.25 223.06012 5.51 0.31 0.09 223.06016 5.13 0.25 0.23
C11Hs0," 205.04954  205.04957 4.04 0.15 0.20 205.04957 4.04 0.36 0.12 205.04961 4.51 0.35 0.22
CgHioN* 120.08078  120.08101 2.31 1.92 0.19 120.08101 2.31 2.03 2.03 120.08105 3.79 225 0.32
Sterigmatocystin [CigH1206 + H]* 325.07066  325.07056  1.08 -0.32 0.33 325.07058 8.66 -0.41 -0.41 325.07068 5.20 0.05 0.16
Ci7H1006" 310.04719  310.04704 9.64 -0.48 0.31 310.04706 7.94 -0.61 -0.51 310.04716 6.24 -0.10 0.20

Ci7H130s" 297.07575  297.07582 9.24 0.22 031 297.07581 1.10 0.40 -0.24 - - - -
CiHoOg" 281.04445  281.04438 6.24 -0.25 0.22 281.04437 5.20 -0.50 -0.18 281.04431 1.37 -0.50 0.49
T-2 CisH130" 185.09609  185.09628 4.93 1.00 0.27 185.09626 8.39 1.13 0.37 185.09624 1.10 0.82 0.59
CiH150," 215.10666  215.10686 9.64 0.95 0.45 215.10687 7.94 1.13 0.58 215.10685 8.74 092 041
C14H130" 197.09609  197.09632 6.11 1.18 0.31 197.09632 7.02 1.11 0.80 197.09628 1.03 0.94 0.52
CisHis' 169.10118  169.10132  8.08 0.83 0.48 169.10134 5.03 0.90 0.67 169.10132 9.85 0.85 0.58
Verrucarin A CisH150," 231.13796  231.13801 1.48 0.23 0.64 231.13805 1.21 0.97 0.32 231.13809 6.03 0.56 0.26
CisH2 035" 249.14852  249.14856 1.51 0.16 0.61 249.14861 7.51 0.64 0.04 249.14863 1.44 0.44 0.58
C1,H1,05" 193.12231  193.12233  1.27 0.14 0.66 193.12233 1.27 0.85 0.02 193.12244 5.77 0.71 0.30
CioH1s" 133.10118  133.10128 6.81 0.75 0.51 133.10128 6.81 1.15 0.92 133.10131 4.04 0.97 0.30
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1 ng/mL 10 ng/mL 100 ng/mL

Compound Molecular The“:;igcal Experimental Mass Az:;::)cy Experimental Mass At(:;;]::;:y Experimental Mass Ag:::)cy
Formula (Dalton) Average Average Average
(Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD
CgHo' 105.06988  105.07025 6.81 3.58 0.65 - - - - 105.07029 4.16 3.90 0.40
Zearalenone CH10," 187.07536  187.07480 1.31 -2.97 0.70 187.07507 6.24 -1.26 -1.42 187.07538 8.14 0.15 0.44
CigH1503" 283.13287 - - - - 283.13338  2.27 0.88 2.15 283.13298 1.47 0.37 0.52
CioH1105" 203.07027 - - - - 203.07025 7.09 0.29 -0.40 203.07031 9.61 0.21 047
CisH1104 231.06546  231.06546  9.85 0.00 0.43 231.06542 1.00 0.26 -0.22 231.06534 8.14 -0.50 0.35
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Supporting Table S8. Experimental Masses and Mass Accuracies of lons used in the Identification of Mycotoxins in Peanut Matrix extracted with 50:50

Acetonitrile:Water Mixture.

1 ng/mL 10 ng/mL 100 mg/mL
Theoretical - - -
Compound I\golecull:r Mass Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm)
ormd (Dalton) ’(/-\I;/:I;Zgnj SD (ppm)  Average SD '(Ag;;ignj SD (ppm)  Average SD '(A‘[;/;;Zij SD (ppm)  Average SD
Aflatoxin B, [Ci7H1,06 + H]* 313.07066 313.07064 1.65 -0.06  0.53 313.07075 1.65 0.29 0.53 313.07062 5.20 -0.13  0.17
C16H1305+ 285.07575 285.07560 1.51 -0.53 0.53 285.07570 1.71 -0.19 0.60 285.07561 6.93 -0.49 0.24
CisH1005" 270.05227 270.05223 1.71 -0.15 0.63 270.05227 1.26 -0.03 047 270.05220 4.04 -0.29 0.15
CisHi:0,° 257.08084  257.08089  1.14 021 0.44 257.08111 1.31 1.06 051 257.08102  1.93 073 0.75
Aflatoxin B, [C17H1406 + H]+ 315.08631 315.08611 3.46 -0.63 0.11 315.08623 1.73 -0.25 0.05 315.08628 4.58 -0.10 0.15
CieH1s05" 287.09140 287.09126 1.14 -0.49 0.40 287.09138 1.73 -0.07 0.06 287.09145 3.46 0.17 0.12
C1qH1105" 259.06000 259.06013 9.17 0.50 0.35 259.06014 6.93 0.54 0.27 259.06032 1.05 1.24 0.41
Aflatoxin G; [C47H1,05 + H]+ 329.06558 329.06557 9.17 -0.03 0.28 329.06566 1.10 0.25 0.33 329.06561 1.39 0.09 0.42
C17H1106+ 311.05501 311.05505 7.94 0.11 0.26 311.05515 3.51 0.42 0.11 311.05512 1.10 0.33 0.35
CieH1105" 283.06001 283.06017 8.66 0.57 0.31 - - - - 283.06017 1.14 0.57 0.40
C14H1104+ 243.06519 243.06529 1.33 0.45 0.55 243.06528  3.08 0.39 1.27 243.06545 1.25 1.10 0.51
Aflatoxin G, [Ci7H1405 + H]+ 331.08123 331.08102 1.10 -0.62 0.33 331.08115 5.77 -0.25 0.17 331.08122 3.46 -0.03 0.10
C7H1306" 313.07066 313.07058 1.05 -0.27 0.34 313.07066  4.04 -0.03 0.13 313.07073 6.93 0.21 0.22
C16H1305+ 285.07575 285.07572 1.37 -0.12 0.48 285.07583 1.54 0.27 0.54 285.07572 1.10 -0.12 0.38
Beauvreicin CngzN+ 134.09643 134.09653 6.93 0.78 0.52 134.09653 1.53 0.75 0.11 134.09654 5.20 0.85 0.39
ConngOs+ 362.19620 362.19628 1.21 0.22 0.33 362.19622 9.64 0.06 0.27 362.19622 1.21 0.06 0.33
C15H20NO3+ 262.14377 262.14385 1.25 0.31 0.48 262.14386  3.00 0.34 0.11 262.14389 1.04 0.46 0.40
C15H18N02+ 244.13321 244.13330 1.23 0.39 0.50 244.13331  2.08 0.42 0.09 244.13334 1.15 0.57 0.47
Citrinin C13H1304+ 233.08084 233.08095 8.33 0.51 0.36 233.08093 1.53 0.42 0.07 233.08095 4.16 0.48 0.18
[C13H 1405 + H]* 251.09140 251.09150 7.23 0.41 0.29 251.09149 4.04 0.35 0.16 251.09149 3.79 0.37 0.15
Deoxynivalenol C13H1502+ 203.10666 - - - - 203.10661 1.11 -0.21 054 203.10677 6.24 0.56 0.31
C14H17O4+ 249.11214 - - - - 249.11327 5.29 4.55 0.21 249.11224 1.12 0.41 0.45
C14H1503Jr 231.10157 - - - - 231.10227 3.55 3.04 1.54 231.10144 3.18 -0.57 1.38
CiH110," 175.07536 175.07548 5.17 0.73 2.95 175.07550 2.15 0.80 1.23 175.07552 6.11 0.96 0.35
CgHq05" 137.05971 - - - - 137.05978 6.51 0.56 0.47 137.05981 5.69 0.78 0.41
D'acetox‘l’sc'rpeno CeHs" 105.06988 - - - - 105.07036 3.51 457 033 10507037 5.86 466 0.6
CpHis' 157.10118 157.10130 4,51 0.80 0.29 157.10141 9.85 1.48 0.63 157.10146 1.47 1.80 0.94
CpHis 183.11683 183.11701 4.31 1.00 2.36 183.11706 1.73 1.27 0.09 183.11708 4.93 1.36 0.27
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1 ng/mL

10 ng/mL

100 mg/mL

Compound Molecular The'a;igcal Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm)

Formula
(Dalton) Average Average Average

(Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD (Dalton) SD (ppm) Average SD

CiH1s0" 199.11174 199.11196 1.05 1.10 0.53 199.11193 6.35 0.96 0.32 199.11194 1.31 1.00 0.66

CisHisO"  211.11174 - - - - 211.11191  1.23 0.78 0.58 211.11196  9.17 1.03  0.43

CisH1705" 229.12231 229.12251 4.25 0.90 1.85 229.12248 1.12 0.74 049 229.12254 1.19 1.01 0.52

CisH1605" 247.13287 - - - - 247.13300 9.17 0.52 0.37 247.13311 1.59 0.95 0.65

CisH2.04" 265.14344 - - - - 265.14367 6.72 0.87 254  265.14381 8.41 1.41 3.17

Ergocornine CisHisN,' 223.12298 223.12309 2.89 0.53 0.13  223.12305 5.13 032 0.23 223.12310 6.35 0.55 0.28

CioH170,N,”  305.12845 305.12858 8.66 0.41 0.28 305.12852 9.64 0.22 0.32  305.12856  9.17 0.35 0.30

CigH1sN3O™  268.14444 268.14450 3.00 0.23 0.11 268.14443 5.13 -0.04 0.19 268.14450  3.00 0.23 0.11

CiHioNO™  208.07569 208.07585 5.69 0.78 0.27  208.07579 7.37 0.49 0.35 208.07586  4.04 0.83 0.19

Ergocristine C15H15N2+ 223.12298 223.12301 1.15 0.14 0.05 223.12309 6.00 0.52 0.27 223.12311 9.61 0.59 0.43

CioH170,N,"  305.12845 305.12851 7.94 0.18 0.26  305.12850 1.14 0.15 0.37  305.12855 1.76 0.31 0.58

C15H18N30+ 268.14444 268.14448 1.73 0.15 0.06 268.14447 6.00 0.12 0.22 268.14453 1.20 0.34 0.45

CiHioNO™  208.07569 208.07577 3.46 0.38 0.17 208.07585 5.13 0.78 0.25 208.07586 1.00 0.80 0.48

Ergocryptine CisHisN,' 223.12298 223.12309 1.21 0.52 0.54  223.12305 3.79 032 0.17 223.12310 3.21 0.55 0.14

CigH1sN3O™  268.14444 268.14448 1.21 0.15 0.5 268.14444  3.00 0.00 0.11 268.14450  3.00 0.23 0.11

CuuHiNO®  208.07569 208.07588 9.50 0.89 0.46  208.07580 4.04 0.51 0.19 208.07585  4.93 0.75 0.24

Ergometrine CisHisN,' 223.12298 223.12318 8.02 0.93 0.36  223.12305 9.50 035 043 223.12300 1.61 0.11 0.72

CioH2aN30,"  326.18630 326.18581 1.50 -1.52 046  326.18629 1.21 -0.03 0.37  326.18625 191 -0.17 0.59

CuHiNO"  208.07569 208.07609 8.50 1.94 041 208.07594 1.01 1.20 0.49 208.07589 1.36 0.97 0.65

Ergosine CisHisN,' 223.12298 223.12310 4.73 0.58 0.21  223.12312 3.79 0.66 0.17 223.12313 8.66 0.69 0.39

CuHsN,05"  263.13902 263.13925 7.94 0.88 0.30 263.13919 3.00 0.65 0.11 263.13916 1.08 054 041

CuH1oNO™  208.07569 208.07595 2.08 1.23 0.10 208.07596 3.00 1.30 0.14  208.07590 6.66 0.99 0.32

Ergotamine CisHisN," 223.12298 223.12309 1.32 0.50 0.59 223.12319 1.15 0.96 0.52 223.12313 7.55 0.69 0.34

Ci7H7N,05"  297.12337 297.12343 1.86 0.22 0.63 297.12360 1.72 0.77 0.58 297.12350 1.25 0.45 0.42

Ci7HsN,0,"  277.09715 277.09710 1.02 -0.21 037  277.09738 1.37 0.81 0.50 277.09728 1.05 0.45 0.38

CuH oNO™  208.07569 208.07582 1.92 0.64 0.92 208.07603 1.31 1.62 0.63 208.07600  7.51 150 0.36

Fumonisin By CHioNO®  334.31044 334.31036 1.37 -0.23 041  334.31047 1.96 0.10 0.59  334.31052 5.20 0.23 0.16

C,,HaNO,"  352.32101 352.32116 3.88 0.43 1.10  352.32112 1.58 0.31 045 352.32118  4.58 0.49 0.13

CyyH3sN” 316.29988 316.29968  5.196 -0.62 0.16  316.30000 2.59 0.38 0.82 316.30008 7.94 0.64 0.25

Fumonisin B, C,HNO™  336.32609 336.32609 6.24 0.00 0.19 336.32615 2.30 0.18 0.68 336.32612 1.25 0.08 0.37

C,HiuNO,"  354.33666 354.33652 0'083?27 -0.39 0.79 354.33671 3.88 0.16 1.09 354.33683 1.27 0.50 0.36
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1 ng/mL 10 ng/mL 100 mg/mL

Theoretical

Compound Molecular Mass Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm)

Formula
(Dalton) Average Average Average

(Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD (Dalton) SD (ppm) Average SD

CasHaoN" 318.31553 318.31567 1.25 0.46 0.39 318.31562 2.31 0.30 0.73 318.31565 1.11 0.40 0.35

Fusarenon-X C1aH1305" 229.08592 - - - - 229.08603  1.08 0.48 0.47 229.08613  4.04 0.93 0.18

CiaH1504" 247.09649 - - - - - - - - 247.09670  5.13 0.88 0.21

Ci3H1305" 201.09101 - - - - 201.09136  3.46 1.74 1.72 201.09116 1.73 0.76 0.09

C11H1105° 175.07536 - - - - 175.07558  5.69 1.26 0.32 175.07553 2.31 1.01 0.13

CgHq0," 137.05971 - - - - 137.05991 4.58 149 033 137.05985 1.15 1.07 0.08

HT-2 CiH1s04" 169.10118 - - - - 169.10134 1.10 0.94 0.65 169.10141 9.71 1.36 0.57

CisH1604" 263.12779 - - - - - - - - 263.12797 3.40 0.70 1.29

C14H1504+ 215.10666 - - - - 215.10676  8.88 0.48 0.41 215.10703 1.77 1.75 0.82

CiH130" 197.09609 - - - - 197.09650 1.65 206 0.84 197.09630  7.57 1.07 0.38

Ci3H130" 185.09609 - - - - 185.09622  4.37 0.68 2.36 185.09645 3.59 1.92 1.94

C12H13+ 157.10118 - - - - 157.10138 1.56 1.29 0.99 157.10151 1.59 2.10 1.02

C11H13+ 145.10118 - - - - 145.10135 1.59 1.19 1.09 145.10138 1.15 1.42 0.79

Ochratoxin A CiiHoClOs™  257.02111 257.02111 1.05 -0.01 041 257.02110 7.55 -0.05 0.29 257.02117 6.24 0.22 0.24

CioH14ClO,"  341.05751 341.05768 6.42 0.49 1.88 341.05749 2.02 -0.06 0.59  341.05746 1.14 -0.15  0.33

C.:HsClO,"  239.01056 239.01054 7.57 -0.11  0.32  239.01058 7.55 0.07 0.32 239.01064  5.69 0.31 0.24

CgHioN* 120.08078 120.08106 1.27 2.34  1.05 120.08101 5.29 195 044 120.08104 2.08 2.23 0.17

Ochratoxin B C11H1105" 223.06010 223.06017 9.29 0.30 0.42 223.06019 3.21 0.39 0.14  223.06027 3.51 0.75 0.16

C1:Ho0," 205.04954 205.04960 8.08 0.33 0.39  205.04963 3.21 0.48 0.16 205.04972  4.04 0.88 0.20

CgHioN* 120.08078 120.08092 351 1.17 0.29 120.08106  1.00 2.37 0.08 120.08111 1.53 2.75 0.13

Sterigmatocystin [CigH1,06 + H]® 325.07066 325.07066 3.46 -0.01 0.11  325.07065 1.04 -0.04 032  325.07052 1.56 -0.46  0.48

Ci7H1006" 310.04719 310.04715 3.00 -0.13 0.10  310.04713 1.48 -0.19 0.48 310.04703 1.37 -0.51 0.44

Ci7H130s" 297.07575 297.07580 1.26 0.16 0.42  297.07591 1.56 0.53 0.53 297.07571 1.72 -0.12  0.58

Ci6HsO6" 281.04445 281.04439 1.25 -0.21 0.44  281.04430 7.55 -0.53  0.27 281.04431 1.67 -0.50 0.59

T-2 Ci3H130" 185.09609 185.09622 5.77E-06 0.68 0.03 185.09626  7.23 0.89 0.39 185.09631 6.03 1.16 0.33

CiH1505" 215.10666 215.10693 5.51 1.26 0.26  215.10685 9.24 0.92 043 215.10692 7.51 1.21 0.35

CiH130° 197.09609 197.09616 1.45 033 0.74 197.09626 8.74 0.87 0.44 197.09630  5.51 1.07 0.28

CisHis' 169.10118 169.10124 1.15 0.35 0.68 169.10133  8.50 0.92 0.50 169.10135 5.51 1.04 0.33

Verrucarin A CisH1405" 231.13796 231.13810 6.24 0.62 0.27 231.13820 5.69 1.04 0.25 231.13812 8.96 0.72 0.39

CisH»,05" 249.14852 249.14872 5.03 0.81 0.20 249.14872 8.39 0.79 034  249.14859 2.52 0.26 0.10

C1,H1705" 193.12231 193.12238 2.89 0.36 0.15 193.12256  1.15 1.31 0.60 193.12246  7.23 0.81 0.37

CioH1s" 133.10118 133.10131 2.08 0.97 0.16 133.10137 5.57 145 0.42 133.10131  4.04 0.97 0.30
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1 ng/mL 10 ng/mL 100 mg/mL

Theoretical

Compound hgz:e;fﬂ::r Mass Ii:perimental Mass Accuracy (ppm) EAxperimentaI Mass Accuracy (ppm) prerimental Mass Accuracy (ppm)
(Dalton) (g;;ignj SD (ppm) Average SD (I;laelr'z)ij SD (ppm) Average SD (I;aeltc?)gne) SD (ppm)  Average SD

CgHo' 105.06988 105.07029 2.65 3.93 0.25 105.07036 4.73 4.57 0.45 105.07031 1.15 4.15 0.11

Zearalenone C12H1102+ 187.07536 187.07510 5.42 -1.39 2.90 187.07515 5.51 -1.12  0.29 187.07550 2.31 0.79 0.12
CigH1405" 283.13287 - - - - - - - - 283.13304 3.6 0.60 0.12

CpH1105" 203.07027 - - - - 203.07024 4.51 -0.17 0.22 203.07041 1.15 0.67 0.06

Ci3H1104" 231.06546 231.06522 1.65 -1.05 0.71 231.06536  2.08 -0.45 0.09 231.06547 7.09 0.06 0.31
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Supporting Table S9. Experimental Masses and Mass Accuracies of lons used in the Identification of Mycotoxins in Wheat Matrix extracted with 50:50

Acetonitrile:Water Mixture.

1 ng/mL 10 ng/mL 100 mg/mL
Theoretical - - -

Compound l\ﬂo?&;::ull:r Mass Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm)

© (Dalton) ’(L\ISI:I;aoi(; SD (ppm)  Average SD '(Al;/:Itcignj SD (ppm)  Average SD '(A[;/:I;igni SD (ppm)  Average SD
Aflatoxin B;  [Cy7H1,06 + H]® 313.07066 313.07063 2.00 -0.11 0.64  313.07059 1.08 -0.13  0.35 313.07055 9.17 -0.33  0.29
(315H1305+ 285.07575 285.07558 2.16 -0.58 0.76 285.07567 1.29 -0.39 045 285.07546 1.35 -1.03 0.47
CisH1005" 270.05227 270.05246 5.54 0.67 2.05 270.05212 5.20 -0.61 0.19 270.05215 1.37 -0.37 0.51
CisH1304" 257.08084 257.08085 231 0.07 090 257.08086 2.04 -0.11  0.79  257.08075 7.94 -0.29 031
Aflatoxin B, [C17H1406 + H]+ 315.08631 315.08624 6.00 -0.22 0.19 315.08618 1.31 -0.48 0.42 315.08614 4.58 -0.55 0.15
CieH1s05" 287.09140 287.09144 7.55 0.14 0.26 287.09134 1.04 -0.28 0.36 287.09131 0.00E+00 -0.31 0.00
C14H1105" 259.06000 259.06035 1.56 1.36 0.60 259.06020 1.25 0.64 0.48 259.06043 0'038261 2.06 1.78
Aflatoxin G, [Ci7H1,057 + H]® 329.06558 329.06561 7.94 0.09 0.24 329.06540 1.08 -0.58 0.33 329.06574 5.13 0.54 0.16
Ci7H1106" 311.05501 311.05504 7.55 0.08 0.24 311.05486 1.35 -0.51 043 311.05498 4.58 -0.06 0.15
C15H1105+ 283.06001 283.06020 7.55 0.67 0.27 283.05998 1.40 -0.11  0.50 283.06395 4.56 1424 1.61
C14H1104+ 243.06519 243.06529 6.00 0.43 0.25 243.06527 5.03 0.44 0.21 243.06532 1.53 0.59 0.06
Aflatoxin G, [Ci7H1405 + H]® 331.08123 331.08119 1.05 -0.12 0.32 331.08112 5.20 -0.30 0.16 331.08109 3.51 -0.46 0.11
C17H1305+ 313.07066 313.07094 5.54 0.88 1.77 313.07051 8.02 -0.59 0.26 313.07061 3.46 -0.22 0.11
C16H1305+ 285.07575 285.07797 1.46 7.80 5.14 285.07664 2.24 0.11 7.86 285.07567 6.93 -0.19 0.24
Beauvreicin C9H12N+ 134.09643 134.09654 1.53 0.87 0.11 134.09650 3.06 0.66 0.23 134.09649 3.21 0.56 0.24
C20H28N05+ 362.19620 362.19622 6.10 0.06 1.68 362.19615 9.71 -0.05 0.27 362.19606 1.27 -0.50 0.35
C15H20NO3+ 262.14377 262.14386 1.08 0.34 0.41 262.14377 5.20 0.08 0.20 262.14378 7.55 0.13 0.29
C15H13NOZ+ 244.13321 244.13331 4.58 0.43 0.19 24413326  5.77 0.30 0.24 244.13322 6.56 0.14 0.27
Citrinin C13H13O4+ 233.08084 233.08086 7.37 0.12 0.32 233.08090 7.37 0.15 0.32 233.08085 9.24 0.20 0.40
[C13H1405 + H]+ 251.09140 251.09140 6.81 -0.01 0.27 251.09142  8.39 -0.04 0.33 251.09150 9.64 0.25 0.38
Deoxynivalenol C13H1_=,Oz+ 203.10666 - - - - 203.10672 1.71 0.05 0.84 203.10668 1.62 -0.17 0.80
C14H17O4+ 249.11214 - - - - 249.11517 3.76 12,57 1.51 249.11204 3.46 -0.91 1.39
C14H15O3+ 231.10157 - - - - 231.10352 191 6.54 8.28 231.10166 7.55 0.29 0.33
Ci1H110," 175.07536 - - - - 175.07531  2.27 -0.60 1.30 175.07546 4.04 0.49 0.23
C8H902+ 137.05971 - - - - 137.06063 7.52 5.24 5.48 137.05980 1.36 0.29 0.99
Diaceto’;‘l'sc"pe” CeHo' 105.06988  105.07035  7.00 450 067 105.07032 5.03 402 048 10507030 1.53 407 015
C12H13+ 157.10118 157.10138 5.00 1.29 0.32 157.10134 1.15 0.92 0.74 157.10127 3.51 0.65 0.22
C14H15+ 183.11683 183.11703 2.67 1.13 1.46 183.11692 6.24 0.42 0.34 183.11696 7.09 0.85 0.39
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1 ng/mL 10 ng/mL 100 mg/mL
Theoretical - - -

Compound Molecular Mass Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm)

Formula
(Dalton) Average Average Average
(Dalton) SD (ppm)  Average SD (Dalton) SD (ppm)  Average SD (Dalton) SD (ppm) Average SD

CiaH150" 199.11174 199.11192 1.25 0.90 0.63 199.11184 6.24 0.41 031 199.11178 1.73 0.21 0.09

CisHisO"  211.11174 - - - - 211.11180 1.80 027 085 211.11191 6.24 0.83  0.30

CisHq,05" 229.12231 229.12240 2.04 0.39 0.89 229.12244  9.45 0.52 041 229.12231 9.07 0.05 0.40

CisH1603" 247.13287 - - - - 247.13299 2.75 0.09 111 247.13292 1.82 0.48 0.74

CisH204" 265.14344 - - - - 265.14440 2.47 460 9.31 265.14664  2.66 11.88 1.00

Ergocornine CisHisN," 223.12298 223.12312 8.33 0.63 0.37 223.12302 7.09 0.09 0.32 223.12301 1.15 0.15 0.05

CioH170,N,"  305.12845 305.12863 6.00 0.58 0.20 305.12842 7.94 -0.15 0.26  305.12841  4.51 -0.20 0.15

CigHigN3O™  268.14444 268.14451 9.64 0.27 0.36 268.14439  9.17 -0.28 0.34  268.14438  3.00 -0.18 0.11

CuHiNO®  208.07569 208.07589 8.39 0.97 040 208.07577 5.69 0.32 0.27 208.07579 3.00 0.48 0.14

Ergocristine C15H15N2+ 223.12298 223.12310 7.64 0.55 0.34 223.12304 8.02 0.30 0.36 223.12306 6.03 0.27 0.27

CioH170,N,”  305.12845 305.12846 4.58 0.02 0.15 305.12842 1.31 -0.18 0.43  305.12846 1.21 -0.10 0.40

C16H13N3O+ 268.14444 268.14444 6.00 0.00 0.22 268.14446 1.05 0.07 0.39 268.14447 6.00 0.04 0.22

CuHiNO®  208.07569 208.07584 7.94 0.72 0.38 208.07580 8.08 049 039 208.07583 4.73 0.57 0.23

Ergocryptine CisHisNy' 223.12298 223.12308 5.69 0.46 0.25 223.12301 3.21 0.19 0.14  223.12298 1.08 -0.08 0.48

CigH1gN3O™  268.14444 268.14448 6.93 0.15 0.26 268.14440 1.73 -0.16 0.06  268.14434 1.25 -0.49 0.47

C14H10NO+ 208.07569 208.07585 4.58 0.77 0.22 208.07578 1.53 0.41 0.07 208.07575 1.01 0.12 0.48

Ergometrine CisHisN," 223.12298 223.12312 1.33 0.63 0.60 223.12294 9.85 -0.04 0.44  223.12302 1.99 0.12 0.89

CioH2aN30,"  326.18630 326.18602 2.57 -0.87 0.79 326.18612 1.75 -0.42 0.54 326.18625 2.46 -0.23  0.75

CuuHiNO™  208.07569 - - - - 208.07585 1.35 0.94 0.65 208.07592 2.12 0.97 1.02

Ergosine CisHisN," 223.12298 223.12310 4.04 0.55 0.18 223.12302 4.93 0.13 0.22  223.12309 5.77E-06 0.51 0.03

CuHsN,05"  263.13902 263.13914 1.83 0.46 0.70 263.13904 7.94 -0.03 030 263.13908 6.24 0.21 0.24

CuH NO™  208.07569 208.07586 6.93 0.81 0.33 208.07583 6.24 0.56 0.30 208.07584 1.53 0.73 0.07

Ergotamine CisHisN," 223.12298 223.12310 2.08 0.58 0.09 223.12306  5.13 0.31 0.23  223.12303 6.66 0.15 0.30

Ci7H7N,05"  297.12337 297.12365 1.73 0.95 0.06 297.12343  6.24 0.13 0.21  297.12338  9.00 -0.06 0.30

Ci7HsN,0,"  277.09715 277.09790 2.26 2.69 0.82 277.09721 9.64 0.07 035 277.09717 5.20 -0.02 0.19

CuH oNO*™  208.07569 208.07579 5.03 0.46 024  208.07592 1.30 0.86 0.62 208.07590 6.00 0.91 0.29

Fumonisin B, CHioNO™  334.31044 334.31037 1.31 -0.20 0.39 334.31045 1.72 0.19 0.52 334.31044 1.99 0.15 0.59

C,oHNO,"  352.32101 352.32093 5.28 -0.21 150 352.32112 3.6 0.36 0.10 352.32115 1.96 0.53 0.56

CyyH3sN” 316.29988 316.30009 1.06 0.67 3.34 316.29992 1.86 0.31 0.59 316.30005 1.97 0.74 0.62

Fumonisin B, C,HNO™  336.32609 336.32601 1.35 -0.24 040  336.32603 3.46 -0.20 0.10 336.32604  4.58 -0.19 0.14

C,,HuNO,"  354.33666 - - - - 354.33666  4.58 0.00 0.13 354.33668 6.24 0.05 0.18

CaHaoN" 318.31553 318.31552 6.00 -0.02 0.19 318.31554  3.46 0.06 0.11  318.31552 3.00 -0.02  0.09
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1 ng/mL

10 ng/mL

100 mg/mL

Compound l\ﬁolecullar Thel\c;I;estslcaI Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm) Experimental Mass Accuracy (ppm)
ormeta (Dalton) ?I;/aeltc?)ie; SD (ppm) Average SD '(Alslaell:cii? SD (ppm) Average SD '(Algaelr';zgne)‘ SD (ppm)  Average SD
Fusarenon-X C14H1305" 229.08592 - - - - 229.08615 1.07 1.16 0.47 229.08606 5.03 0.61 0.22
CiH1s0,"  247.09649 - - - - 247.09662  1.45 036 0.59
CisH130,"  201.09101 - - - - 201.09227 1.24 394 6.16 201.09109  1.00 042 050
Ci1H110," 175.07536 - - - - 175.07544 1.08 0.41 0.62 175.07546 6.56 0.57 0.37
CgHq05" 137.05971 - - - - 137.05982 5.57 0.95 0.41 137.05978 3.51 0.51 0.26
HT-2 CiH1s0,”  169.10118 - - - -
CisH104"  263.12779 - - - -

C1qH1504" 215.10666 - - - - 215.10763 7.16 3.90 3.33 215.10931 3.86 13.04 1.79
C14H130+ 197.09609 - - - - 197.09766 1.14 7.66 5.80 197.09817 2.45 10.95 1.24
Ci3H130" 185.09609 - - - - 185.09686 6.74 3.02 3.64 185.09790 4.74 10.23  2.56

CioHis' 157.10118 - - - - - - - - - - - -

CyHis' 145.10118 - - - - - - - - - - - -
Ochratoxin A C11H10CIO_=,+ 257.02111 257.02117 1.05 0.22 0.41 257.02114 1.14 -0.06 0.44 257.02111 6.24 -0.10 0.24
CioH1,ClO,"  341.05751 341.05749 5.74 -0.08 1.68 341.05750 1.43 -0.17 042 341.05752 1.40 -0.12 0.41
C1HgClO," 239.01056 239.01063 4.58 0.28 0.19 239.01063 9.64 0.13 0.40 239.01058 5.29 -0.01 0.22
C8H10N+ 120.08078 120.08109 5.51 2.64 0.46 120.08105 5.77 2.13 0.48 120.08104 3.46 2.09 0.29
Ochratoxin B Ci:H1105" 223.06010 223.06022 1.11 0.52 0.50 223.06015 4.36 0.30 0.20 223.06021 1.40 0.28 0.63
C11Hs0," 205.04954 205.04966 8.02 0.62 0.39 205.04959 2.89 0.34 0.14 205.04965 1.20 0.34 0.59
CgHioN" 120.08078 120.08109 6.36 2.60 0.53 120.08107 1.53 2.41 0.13 120.08107 9.07 2.19 0.76
Sterigmatocystin [CygH1,06 + H]® 325.07066 325.07075 2.44 0.26 0.75 325.07069 9.17 0.18 0.28 325.07063 1.05 0.00 0.32
Cy17H1006" 310.04719 310.04721 2.08 0.07 0.67 310.04716  4.58 -0.08 0.15 310.04710 1.05 -0.18 0.34
Cy7H1305" 297.07575 297.07499 1.39 -2.55 470 297.07545 5.34 -1.51 1.80 297.07591 2.55 0.85 0.86
Ci6HoO¢" 281.04445 - - - - 281.04411 6.84 -1.83 243 281.04420 1.14 -0.73 0.40
T-2 Cy3H430" 185.09609 185.09619 9.02 0.51 0.49 185.09619 2.52 0.47 0.14 185.09627 5.51 1.10 0.30
C14H150," 215.10666 215.10688 5.86 1.02 0.27 215.10678 2.52 0.52 0.12 215.10689 7.09 1.19 0.33
Cy4H130" 197.09609 197.09627 1.04 0.91 0.53 197.09624  3.00 0.70 0.15 197.09628 7.57 1.09 0.38
CisHis' 169.10118 169.10120 4.16 0.12 0.25 169.10125 1.15 0.43 0.07 169.10134 3.46 1.04 0.20
Verrucarin A CisH100," 231.13796 231.13819 1.19 1.03 0.52 231.13808 4.58 0.48 0.20 231.13816 7.64 0.89 0.33
CisH»05" 249.14852 249.14860 1.48 0.33 0.60 249.14856 1.15 0.01 0.46 249.14935 1.50 1.01 6.02
C;,H17,0," 193.12231 193.12244 4.93 0.71 0.26 193.12239 3.00 0.38 0.16 193.12295 9.47 1.45 4.90
CyoHis" 133.10118 133.10133 3.51 1.12 0.26 133.10128 4.04 0.64 0.30 133.10133 4.62 1.19 0.35
CgHo' 105.06988 105.07030 2.52 4.06 0.24 105.07029 1.00 3.93 0.10 105.07033 3.00 431 0.29
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1 ng/mL 10 ng/mL 100 mg/mL

Theoretical

Compound l\ﬁg:’is:zr Mass IZ(perimentaI Mass Accuracy (ppm) i(perimental Mass Accuracy (ppm) prerimental Mass Accuracy (ppm)
(Dalton) (I;/aeltc?)ie; SD (ppm) Average SD (Islaell:cf)gn? SD (ppm) Average SD (Igaelr;gnj SD (ppm)  Average SD

Zearalenone C;,H110," 187.07536 187.07485 1.10 -2.72  0.59 187.07506  3.00 -1.58 0.16 187.07540 1.21 0.11 0.65
CisH1503" 283.13287 - - - - 283.13285 1.14 0.08 0.40 283.13298 1.99 0.20 0.70

Ci,H1,0s"  203.07027 - - - - 203.07017 3.61 -0.45 0.18 203.07033  1.46 0.17 0.72

Ci3H1104" 231.06546 231.06547 2.57 0.03 1.11 231.06530 7.02 -0.70 0.30 231.06537 1.56 -0.52 0.67
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Supporting Table S10. Experimental Masses and Mass Accuracies of lons used in the Identification of Isotope-labeled Mycotoxins in Solvent (50:50

Acetonitrile:Water) and Peanut and Wheat Matrices extracted with 50:50 Acetonitrile:Water Mixture.

Solvent (n=9)

Peanut (n =9)

Wheat (n

:9)

Molecular Theoretical Experimental Experimenta Experimenta
Compound Formula Mass Mass SD RSD, Average | Mass sD RSD, Average | Mass sD RSD, Average
Dalton % bu.ppm Dalton % Ouppm Dalton % wppm
(Cyy)-Aflatoxin B, [PCy7H1,06 + H]* 330.12770 330.12766 1.38E-04 0.004 -0.12 330.12769 1.06E-04 0.003 -0.04 330.12764 1.19E-04 0.004 -0.19
BCeHi:0s°  301.12943 301.12947 1.26E-04 0.004 0.15 301.12949 9.56E-05 0.003 0.21 301.12944 1.21E-04 0.004 0.03
(Css)-Fumonisin B,  C,,H,NO"  356.38425 356.38431 1.20E-04 0.003 0.16 356.38435 1.27E-04 0.004 0.29 356.38430 1.40E-04 0.004 0.15
BCuHLNO,"  374.39481 374.39491 1.90E-04 0.005 0.27 374.39496 2.21E-04 0.006 0.40 374.39494 1.75E-04 0.005 0.33
BC,,HasN 338.37368 338.37370 2.21E-04 0.007 0.07 338.37386 1.58E-04 0.005 0.53 338.37378 1.94E-04 0.006 0.28
(PCyo)-Ochratoxin A °Cy;H1,ClOs"  268.05803 268.05804 6.25E-05 0.002 0.02 268.05805 8.84E-05 0.003 0.07 268.05803 1.22E-04 0.005 0.00
BCHuLClo,"  360.12084 360.12117 1.26E-04 0.003 0.92 360.12108 1.73E-04 0.005 0.65 360.12110 1.42E-04 0.004 0.73
Bc,HsClo,"  250.04747 250.04759 4.25E-05 0.002 0.51 250.04760 8.01E-05 0.003 0.54 250.04758 1.04E-04 0.004 0.47
BCgHy N 128.10761 128.10781 5.12E-05 0.004 1.53 128.10781 5.59E-05 0.004 1.56 128.10780 6.25E-05 0.005 1.44
(PCau)-T-2 BCy3H50" 198.13970 198.13989 7.13E-05 0.004 0.94 198.13992 9.42E-05 0.005 1.09 198.13991 4.50E-05 0.002 1.02
BCuHs0,"  229.15384 229.15385 9.72E-05 0.004 0.02 229.15392 9.12E-05 0.004 0.33 229.15386 8.47E-05 0.004 0.11
BCi4H30" 211.14306 211.14320 9.11E-05 0.004 0.69 211.14327 9.32E-05 0.004 1.01 211.14324 9.01E-05 0.004 0.85
BCisHys" 182.14479 182.14498 7.68E-05 0.004 1.02 182.14502 7.30E-05 0.004 1.28 182.14498 3.67E-05 0.002 1.06
(*Cyg)-Zearalenone Bc,Hp0,"  199.11561 199.11572 3.91E-05 0.002 0.55 199.11575 1.18E-04 0.006 0.70 199.11571 8.42E-05 0.004 0.47
BCH05"  301.19326 301.19332 1.05E-04 0.003 0.21 301.19338 1.85E-04 0.006 0.41 301.19324 1.33E-04 0.004 -0.05
BciHp0,” 215.11053 215.11067 3.13E-05 0.001 0.68 215.11069 1.23E-04 0.006 0.77 215.11064 9.22E-05 0.004 0.50
BC,Hu0s"  244.10880 244.10896 2.57E-05 0.001 0.67 244.10899 1.69E-04 0.007 0.79 244.10901 1.89E-04 0.008 0.87

Page 28 of 32



Supporting Table S11. Molecular ions and % ion ratios used to identify mycotoxins, including proposed molecular formulae and theoretical masses. Average ion
ratios (% Avg) and relative standard deviations (RSD) based on triplicate results each of the mycotoxins fortified in solvent (acetonitrile:water) and
acetonitrile:water extracts from peanut and wheat matrices at 1, 10 and 100 ng/mL. The % ion ratio was determined by the ratio of the ion signal responses

extracted of the ion to the response with the signal of the molecular or fragment ion (indicated in bold) of the highest signal intensity.

) 1 ng/mL 10 ng/mL 100 ng/mL
Compound Molecular Theoretical
Formula Mass Solvent Peanut Wheat Average RSD Solvent Peanut Wheat Average RSD Solvent Peanut Wheat Average RSD
Aflatoxin B, [Ci7H1,06 + H]®  313.07066 100 100 100 - - 100 100 100 - - 100 100 100 - -
C16H1305+ 285.07575 29 29 29 29 0.7 29 30 29 29 1.9 31 30 30 30 2.6
C15H1005+ 270.05227 6 5 5 6 6.0 5 6 6 6 3.2 5 6 6 2.1
CisH1304* 257.08084 4 5.1 4 4 4 4 2.2 9.7
13
(*C,7)-Aflatoxin B, [ C”I_';']izOG ¥ 33012770 - - - - - 100 100 100 - - - - - - -
BCH10s"  301.12943 - - - - - 31 30 30 30 18 - - - - -
Aflatoxin B, [C17H1406 + H]+ 315.08631 100 100 100 - - 100 100 100 - - 100 100 100 - -
C15H1505+ 287.09140 10 9 10 10 3.3 10 10 10 10 0.9 10 9 10 10 0.1
C14H1105+ 259.06000 5 4 5 5 3.5 4 4 4 4 0.6 5 4 4 5 2.8
Aflatoxin G; [C17H1,07 + H]+ 329.06558 100 100 100 - - 100 100 100 - - 100 100 100 - -
C17H1106+ 311.05501 31 30 31 31 3.3 31 28 31 30 6.3 31 31 37 34 10.8
C15H1105+ 283.06001 12 12 12 12 1.9 12 6 13 11 33.6 13 13 10 11 15.1
[C14H1104+ 243.06519 20 20 21 20 1.3 20 18 20 19 5.2 21 21 20 20 5.0
Aflatoxin G, [C17H1407 + H]+ 331.08123 100 100 100 - - 100 100 100 - - 100 100 100 - -
C17H1306+ 313.07066 15 15 9 13 24.8 16 15 12 14 14.8 16 15 16 16 0.1
C15H1305+ 285.07575 3 3 3 3 13.5 3 3 3 3 9.4 3 3 3 3 0.4
Beauvreicin C9H12N+ 134.09643 100 100 100 - - 100 100 100 - - 100 100 100 - -
ngHngO_c,+ 362.19620 8 8 8 8 4.4 8 8 8 8 29 8 8 8 8 0.1
C1_=,H20N03+ 262.14377 25 25 25 25 0.6 26 26 26 26 1.3 27 26 26 27 1.6
CisH1gNO," 244.13321 64 66 64 65 1.4 66 65 65 65 1.1 67 62 66 67 1.5
Citrinin Ci3H1304" 233.08084 100 100 100 - - 100 100 100 - - 100 100 100 - -
Ci3H1s05" 251.09140 225 225 170 207 15.2 213 101 44 119 71.7 36 47 41 41 13.5
Deoxynivalenol Ci3H1s0," 203.10666 - - - - - 100 100 199 133 43 100 100 100 100 0.0
Cy4H170," 249.11214 - - - - - 32 32 32 32 0.5 34 35 35 35 1.3
C14H1505" 231.10157 - - - - - 58 45 55 52 13.0 58 53 56 56 4.4
Ci1H110," 175.07536 - - - - - 86 74 76 79 8.5 80 74 80 78 4.2
CgHs05" 137.05971 - - - - - 64 50 54 56 13.1 51 54 50 52 4.1
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Diacetoxyscirpenol

Ergocornine

Ergocristine

Ergocryptine

Ergometrine

Ergosine

Ergotamine

Fumonisin B4

(13C34)-Fumonisin B,

Fumonisin B,

CgHo'
C12H13+
CiaHis

Ci4H150"
CisH150”"
CisH170,"
CisH1505"
CisH,104"
Ci7H305"
CisHisN,"
CigH170,N,"
CigH1gN30"
Ci4H1oNO"
CisHisN,"
CigH170,N,"
CigH1gN30"
Ci4H1oNO"
CisHisN,"
CigH1gN30"
Ci4H1oNO"
CisHisN,"
CigH2aN30,"
Ci4H1oNO"
CisHisN,"
CiaH1sN,05"
Ci4H1oNO"
CisHisN,"
Ci7H17N,05"
Ci7H13N,0,"
Ci4H1oNO"
Cy2HaoNO'
C22H42N02+
C22H38N+
CyoHaNO"
PCyoHaNO,"
PCyoHasN”
CyHaNO

105.06988
157.10118
183.11683
199.11174
211.11174
229.12231
247.13287
265.14344
307.15400
223.12298
305.12845
268.14444
208.07569
223.12298
305.12845
268.14444
208.07569
223.12298
268.14444
208.07569
223.12298
326.18630
208.07569
223.12298
263.13902
208.07569
223.12298
297.12337
277.09715
208.07569
334.31044
352.32101
316.29988
356.38425
374.39481
356.38425
336.32609

100
57
41
66
28
42
26

100
26
63
65

100
27

61
100

67
100
58
42
100
18
13
100
22
14
13
100
57
24

100

100
51
41
67
23
40
24

100
24
63
66

100
27
36
57

100
54
64

100
60
40

100
19
15

100
21
15
13

100
59
27

100

100
52
45
60
22
39
23

100
26
60
62

100
26
32
56

100
49
62

100
62
39

100
17
14

100
21
15
12

100
63
26

100

53
42
64
24
40
25

25
62
64

27
34
58

52
64

60
40

18
14

21
15
13

60
26

5.8
4.5
6.1
15.0
3.9
5.9

40.4

34
2.9
3.2

1.7
7.9
4.6

7.1
3.4

3.1
2.9

3.2
5.6

2.2
2.7
7.0

5.4
5.9

100

100
25
37

100
53

100
57
44

100
18

100

100
58
24

100

100
50
42
65
25
43
28

100
25
61
64

100
25
36
58

100
53
66

100
58
41

100
18
14

100
21
15
13

100
58
25

100
56
24

100

100
53
43
69
24
45
26

100
25
57
60

100
26
35
57

100
49
63

100
58
42

100
18
13

100
21
15
13

100
59
26

100
55
26

100

51
44
68
25
43
27

NN

24
61
62

26
36
58

51
65

58
43

18
13

21
15
13

60
25

57
25

2.5
5.4
4.4
3.0
3.8
33
14.2
10.2

2.2
7.5
5.6

2.0
3.2
2.5

5.1
3.0

0.3
4.3

0.6
2.4

0.3
0.6
2.5

2.0
3.1

3.2
5.2

100

100

100
52

100
58
41

100

62
100
21

12
100

26

100

100
53
47
70
27
45
29

100
25
57
60

100
27
35
60

100
51
65

100
57
38

100
10
66

100
21
14
12

100
61
24

100

100
51
42
69
24
42
27

100
19
54
57

100
27
33
57

100
50
63

100
58
41

100
10
64

100
21
14
12

100
63
27

100

52
44
70
26
43
29

22
56
59

27
35
58

51
65

58
41

10
63

21
14
12

62
27

2.9
4.9
1.0
5.6
3.8
4.5
8.0
12.6

21.5
4.3
3.8

15
7.3
2.5

2.2
2.8

0.2
0.6

0.6
1.8

1.0
0.8
3.7

15
2.1
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Fusarenon-X

HT-2

Ochratoxin A

CyoHuNO,'
CaoHaoN"
Ci4H1305"
Ci4H1504"
Ci3H130,"
C11H1,0,"
CgHs0,"
Ci4H1504"
CisH1504"
Ci4H1504"
Ci4H130"
Ci3H130"
CioHis"
CiiHis'
C11H10CIOs"
CigH14CIO,"
C,1HgClO,"
CgHyoN*

(*Cy0)-Ochratoxin A C4;H44ClOs"

Ochratoxin B

Sterigmatocystin

T-2

(PCaa)-T-2

PC1oH14ClO,"
B, HgCl0,"
13C8H10N+
C11H1,05"
C11Hq04"
CgHyoN*
CigH1306"
Ci7H1006"
Ci7H1305"
C16Hs06"
Ci3H130
C14H 1502+
C14H 130+
C13H13+
PC15H130"
PC1aH1s0,"
PC14H130"

13 +
C13H 13

354.33666
318.31553
229.08592
247.09649
201.09101
175.07536
137.05971
169.10118
263.12779
215.10666
197.09609
185.09609
157.10118
145.10118
257.02111
341.05751
239.01056
120.08078
268.05803
360.12084
250.04747
128.10761
223.06010
205.04954
120.08078
325.07066
310.04719
297.07575
281.04445
185.09609
215.10666
197.09609
169.10118
198.13970
229.15384
211.14306
182.14479

15
67

100

22

100
37

100
72

100
72
47
62

20
64

100

25

100

39

100

72

100

79
46
67

20
66

100

24

100

40

100

71

100

83
48
71

18
65

78
47
67

15.7
2.4

5.7
4.7
3.2

4.1
10.7

1.0
22.5
18.1

7.1
2.1
6.7

22
70
100
39
68
116
128
100
39
53
61
60
86
82
100

44

100

31

100
109

100
71

100
78
47
62

100
72
45
60

20
66
100
47
79
128
119
100
38
44
71
52
91
103
100

37

100

29

100
129

100
71

100
77
47
63

100
77
50
63

20
70
100
44
68
120
151
100
16
40
71
55
116
129
100

47

100

27

100
123

100
75

10
100
77
48
61
100
75
46
62

21
70

44
72
121
132

28

47

66

57
101
105

77
47
62

74
45
61

6.5
0.0

9.0
9.1
5.4
12.4

57.9
19.8
11.1
5.8
20.6
314

3.6
6.0
1.1

0.7
7.6
0.8

8.7
6.0

4.2
15
9.2

0.8
14
1.2

2.3
2.3
1.7

21
71
100
44
75
120
133
100
38
48
73
58
90
87
100

83

100
189

100
73

100
75
46
60

20
69
100
47
79
126
129
100
38
47
76
54
91
87
100

87

100
196

100
72

100
75
46
59

19
67
100
46
75
128
133
100
29
29
64
32
118
141
100

98

100
200

100
73

100
76
48
62

20
69

45
76
125
132

33
39
69
45
104
114

76
47
61

7.2
4.1

35
33
33
1.7

17.8
344
9.7
39.5
19.0
33.0

4.2
11.7
3.7

4.0
4.2

0.4
2.4
4.8

0.4
2.6
2.0
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Verrucarin A CisH160," 231.13796 100 100 100 - - 100 100 100 - - 100 100 100 - -
CisH»105" 249.14852 45 42 44 43 57 48 46 40 45 93 44 43 36 41 106
CiH1,0," 193.12231 55 53 51 54 19 59 57 57 58 2.0 57 58 40 52 196
CioH1s' 133.10118 49 57 63 53 113 64 60 61 62 3.4 60 60 51 57 9.1
CsHo' 105.06988 66 65 71 66 1.9 69 69 68 69 038 67 66 77 70 87
CsHyO" 85.06479 121 125 129 125 3.3 130 132 126 129 24 124 127 120 124 28
Zearalenone C,H10," 187.07536 100 100 100 - - 100 100 100 - - 100 100 100
CisH1505" 283.13287 59 57 61 59 3.1 50 51 49 50 2.1 46 48 49 48 26
CH1,05" 203.07027 83 72 78 78 66 65 68 64 66 2.7 64 66 66 65 1.3
Ci3H1,0," 231.06546 49 44 51 48 81 37 38 47 40 147 36 37 37 37 1.4
(*Cy5)-Zearalenone  *Cy,H1,0," 199.11561 - - - - - 100 100 100 - - - - - - -
BCigH05s"  301.19326 - - - - - 44 44 43 43 1.2 - - - - -
BeCiHp0,5  215.11053 - - - - - 64 65 62 63 1.6 - - - - -
BepHn0s"  244.10880 - - - - - 33 32 31 32 2.7 - - - - -
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