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LabSolutions Select detected transitions, LabSolutions LabSolutions
calculate RT,
and set CE in steps

for optimization

Calculate peptides,
charge state,

Select peptides,
MRM transitions,
modification, and optimized CE

and product ion

Transition screening
Acquires MRM data based on
calculated peptides information
(For example, 600 channels)

CE optimization
Acquires MRM data
for selected peptides
(For example, 1500 channels)

Sample analysis
Acquire data using
optimized method
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£ AEMRE LEERREMEL 22/ VBEDEH. XTF REF]. LU UniProt ID
Food (Binomial name) P(rl‘l’fles'::r:':)e Peptides Uniprot ID
FFVAPFPEVFGK P02662, B5B3R8
Caseins YLGYLEQLLR P02662, B5B3R8
Milk (Bos d 8) NAVPITPTLNR P02662, B5B3R8
(Bos taurus) FALPQYLK P02663
Beta-lactoglobulin IDALNENK P02754, GSESH7, BSBODA4
(Bosd5)
Ovalbumin NVLQPSSVDSQTAMVLYNAIVFK PO1012
(Gald 2)
Egg ATYLDCIK P02789, Q4ADJ7, Q4ADJ6, E1BQC2,
(Gallus gallus) Ovotransferrin Q4ADG4, AOATD5P4L7
(Gald 3) P02789, Q4ADJ7, Q4ADJ6, E1BQC2,
TDERPASYFAVAVAR Q4ADG4, AOATD5P4L7, AOATLTRSUB
< Atrantic cod Beta-parvalbumin ALTDAETK P02622, A51873, Q90YLO
2 (Gadus morhua) Gadm 1) AFFVIDQDK Q90YLO, A51873
SGFIEEDELK Q90YLO, A51873
= Tropomyosin IQLLEEDLER B4YAH6
= (Litv1) IVELEEELR B4YAH6
—GF,), Whiteleg shrimp Myosin, light chain 2 EGFQLMDR B7SNI3
§ (Litopenaeus (Litv3) GTFDEIGR B7SNI3
8 vannamei) Sarcoplasmic VFIANQFK C7A639
S calcwum-b|.nd|ng protein AGGLTLER 74639
(Litv4)
Amandin, 11S globulin ALPDEVLANAYQISR E35H28, Q43607
gg Almonds legumin-like protein
=< (Prunus dulcis) ALPDEVLONAFR E3SH29
(Pru du 6)
P43237,P43238,E5G076,
Peanuts Cupin NNPFYFPSR B3IXL2, NING13, Q6PSU3
(Arachis hypogaea) Vicillin-type, 7S globulin P43237, P43238, B3IXL2,
(Arah1) GTGNLELVAVR Q6PSU6, Q6PSU3, NTNG13,
Q6PSUS5, E5G076, Q6PSU4
High molecular weight ELQELQER P10388, P08489 and 22 others in wheat
glutenin SVAVSQVAR P10387, P08488, and 21 others in wheat
Wheat (Tri a 26) AQQPATQLPTVCR P10387, P08488, and 21 others in wheat
(Triticum aestivum) Low molecular weight VFLQQQCIPVAMQR P10385 and 71 others in wheat
glutenin GluB3-23 P10386, P04729, P04730
(Tri a 36) VFLQQQCSPVAMPQR and 114 others in wheat
Sovb in inhibi CPLTVWQSR P01070, P0O1071, P25272 and 13 others
) G/;’Z/niar::X) TW‘Z’E 'n: T'l)'t"r NKPLVWVQFQK P01070, PO1071, P25272 and 8 others
NKPLVVEFQK P25273
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(a) Mixture of allergenic food (b) Beer batter cod
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(d) Gluten free cracker
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() Gluten free bread

. % 160 | o
oy N
s 23 N 140 1 2 50 ]
40 4 S
7 120 +
=6 — _ 40
4 z £ 30 1 2 100 + e
2 k 2 2 I 2
z° z = Z g 1 g Z 0
2 2 2 z H %
54 0o 5 5 5
£ g . %o 2201 . 2ot | £
5 g ] i 20
]
] 4 T St
6= 10 2
eh o 1 10 «
§s ‘ 5 | 2 20 L ! E OO £,
8 | ey o ja 5 d e = g 4 L <8e s Lad J
g E - 5 58 2 S88% 5 5973
"l | | 0 WS 1S | 0 Lt e | 0 ot PO P i Wl
5 6 7 8 0 1 2 3 4 6 7 8 0 1 2 3 6 7 8 0 1 2 3 4 5 6 7 8
Retention Time Retention Time Retention Time Retention Time
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12 4 " g 14 12
£ H
H 10 ] o H
i ° 12 3
10 4 ys 9 % 10
8 10 ]
8 _ 8
@ 8. g’ g g
2 Te 26 g 81 2 g
z6 z z z6
[ L g5 3 N [ g
s S 8 2 § 6 7 o s
£ £y = J £ @ E
4 z 4
3 S H 41
2 1 g
2 A % E 1.5, 2 ] < g 2 g
8 falo 4 L s 1 Poab o JEG o |E ad o cd d S Jiw o wlaed 4
. 3 fsffgigb d . 2 BoBsblEel) . 2884 |8Be)3 8 , IR EEE
0 1 2 3 4 5 6 7 8 0 1 2 3 4 5 6 7 8 0 1 2 3 4 5 6 7 8 0 1 2 3 4 5 6 7 8

Retention Time Retention Time

Retention Time Retention Time

3 TUIWF—MEREMEOREHEN (@) KLU 7 BEONITEHESR b) - () OREFER
®2 7TEOMIEHERDT LIV VERRE LURIERER
Gluten free Gluten free Peanuts Frozen fish Frozen pasta
Food Allergens bread cracker Bread Cracker cookies “fried cod” | “garlic shrimp”
Label Detect | Label Detect| Label Detect| Label Detect| Label Detect| Label Detect | Label Detect
Milk Caseins (Bos d 8) X X - X X X X X
Beta-lactoglobulin (Bos d 5) X X X X
E Ovalbumin (Gal d 2) X X X X = X
99 Ovotransferrin (Gal d 3) X X X
Atrantic cod Beta-parvalbumin (Gad m 1) - X X
Tropomyosin (Litv 1) - X' X
Whiteleg shrimp Myosin, light chain 2 (Lit v 3) X
Sarcoplasmic CBP (Lit v 4) X
Almonds Amandin (Pru du 6) -
Peanuts Cupin, vicillin-type, 7S globulin (Ara h 1) X - X
Wheat High molecular weight glutenin (Tri a 26) X X X X - X X X X X
Low molecular weight glutenin (Tri a 36) X X X X X
Soybeans Trypsin inhibitor (Gly m TI) X X X X - X
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< Common peptides to Wheat i iti
ol D3XQB8 in Rye (Tiiticum aestivum) Analyzed wheat peptides (P10387)  Positions | Barley | Rye \
Tria26 AQQPATQLPTVCR 624-636
Glutenin, high molecular
T X weight subunit DX10 ELQESSLEACR 33-43 X X
el P10387 LPWSTGLOMR 54-63 x x
g l X X MEGGDALSASQ 637-647 x
2 B
i : - QGSYYPGQASPQQPGQGQQPGK | 135-156 x
e el QQPGQGQHPEQGK 469-481 x
ol : QWDQQLAGR 44-53 x
15 QYEQTVVPPK 86-95
21 | k i SVAVSQVAR 75-85
0 5 I — x: found, blank: not found
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System

Column
Mobile Phase
Flow Rate
Time program

: Nexera X2 + LCMS-8050

. Shimadzu Shim-pack XR-ODS Il (75 mmL. X 2.0 mml.D,, 1.6 pm)
- A 0.1 % Formic acid - Water, B Acetonitrile

: 0.5 mL/min

: BConc.2% (0 min) = 15 % (4 min) =40 % (7 min) = 95 % (7.1 =8 min) = 2% (9.1 =10 min)

lonization : ESI-positive mode

DL Temp. 1 150°C Block Heater Temp.  : 200 °C
Interface Temp. 1 250°C Heating Gas Flow 120 L/min
Neb. Gas Flow :3L/min Drying Gas Flow :5L/min
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