Supplemental Figure S3 The annotated tandem mass spectra of the identified proteins based on a
single high-confidence peptide assignment with 95% confidence of false discovery rate
(FDR)<1% in leaves of Hg-stressed wheat seedlings

(1) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 771.50 with score 1.65

Protein description: Short-chain dehydrogenase/reductase 2 OS=Aegilops tauschii GN=F775 14029 PE=4 SV=1-
[M8BRJO_AEGTA]

Extractod from: F\dala\P13168\°13168F 1 raw #41469 RT: 12131
FTMS, HOD@29.00, 2242, Mone m/2e771 49952 Da. MH+=1541.99236 Da, Match Tol.=0.02 Da
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(2) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 623.72 with score 13.70
Protein description: ADP-ribosylation factor-like protein 5 OS=Aegilops tauschii GN=F775 28541 PE=4 SV=1-
[M8COH6_AEGTA]
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(3) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 775.45 with score 23.91
Protein description: BTB/POZ domain-containing protein OS=Aegilops tauschii GN=F775 19312 PE=4 SV=I1-
[M8BIF8 _AEGTA]

Extracted from, Fdata\P 13168\° 13160 1 raw #37048 RT. 11091
FTMS, HCD@29.00, z=+2, Mono m/z=775.44891 Da, MH+=1549 89055 Da, Match Tol.=0.02 Da
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(4) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 702.94 with score 27.99
Protein description: Obtusifoliol 14-alpha demethylase OS=Aegilops tauschii GN=F775 29557 PE=4 SV=I-
[M8BK79_AEGTA]



Extracted from: F\data\P13168\P13168F 1.raw #41451 RT: 121.28
FTMS, HCD@29.00, 2=+2, Mono m/z=702.63958 Da, MH4=1404 67187 Da, Match Tol.=0.02 Da
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(5) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 795.45 with score 40.42
Protein description: Pathogenesis-related protein 4 (Fragment) OS=Triticum aestivum GN=PR4 PE=2 SV=1-
[Q9SQG8 WHEAT]

Extracted from: F\data\P 13168\°13168F 1.raw_#12850 _RT: 46.60
FTMS, HOD@26.00, 2=+2, Mono /2= 795 44910 Da. MH+=156 69092 Da, Match Tol.=0.02 Da
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(6) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 802.46 with score 49.65
Protein description: PR-4 (Fragment) OS=Triticum aestivum PE=2 SV=1- [Q9SQG3_WHEAT]

Extracted from: F\data\P13168\P13168F 1 raw _#15485 RT:53.15
FTMS, HOD@20.00, 2212, Mono M/2=805 45705 Da, MH-~1603 60670 Da, Match Tol.=0.02 Da
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(7) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 627.82 with score 19.13
Protein description: Pathogenesis-related protein 1 OS=Aegilops tauschii GN=F775 31533 PE=4 SV=I-
[N1QT70_AEGTA]

Exiraciod from. F\dat@\P 13168\ 13 168F 2 raw 78122 RT. 3145
B a5 o P e e 887202 i 35 63823 Da, maten To=0.02 Da
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(8) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 458.96 with score 27.68
Protein description: Cytochrome P450 71D7 OS=Aegilops tauschii GN=F775 26289 PE=4 SV=I1-
[N1IR399 AEGTA]

acted from. Fdata\P 1316811316555 raw #2007 BT 6622
FvS, HoD @260 =458.95514 Da, MH+=1374 85086 Da, Match Tol.=0.02 Da
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(9) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 735.91 with score 11.39
Protein description: 31.7 kDa class I endochitinase-antifreeze protein OS=Secale cereale PE=2 SV=I-

[Q9AXR9 SECCE]

xracted from: F1data\P 1316811316873 raw #10564 RT: 37 01
NS, TICEm55 55, 2105 Mono m/s2 735 81156 Da, MH-11376.61572 Da, Match Tol.=0.02 Da
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(10) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 547.96 with score 64.75
Protein description: Protein SRG1 OS=Aegilops tauschii GN=F775 05007 PE=4 SV=1- [M8BPR9 AEGTA]
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Extracted from: F\dat@\P13168\° 131606 raw_#38380 RT. 120,87
B b o8 L s A Saoes B2 11633 82753 Da, Match Tol=0.02 Da
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(11) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 737.33 with score 6.44
Protein description: Bowman-Birk type proteinase inhibitor I-2B (Fragment) OS=Triticum aestivum PE=1 SV=1-

[IBBl WHEAT]



xracted from: FAdata\P 13168\ 1316052 raw #6515, AT 26 96
FINS T 525 06,2 m/z=737.32910 Da, MH+=1473 65093 Da, Match Tol.=0.02 Da
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(12) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 781.45 with score 21.25
Protein description: Cytochrome P450 99A2 OS=Aegilops tauschii GN=F775 31064 PE=4SV=1-
[R7WC43_AEGTA]

d from. F\data\P 13168\ 13108 G raw #5208 KT 22.51
P Hob@zo 781.44696 Da, MH+=1561.88664 Da, Match Tol.=0.02 Da
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(13) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 554.63 with score 27.85
Protein description: Secologanin synthase OS=Triticum urartu GN=TRIUR3 25996 PE=4 SV=I-
[M8A608 TRIUA]

acied from. Fdata\P 13160 13166rC raw 420000 T 5297
B B 25 05 S e3015 DA M1 1851 58498 Da, Match Tol.=0.02 Da
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(14) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 836.82 with score 250.85
Protein description: Putative L-ascorbate peroxidase, chloroplastic OS=Aegilops tauschii GN=F775 29816 PE=4
SV=1- [M8BMC6 AEGTA]



Exiacied from. FdstaiP 1316813168 ya1co7 BT 1215
S i @a5 00, 21257 Mona 286 55535 D&, MH- L2358 45536 Da, Match Tol.=0.02 Da
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(15) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 691.15 with score 23.06
Protein description: Germin-like protein 4-1 OS=Aegilops tauschii GN=F775 29467 PE=4 SV=1-
[NIQYL9 _AEGTA]

Extracted from, F\data\P 13168\ 131685 raw #31203 KT 99.41

FTMS, HCD@26.00, 24, Mono m/z-681 15021 Da. MH+~2761 57900 Da, Match Tol.=0.02 Da
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(16) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 950.56 with score 39.06
Protein description: Caffeic acid 3-O-methyltransferase OS=Aegilops tauschii GN=F775 26154 PE=4 SV=1-
[M8C7H1_AEGTA]

Extracted from. F\data\P13168\> 13106  4raw _#33821 RT. 1196
FTMS, HCD@29 00, z=+3, Mono m/z=950.56152 Da, MH+=2849 67002 Da, Match Tol.=0.02 Da
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(17) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 723.76 with score 30.94
Protein description: UDP-glucosyltransferase OS=Triticum aestivum PE=2 SV=1- [D2KPG7 WHEAT]

Exracted from: £ \dara\P 131681131685 1 raw 35098 RT. 102 6!

FTMS, HOD@20.00, 25 Mono m/2~725.76206 Da, MH-~2166.57170 Da, Match Tol.=0.02 Da
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(18) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 602.71 with score 14.43
Protein description: Putative NADH dehydrogenase OS=Oryza sativa subsp. japonica GN=P0473D02.16 PE=2
SV=1- [Q6YZO9 ORYSJ]

ro 7.03
FS, oD @2 00, 2602.70726 Da, MH-~1806 10727 Da, Match Tol.=0.02 Da
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(19) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 630.88 with score 30.62
Protein description: Mitochondrial formate dehydrogenase 1 (Fragment) OS=Oryza sativa subsp. indica PE=2
SV=1- [A6NOB2_ORYSI]

xracted from. £ \data\P 1316813160 1 raw, #1452 =T 55 50
FTNE a5 00 S B8l B T1585 S6236 Da, Match Tol.=0.02 Da
16 -
=
ol
14 &
N =
12 & i 8
8 = 8
g 3 3]
10 ¢ ]
H = 3 &
F & = &
£ S g X
2 oed o . =
= s £ =
= 5 = £ o o =
= S & = = B =
06 4 = = = ‘o e =
T = : . = g
= & 2 = A ' .
8 < s 3 = - B = £ g
s 5 2 = 2 = T o= 5 s
] 8 2 = = 3 g o =i
o = & g 5 S =3 = = 8 = i i =
2 T < g S % o S e = 58
= 3 e o = g 88 < =2
g g 5 = 28 g 55
0z 4 B S = == = g2 =
— ol ko L1l Ll L L L 1 L % N, A ak
200 100 0 200 000 1200
iz

(20) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 672.06 with score 472.17
Protein description: Glyceraldehyde-3-phosphate dehydrogenase-like protein (Fragment) OS=Miscanthus sinensis
PE=2 SV=1- [H9BSE3 MISSI]

acted from, Fcata\P13160\P1316676 raw #2073 KT 92.06
Eris Hob @25 00 7205655 Da. MHA=2014 15519 Da, Match Tol.=0.02 Da
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(21) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 1066.07 with score 262.86
Protein description: Malate dehydrogenase, glyoxysomal OS=Aegilops tauschii GN=F775 30777 PE=4 SV=I-
[R7W1Q1_AEGTA]



acted from. F\data\P 13168\ 131005 raw #3747 RT: 109,58
Fris Hob @25 00 =1066 07080 Da, MH+=2131.13432 Da, Match Tol.=0.02 Da
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(22) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 669.02 with score 33.57
Protein  description:  Beta-glucosidase 4  OS=Triticum wurartu GN=TRIUR3 09534 PE=4 SV=I-
[M8APV4 TRIUA]
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xiracied from: £ 0ata\13168\1°13160F raw 707448 KT, 112,94
SR 665.51655 Da, MH-15005:64111 Da, Match Tol.=0.02 Da
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(23) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 873.79 with score 5.73
Protein description: Serine carboxypeptidase-like 51 OS=Triticum urartu GN=TRIUR3 23998 PE=4 SV=1-
[M7ZA68 TRIUA]

o0 rom. FdataP 13160\ 1316872 v, 41242 BT, 1214
FYS, oD 25 00 7575245 Da MHA 261536271 Da, Match Tol.=0.02 Da
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(24) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 862.78 with score 2.43
Protein description: Alanine--glyoxylate aminotransferase 2-like protein 3, mitochondrial OS=Triticum urartu

GN=TRIUR3_23613 PE=4 SV=1- [M7YW64 TRIUA]

Extracted from: F\ 423
FTMS, HCD@29 0 5101 Da, MH.~2686.32846 Da, Match Tol.=0.02 Da
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(25) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 599.99 with score 16.30
Protein description: U2 small nuclear ribonucleoprotein B OS=Aegilops tauschii GN=F775 07762 PE=4 SV=1-
[M8BQCS8_AEGTA]

Extracied from. F\data\P 13168\ 1316059 raw #30874 RT: 93.47
FTMS, HCD@29.00, =599.99017 Da, MH+=1797.95597 Da, Match Tol.<0.02 Da
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(26) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 923.84 with score 25.16

Protein description: Protein TIME FOR COFFEE OS=Aegilops tauschii GN=F775 26481 PE=4 SV=I-
[M8CBHO AEGTA]
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o rom. - data 1316017110678 raw 414867 KT 50,0
Fis Hobmes 2555636 Da. MH~L2763 49454 Da, Match Tol.=0.02 Da
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(27) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 569.01 with score 16.26
Protein description: O-methyltransferase ZRP4 OS=Aegilops tauschii GN=F775 20740 PE=4 SV=I-
[M8AIJF8 AEGTA]
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(28) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 818.43 with score 18.48
Protein  description: ~ Subtilisin-like protease OS=Aegilops tauschii GN=F775 02353 PE=4 SV=I-
[R7TW7E1l_AEGTA]



Extracted from. F\data\P 13168\ 13100% L raw _#21315 RT: 6719

FTMS, HOD@29.00, 2=+2. MoNG M/2=616 43465 Da, MH-~1635.86199 Da, Match Tol.=0.02 Da
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(29) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 766.90 with score 6.80
Protein description: Protein fluG OS=Triticum urartu GN=TRIUR3 22350 PE=4 SV=1- [M7ZP85 TRIUA]

Extracted from, Fdata\P 13168\ 13160 6 raw #34064 RT. 10472
FTMS, HCD@29.00, Mono m/z=766.90143 Da, MH+=3064 58388 Da, Match Tol.=0.02 Da
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(30) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 415.92 with score 30.48
Protein description: Ribosomal protein L16 OS=Bambusa oldhamii GN=rpl16 PE=3 SV=1- [B8Q6P4 BAMOL]
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(31) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 1078.08 with score §71.41
Protein description: Ribulose-1,5-bisphosphate carboxylase/oxygenase large subunit (Fragment) OS=Alloteropsis

sp. Hodkinson 230 GN=rbcL PE=3 SV=1- [BOYIC3 9POAL]

Exiracied from, £ \dara\° 1316871316852 raw 736265 T 107
FTMS, HOD@26.00, 222, Mono M/A~1076 07556 Ba, M- =2155.14385 Da, Match Tol.=0.02 Da
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(32) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 745.94 with score 74.93
Protein description: Plastocyanin, chloroplastic OS=Aegilops tauschii GN=F775 26065 PE=4 SV=I-
[M8C4F9 AEGTA]

Extracted from, Fdata\P 13168\ 13168F 3 raw #17620 KT 57 00
FTMS, HCD@29.00, no m/z=745.93701 Da, MH+=1490 86675 Da, Match Tol.=0.02 Da
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(33) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 646.03 with score 25.78
Protein description: Putative ferredoxin OS=Oryza sativa subsp. japonica GN=0J1567_G09.131-2 PE=2 SV=1-
[Q7XIU1_ORYSJ]

acted from. F\dala\P 13168\ 1316855 raw, #23280 RT: 75 54
FvS, HoD @260 =646.03326 Da, MH+=1936 08524 Da, Match Tol.=0.02 Da
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(34) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 844.96 with score 23.81
Protein description: Rpl32 (Fragment) OS=Aegilops geniculata GN=rpl32 PE=4 SV=1- [B3SYV1 9POAL]

Extracted from: F\dala\P13168\P13168F3 raw #7777 RT: 20.80
FTMS, HCD@29.00, ==+2, Mono m/z=844.96313 Da, MH+=1682.91209 Da, Match Tol.=0.02 Da

891.47980, be*H:0, ys-Nrb

101052258, br*

578.32245, bs*H0
1221.58228, by*Nrs

36223251, bi*
836.45099, [M+2HNH:

909.47638, be*
99251172, br+H0

1327.67957,ys*

(35) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 837.46 with score 11.73
Protein description: Photosystem II subunit H (Fragment) OS=Danthonia californica PE=4 SV=I-
[B3SHF8 9POAL]



Extracted from; F\data\P 13160\ 13168F 3 raw #4273 RT: 20.19
FTMS, HOD@25.00, 2= +2, Mona mis- 837 36051 Ba, MH+~1675.91374 Da, Match Tol.=0.02 Da
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(36) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 581.67 with score 25.86
Protein description: Putative Mg-protoporphyrin IX monomethyl ester cyclase (Fragment) OS=Dactylis glomerata
GN=At103 PE=4 SV=1- [ATWMU4_DACGL]

Extracted from. F\data\P13168\° 131686 raw _#33175 RT. 101,87
NS, TiCD @250, Sovs. Nono T/-231/87255 DA, MH-1 179366308 Da, Match Tol.=0.02 Da
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(37) MS/MS analysis of a single high-confidence peptide ions with a m/z ratio of 700.89 with score 4.56
Protein description: Metal transporter Nramp2 OS=Triticum wurartu GN=TRIUR3 32667 PE=4 SV=1-
[M7ZWB1_TRIUA]

Extracted from: F\data\P13168\P13168F 1 raw _#40334 RT: 118.01
FTMS, HCD@29.00, z=+4, Mono m/z=700.88556 Da, MH+=2500 52041 Da, Match Tol.=0.02 Da
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