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Peak 105 359.19676 (RT:16.62) === Formula : CzoHzeN204 K {
-H' Exact Mass : 358.18926 ¢ _J/\ 4"
Peak 110-1 377.20729 (RT:5.82) . A
ex) Gelsemicine —— ‘/;l .
Peak 110-2 377.20734 (RT:15.13) L aaf
Peak 138-2  447.12891 (RT:33.66) === Formula : C2zHz2010
-H* Exact Mass :446.12130
Peak 171-1 505.25498 (RT:18.47) ex) Wogonin 5-glucoside, Echioidin
Peak 171-2 505.25492 (RT:19.12)
Peak 172-1 506.25823 (RT:18.29)
Peak 172-2 506.25814 (RT:19.12)
Peak 206 549.18478 (RT:31.2) ==p Formula : C2rHsoN20s
"Na"  Exact Mass :526.19513
ex) Jorumycin, Antibiotic UK 2B, Lyaloside
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360027940 CB H1ING O7 52 miz=369.028165 -06ppm  DBE =60
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C14 K28 N§ 02 53 m 39064 +10ppm  DBE = 4.0

iz 120061 + —a0
C14 H20 N9 03 51 140433 0.2ppm  DBE =10.0 >
400148540 C14 H31N3 0452 P1 0.148811 0.7 ppm  DBE = 2.0 De eCt N C,I I’O O) 3
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At3g212690 JERE|IFE B T hr—/L D 3 500 EHINL TO 1T Positive/Negative
BT 142 . W12 3 0D 1L FIZED LR 13 183 Rtk Sz (£ 1),
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Fold change m/z molecular formula dita Database annotation Class Found in
(ox/cont) ppm DEEP
vacuole?
Not in cont 329.1380  C19H2005 —1.20 2-Hydroxy—7.8-dehydrograndiflorone Flavonoid n
Not in cont 579.1715  C27H30014 1.17 Kaempferol-3,7-di~-O—-Rha Flavonoid n
Not in cont 409.1627  C22H2606 1.28  3,5-Di—O—methyl-8—prenylafzelechin—4beta—ol Flavonoid n
13.50  741.2251 C33H40019 1.93 Kaempferol-30—Rut, ~70-Rha Flavonoid n
12.1 595.1663 C27H30014 0.89 Kaempferol-30—-Glc, ~70-Rha Flavonoid n
8.0 329.0883 C14H180 1.67 _Pseudolaroside B benzoic acid Y
8.0. 353.2689  C21H3604 1.05 Montanol Diterpenoid n
4.3 257.1168 C16H1603 —1.72 _7-Hydroxy—5-methoxyflavan Flavonoid n
4.20 82.0813 CY9H11N103 0.50 L-Tyrosine n
4.19 80.3010  C19H41N106 0.90 Y
.07 07.1097 _ not found Y
0.31 286.0871 C9H1808 1.05  3-beta—D-Galactosyl-sn—glycerol n
0.09 270.0974 C12H15N106 0.64 Y
Not in ox 509.2727  C25H4209 1.14  10.11-Dihydro—12-hydroxynerolidol 3-O-beta-D-2"-acetylglucoside n
Not in ox 540.2446  C26H34011 1.25 trans-Dihydrodehydrodiconiferyl alcohol-9—O-beta—D-glucoside Monolignol n
Not in ox 1710.1033 _C43H70N9045P9 0.09 Y
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Positive lon Detection

Te/WT RT Detect MS loniza tion CF DB name delta ppm Name
8.15 49.48 1018.5969 C |+ H]+ C53H79N9O11 -0.01
6.00 42.41 894.3430 [Ac |+ H]+ C44H54N3015P1 —0.03
5.59 44.45 677.3750 [Actual + H}+ C34H52N4010 KNApSAcK —0.80 Hirsutatin A;(—)—Hirsutatin A
5.09 44.45 694.4017 [Actual + HI+ C37H59N1011 KNApSAcK 37  Germerine
3.75 44.50 234.0982 [Actual + H}+ C10H19N101S2 KNApSAcK 0.54 (R i i
3.33 24.51 487.1926  [Actual + NH4l+ C21H27N1011 068 L
316 35.67 4951504  [Actual + NH4l+ C21H27N1011 KEGG 068 =
3.01 6.92 745.1403 [Actual + HI+ C22H50013P2S5 0.02
0.33 15.36 226.0711 [Actual + HI+ C1OHT1NTO5 KEGG 0.29
0.26 37.05 543.2077 [Actual + HI+ C25H34013 KNApSAcK 0.83 i
0.25 21.82 277.1660 [Actual + HI+ C14H20N402 KNApSAcK 0.34 cis—p~Coumaroylagmatine
0.18 42.33 942.4893 [Actual + H}+ C48H71N5012S1 o0.08
018 38.58 617.2609 [Actual + H}+ C33H36N408 KNApSAcK 0.77 RP 66453
o.18 20.68 205.0073 [Actual + H}+ C11H12N202 KEGG 0.47 L—Tryptophan
0.17 21.57 318.1185 [Actual + HI+ C13H19N108 0.38
0.16 36.06 603.2577 [Actual + H}+ C34H42N402S2 -0.37
0.16 24.36 277.1660 [Actual + HI+ C14H20N402 KNApSAcK 0.43 cis—p-Coumaroylagmatine
0.15 18.24 297.1545 [Actual + Hl+ C12H2408 0.48
0.15 47.31 689.3906 [Actual — OHl+ C38H58012 KNApSAcK 1.78 Hyalodendroside A
0.12 16.12 166.0863 [Actual + H}+ CO9H11N102 KEGG 0.30 L-Phenylalanine
0.10 41.05 1318.6401 [Actual + Hl+ CG61H110N1019P3S2 —0.01
0.06 35.33 474.2337 _ [Actual + NH4l+ ©22H32010 KN, K 0.72 Glochi inoside G
Negative lon Detection
Te/WT RT Detect MS lonization CF DB name delta ppm Name
20.10 6.84 436.0300 [Actual — H]— C21H15N302S3 —0.05
17.33 6.83 873.0901 [Actual — H]- C25H33N8O21P3 0.03
10.49 6.82 628.0683 [Ac | — Hl- C23H21N9O7P2S1 -0.07
9.91 6.84 436.0412 [Actual — H]- C12H23N1010S3 KEGG -0.17 glu
9.38 20.95 447.0540 [Actual — H]- C16H20N209S2 KEGG 0.20 Glu
8.45 44.89 531.2831 [Actual — H]- C25HA5N208P1 0.26
8.43 9.44 436.0413 [Actual — HI- C12H23N1010S3 KEGG 0.66 4-Methylsulfinylbutyl glucosinolate
7.81 44.45 721.3688 [Actual + HCOO]- C24H63N4O11P3 0.01
3.99 6.69 422.0257 [Actual — H]- C11H21N1O10S3  KNApSAcK 068 3-Met! Ipropyl glucosine late
0.22 18.69 315.0722 [Actual — HI- C13H1609 KNApSAcK 0.66 Pr ic acid 4-O
0.15 21.00 285.0567 [Actual — H]- C9H1906P1S1 -0.26
014 24.57 477.0551 [Actual — HI-  C11H24N607P2S2 -0.15
o1 20.99 285.0586 [Actual — H]- C8H18N205S2 0.57
0.09 25.31 307.0858 [Actual — HI- C12H2007sS1 0.48
0.04 22.49 571.1306 [Actual — H]— C23H28N10S4 ~0.02
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