Al-A2
D

Metabolite fXi§14%)  Metab ID KEGG Patt KEGG Patl BES KEGG Con Library ID

pos_5200 Trigonellir 35~ E#% metab_44 map0076( Nicotinate HHER #14AE C01004 HMDBO00O
neg_1611
pos_59
neg_423
Al-A3

pos_3484

pos_128
pos_109
pos_325
pos_3653
pos_57
pos_6
pos_478
pos_4327
pos_233
neg_349
pos_4426
pos_1934
pos_5152
pos_1048
pos_4333
neg_4073
neg_2147
pos_59
neg_423
pos_1063
pos_1088
neg_bb5
A2-A3
pos_32

pos_6
pos_478
pos_233
neg_349

(S)-2-Acel (S) -2- metab_59'map0110( Metabolic ’[{151@'1 C06006
6-beta-D-6-B-D-Mft metab_48. - - -
5,7-Dihyd 5,7- —# % metab_87. - - - -

Tebucona; [#EE  metab 26(- C18489

6-0-Gallc 6-4B/X &~ metab_30! - g
Indoleacry 5|k Z B metab_10( -
L-2-Amin L-2-8 & - metab_23 map0066( C5 Branct CSS‘Z'TJ(,_ COO651
Octadeca- +/\#x-2, metab_27! - -

Glycitin =S #H, metab_47'map0094: Isoflavono #ﬁﬁﬂi# C16195
Neocarlinc #r <121 metab_48; - - C10109
Isoorientir #?Eﬁ%z metab_39 - - -

13-Hydro; 13- &-f metab_34: - - - -
Kaempferc - metab_14. - - - -
Kaempferc LI Z5B33-3 metab_79. - - - -
N-succiny n-3£37EE? metab_35! - - - -
Trans-cinr - metab_10: - - C04164

Pipecolic /#A#ER  metab_431map0110( Metabolic 'Th%h«i?:: :C00408
(+)-Syring - metab_54 - - C10890

Kaempferc LI Z5E}3-( metab_34!map0094< Flavone ar ﬁﬁﬂ%ﬂﬁﬂ C12634
Lamprantl =& = %E| metab_10- map0094< Flavone arﬁﬁﬂiﬂlﬁﬂ C12634
Perilloside £ 78 A metab_65: - - -
6-beta-D-6-B-D-lt metab_48: - - - -
5,7-Dihyd 5,7- —# % metab_87. - - - -
Scoparin z R & =62 metab_71 - - - -
(T'R)-(+)-1 - metab_98 - - - -
(+)-Lyonir (+) -#J. metab_99: - - - -

Pisumionc 7K B8 f metab_23: - - - -

Neocarlinc Fr K15 3={ metab _48. - - - C10109
Isoorientir #?FJ?%A metab_39 - - - -
Kaempferc - metab_14. - - - -
Kaempferc LI 5B} 3-3 metab_79. - - - -

HMDBO00O
HMDBO003
LMPK1211

HMDB025

HMDB003
HMDBO000O
HMDB002
HMDB024
HMDB00O
HMDBO003
HMDBO003
HMDBO003
HMDBO003
HMDB030
HMDB025
HMDBO030
HMDBO00O

HMDBO030
HMDB030
HMDBO0O03
HMDBO003
LMPK1211
HMDBO003
HMDBO003
HMDBO004

HMDBO003

HMDBO003
HMDBO003
HMDBO003
HMDB030



Mode KEGG Con KEGG Con KEGG Patt KEGG Patt HMDB Suy HMDB Cla M/Z Adducts

pos - - Metabolisi Metabolisi Alkaloids ¢ Not Availa 138.0549 M+H

neg - - Metabolisi Global anc Organic acKeto acids 351.1297 2M+Hac-|
pos - - - - Phenylpro Flavonoids 477.1388 M+H, M+
neg - - - - Phenylpro Flavonoids 475.1246 M+Cl, M+

Benzenoic Benzene a 308.1521 M+H

pos Metabolisi Biosynthe: Phenylpro Isoflavono 447.1282 M+H-2H2
pos - - - - Phenylpro Flavonoids  581.15 M+H, M+
pos - - - - Lignans, n Lignan gly 787.2077 M+H, M+
pos - - - - Lipids and Prenol lipi- 480.2225 M+NH4
pos - - - - Phenylpro Flavonoids 581.1499 M+H-H2C
neg - - - - Phenylpro Flavonoids 579.1358 M-H, M+(
pos - - - - Organic 0; Organoox 616.2597 M+CH3Ol
pos - - - - Phenylpro Cinnamic  621.2153 2M+H
pos - - Metabolisi Global anc Organic ac Carboxylic 130.0863 M+H

pos - - - - - - 598.2493 M+NH4, N
pos - - Metabolisi Biosynthe: Phenylpro Flavonoids 611.1605 M+H

neg - - Metabolisi Biosynthe: Phenylpro Flavonoids 609.1464 M-H

- - Lipids and Prenol lipi 673.3443 2M+FA-H

pOS - - - Phenylpro Flavonoids 625.1757 M+H, M+!
pos - - - - Lignans, n Lignan gly 600.2648 M+NH4, N
neg - - - - Lignans, n Lignan gly 581.2244 M-H, M+(

Lipids and Prenol lipi- 427.1936 M+Na, M-

pos - - - Phenylpro Flavonoids  581.15 M+H, M+
pos - - - - Lignans, n Lignan gly 787.2077 M+H, M+
pos - - - - Phenylpro Flavonoids 581.1499 M+H-H2(C

neg - - - - Phenylpro Flavonoids 579.1358 M-H, M+(



Formula Retention RSD Fragment: Theoretice Mass ErroiCAS ID  HMDB SutAl1_1

CrH7NO2  1.1117 0.005763 83.2 0 -0.23569 535-83-1 Not Availa 7.286
C6H1004  4.7048 0.00529 0 72.7 0.001796 113919-0 Short-cha  6.7886
C23H240: 4.88 0.003903 0 82.3 -0.71474 74198-15- Flavonoid 7.1039
C22H220¢ 53159  0.0059 0 53 -0.05838 163350-2¢Flavonoid 6.5607

C16H22CI  6.4132 0.005072 87.2 0 -0.97679 107534-9tPhenylbut  6.9271

C19H260. 4.7604 0.00073 0 49.5 -5.53591 115731-1!Benzoicac  6.5649
C11IHONO  3.2279 0.005582 0 33.7 -0.39579 29953-71-Indoles 6.5996
C6HINO4 1.39 0.006666 0 51.3 1.031405 16804-57-Amino aci ~ 6.3913
C18H300:« 6.16 0.004959 0 54.2 -0.81296 - Not Availa  7.1496
C22H220: 4.9197 0.001688 0 79.6 -0.92369 40246-10-Isoflavono  6.6309
C26H280. 41158 0.00155 0 63 -0.16672 83151-89-Flavonoid  7.6972
C37H380: 4.6329 0.00382 0 64 -0.41768 220948-7!Not Availa  6.6391
C24H300¢ 4.275 0.008355 0 62.4 -0.67085 112471-0tSesquiterp  6.4598
C26H280:. 3.8061 0.00331 0 65.5 -0.27104 99816-59 Flavonoid  6.8761
C26H280:. 4.3468 0.011928 0 86.9 0.366326 - Flavonoid 6.7656
C22H37N! 3.949 0.005004 0 56.2 6.46485 - Carbohydi  6.6074
C15H180 3.941 0.006581 0 64.2 -4.02622 - Cinnamic.  6.4593
C6H1INO  1.3342 0.009516 67.1 0 0.540494 3105-95-:Amino aci  7.1539
C28H360. 4.7924 0.014163 78.5 0 -0.23006 7374-79-(- 6.7083
C27H300. 4.2511 0.003904 45.3 0 -0.31047 - Flavonoid 6.6672
C27H300: 4.7441 0.005683 0 83.5 0.510407 32074-65-Flavonoid ~ 6.4958
Cl16H260t  6.1248 0.008167 0 49.5 0.305988 - Terpeneg  6.8983
C23H240: 4.88 0.003903 0 82.3 -0.71474 74198-15-Flavonoid  7.1039
C22H220¢ 53159  0.0059 0 53 -0.05838 163350-2¢Flavonoid  6.5607
C28H320: 4.6567 0.001383 0 71.6 -1.00941 124902-1!'Flavonoid  7.4722
C28H380: 4.3307 0.005558 84.1 0 -0.47633 87585-32-Not Availa  7.2962
C28H380:. 4.8147 0.00695 0 522 06708 - Not Availa  6.5548
C19H320¢  3.4405 0.008697 0 72.3 -0.62723 371113-0tTerpeneg  6.7516

C26H280. 4.1158 0.00155
C37H380:. 4.6329 0.00382
C26H280: 3.8061 0.00331
C26H280. 4.3468 0.011928

63 -0.16672 83151-89: Flavonoid 7.6972
64 -0.41768 220948-7!Not Availa  6.6391
65.5 -0.27104 99816-59 Flavonoid 6.8761
86.9 0.366326 - Flavonoid 6.7656

[eoNeNoNo)



Al 2 Al 3 A2 1 A2 2 A2_3 A3_1 A3 2 A3_3 D11

74369 73955  7.0724 71367 72589 71309 72705 72176  6.5324
6.7752  7.1022 64644 64934 65497 64346 65709 6.7398 6.884
7.1453  7.0237 6.8033 69022 6.8852 67873 6.7977 6.9395  3.0542
6.5714  6.4367 62965 63251 63306 6.2951 62949  6.3966 2.632

6.8931 7.2264  7.2096 711 74369 78041  7.8237 79128  4.9255

6.6252  6.5502 6.477 64252 64828 63953 6.3615 63131  2.9037
6.5406 6.566 64092 64217 6.3831 63304 63289 6.2734  7.3025
6.396 64226  6.3243 6.356  6.3415 6.305 6.3056 6.2932  6.5217
72334 71578 7.0952 7.0741 7.0988 7.0752 7.0556  7.0468  5.4551
6.6343  6.5276 64944 65245 6.5272 64798 64802  6.4864 6.376
7.8298 7.552  7.6523 7.8316  7.7984 7.345  7.2667  6.7431 6.237
6.7631  6.6093 65623 6.8785 6.8211 6.2277 6.1855 56503  5.5567
6.4635 6.4018 64147 65429 63278 6.2533 6.2658  6.0867  3.7439
7.0255 6.7875 6.8056  6.9983  6.9188 6.445 64175 59665  5.1068
6.9266 6.6001 6.6873 6.8317 6.7843 63795 6.3397 58737 5.36
6.6218  6.5635 6.548  6.5311 6.642 64174 64031 63112 3.7077
6.41 63775 64116 63702 6.4478 63293 6.2976  6.2865  3.5556
72936 68964 69735 7.1339 6.8693 68308 6.7564  6.6214  6.3738
6.8515 6.7495 6.6201 6.6339 6.8449 65901 6.5922  6.5132  3.5452
6.8407  7.1266  6.5616  6.9032 6.845 6.2659  6.5589  6.1456  2.9154
6.6643 69344 64172 6.726  6.6655 6.1636 6.4342 6.0473 44825
7.0084 69999 6.7811 6.7604 6.8515 6.8265 6.7784  6.8846  1.9962
71453  7.0237 6.8033 69022 6.8852 6.7873  6.7977 69395  3.0542
6.5714 64367 62965 63251 63306 62951 6.2949  6.3966 2.632
74535 75552  7.2042 74151 73705 72112  7.2498 7.3361 59941
73532  7.3255 7.135% = 7.1079 7.388  7.1307  7.0977  7.0837  4.0959
6.6301  6.5917 63705 6.3316 6.634 6.373  6.3357 6.344  4.2694

6.7542  6.7914 6.608 64609 66818 6.8411 6.9074 7.045  6.4288

7.8298 7.552  7.6523  7.8316  7.7984 7.345  7.2667  6.7431 6.237
6.7631 6.6093 65623 6.8785 6.8211 6.2277 6.1855 56503  5.5567
7.0255 6.7875 6.8056  6.9983  6.9188 6.445 64175 59665  5.1068
6.9266 6.6001 6.6873 6.8317 6.7843 63795 6.3397 58737 5.36



D1 2 D1 3 D2 1 D2 2 D2_3 D3 1 D3 2 D3_3 QCO01

6.4724 6.397 63151 65292 64435 64892 62253 63256  7.1484
6.7771 68797  6.8977 6.806 69412 68715 6.9831 69206 6.7392
3.0519 3.06 30371 3.037 3.064 3.0087 3.0288 3.0546  6.7546
2.6381  2.6186 2632 26893 26277 2605 26816 26494  6.2835

40487 39728 51829 57153 57577 54108 50718 55022  7.3356

25434 25515 25286  3.1218 33514 32495 27104 31166  6.2757

6.754  7.5662 74563  7.4653 7.174 7319 74346 71225 < 7.0004
6.5154  6.3943 6.419 64762 6.4231 6.461 6.4737 64732  6.3843
50822 54357 54122 52188 55006  5.2497 5327 52018 6.8758
6.3737 63818 63589 63587 63858 6.3305 6.3506 6.3764 6.367

6.023 6.2912 6.3783 6.205 6.433  6.2243  6.3275 6.211  7.4129
5.5544 55625 55396 55395 55666 55112 55313 55571  6.3721
40733 37496 37268  3.7266  3.7537  3.6984  3.7185  3.7443 6.137
45581 4.8952 53832 50671 54627 50386 52778 48984  6.5558
51082 53128 56465 53614 56846 54138 55226 53022 6.5074
3.7054  3.7134  3.6906  3.6904 3.7175  3.6622 3.746 37081  6.3088
35533 35614 35385 35383 39961 35101  3.5302 3.556 6.236
6.2662 6.4217 63705 6.3339 6.324 63774 62765 64086  6.8491
3.5429 41256  5.1265 3.528 35551 34997 41655 35456  6.5325
33535 3.6358 35921 28252 41641 31648  3.9217 6.175  6.5372
3.6639 4678 47991 39788  4.6531 38872 4.0923 6.2326 6.4284
20022 38494 277341  3.9209 1992 19695 20455 20135 6.7062
3.0519 3.06 3.0371 3.037 3.064 3.0087 3.0288  3.0546  6.7546
26381  2.6186 2632 26893  2.6277 2605 26816 26494  6.2835
5.9679 6.019 6.1669 59344 6.2128 6.1998 6.2104 61523  7.1838
42957 54444 58365 49803 5.0782 49053 56775 53548  7.0436
46006 51848 55166 49128 4.8258 47144 55062 52  6.3208

6.4265 64345 64117 64115 64386 63833 64034 64292  6.6537

6.023 62912 6.3783 6.205 6.433 62243  6.3275 6.211  7.4129
5.5544 55625 55396 55395 55666 55112 55313 55571  6.3721
45581 4.8952 53832 50671 54627 50386 52778 48984  6.5558
51082 53128 56465 53614 56846 54138 55226 53022  6.5074



QC02  QCO03

7.1488  7.1443
6.7437  6.7423
6.7577  6.7574
6.2842  6.2883

7.336 7.3396

6.2763  6.2761
7.0008  7.0048
6.3845  6.3894
6.8761  6.8797
6.3683 6.367
74117 7.4129
6.3724  6.3751
6.1302  6.1316
6.5533  6.5558
6.5154  6.5172
6.3092  6.3053
6.2364  6.2411
6.8494  6.8421
6.5404  6.5283
6.5376  6.5345

6.429  6.4329
6.6993  6.7012
6.7577  6.7574
6.2842  6.2883

7.183  7.1826
7.0477  7.0436
6.3249  6.3267

6.6471  6.6535

74117 7.4129
6.3724  6.3751
6.5533  6.5558
6.5154  6.5172



