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Supplemental Table S1: General characteristics of 16S rDNA sequencing

CRD WRD
Samples | Raw Effective | ASVs Samples | Raw Effective | ASVs
tags tags tags tags
C1 110,435 | 62,021 1,608 w1 101,297 | 63,916 | 1,374
C2 104,703 | 58,579 1,569 W2 102,579 | 65,779 | 1,273
C3 101,725 | 62,202 1,580 W3 105,724 | 69,542 | 1,294
C4 102,471 | 61,627 1,508 W4 114,024 | 71,645 | 1,267
C5 99,123 56,717 1,459 W5 83,665 |48,339 | 945
C6 107,389 | 64,691 1,567 W6 74,832 | 44,425 | 833
C7 116,317 | 67,213 1,650 W7 102,870 | 63,449 | 1,261
C8 107,645 | 64,350 1,171 W8 81,717 | 50,562 | 981
C9 103,295 | 68,031 1,645 W9 107,226 | 63,848 | 1,358
C10 102,882 | 62,093 1,477 W10 100,488 | 69,919 | 1,315
C11 103,334 | 55,695 1,392 W11 114,428 | 70,355 | 1,302
C12 109,557 | 63,007 1,577 W12 87,503 | 53,777 | 749
C13 107,085 | 56,320 1,563 W13 81,848 | 47,747 | 996
C14 105,037 | 59,644 1,491 w14 79,109 | 46,495 | 849
C15 99,636 59,933 1,636 W15 111,907 | 60,195 | 1,306
C16 111,427 | 62,233 1,506 W16 80,701 | 48,632 | 784
C17 114,035 | 65,666 1,560 W17 90,168 | 65,245 | 508
C18 74,990 45,163 866 W18 64,053 | 40,988 | 796
C19 112,979 | 68,196 1,613 W19 106,106 | 67,270 | 1,201
C20 103,949 | 58,423 1,451
Cc21 100,109 | 57,734 1,463
C22 103,097 | 63,058 1,467




Table S2: Statistics of 16S rDNA sequencing
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Supplemental Table S3: Relative abundance of gut microbiota detected by 16S rDNA sequencing after homogenization at phylum level

Taxonomy WRD CRD Tax_detail

Firmicutes 0.70075 0.620228 k__Bacteria;p__Firmicutes;
Bacteroidota 0.235322 0.321706 k__Bacteria;p__Bacteroidota ;
Proteobacteria 0.021647 0.009687 k__Bacteria ;p__Proteobacteria ;
Euryarchaeota 0.012481 0.010964 k__Archaea;p__Euryarchaeota;
Actinobacteriota 0.012271 0.004946 k__Bacteria;p__Actinobacteriota ;
Verrucomicrobiota 0.001194 0.011572 k__Bacteria ;p__Verrucomicrobiota ;
Spirochaetota 0.002811 0.008532 k__Bacteria;p__Spirochaetota ;
Desulfobacterota 0.001502 0.006118 k__Bacteria ;p__Desulfobacterota ;
Patescibacteria 0.00273 0.001536 k__Bacteria ;p__Patescibacteri a;
Cyanobacteria 0.001264 0.002785 k__Bacteria;p__Cyanobacteria ;
Campilobacterota 0.000945 0.000582 k__Bacteria ;p__Campilobacterota ;
Acidobacteriota 0.001711 0 k__Bacteria ;p__Acidobacteriota ;
Chloroflexi 0.001706 0.000004 k__Bacteria;p__Chloroflexi;
Nitrospirota 0.001417 0.000009 k__Bacteria;;p__Nitrospirota ;
Myxococcota 0.000814 0.00004 k__Bacteria ;p__Myxococcota ;
Elusimicrobiota 0.000305 0.00074 k__Bacteria;p__Elusimicrobiota ;
Gemmatimonadota 0.000277 0.000019 k__Bacteria;;p__Gemmatimonadota ;
Fibrobacterota 0.000231 0.000136 k__Bacteria ;p__Fibrobacterota ;
Deferribacterota 0.000153 0.000212 k__Bacteria;p__Deferribacterota ;
Armatimonadota 0.000206 0.000003 k__Bacteria;;p__Armatimonadota ;
Halobacterota 0.000003 0.000046 k__Archaea ;p__Halobacterota ;
SAR324_clade(Marine_group_B) 0.000055 0.00004 k__Bacteria;p__SAR324_clade(Marine_group_B);
Thermoplasmatota 0 0.000062 k__Archaea ;p__Thermoplasmatota ;
Latescibacterota 0.000033 0 k__Bacteria ;p__Latescibacterota ;
Bdellovibrionota 0.00002 0.000011 k__Bacteria;p__Bdellovibrionota ;
NB1-j 0.000023 0 k__Bacteria;p__NB1-j;

WPS-2 0.000044 0 k__Bacteria;p__WPS-2;
Zixibacteria 0.000017 0 k__Bacteria ;p__Zixibacteria;
Synergistota 0 0.000016 k__Bacteria ;p__Synergistota ;
Others 0.000066 0.000005 Others




Supplemental Table S4: Relative abundance of gut microbiota detected by 16S rDNA sequencing after homogenization at genus level

Taxonomy WRD CRD

Others 0.192426 0.182979
UCG-005 0.138798 0.127736
Rikenellaceae RC9 gut group 0.086585 0.117099
UCG-010 0.084722 0.11039
Eubacterium coprostanoligenes group 0.04903 0.049079
Christensenellaceae R-7 group 0.036849 0.035573
Bacteroides 0.02914 0.035518
Alistipes 0.023091 0.034067
Monoglobus 0.028429 0.025419
Bacteroidales RF16 group 0.007626 0.022234
Clostridia UCG-014 0.025421 0.015964
dgA-11 gut _group 0.02123 0.015631
Prevotellaceae UCG-003 0.002147 0.015183
UCG-009 0.007902 0.012313
Prevotellaceae UCG-004 0.020025 0.011599
Akkermansia 0.001061 0.01133
Methanobrevibacter 0.011362 0.010853
Romboutsia 0.00966 0.009456
Muribaculaceae 0.014665 0.008524
Treponema 0.002785 0.008338
Clostridia vadinBB60 group 0.007118 0.00829
F082 0.000674 0.00784
NK4A214 group 0.007435 0.007359
UCG-002 0.001999 0.006794
Ruminococcus 0.00636 0.00612
Mailhella 0.001297 0.005837
Oscillibacter 0.003528 0.005159
Lachnospiraceae UCG-010 0.00275 0.005088
Paeniclostridium 0.000422 0.00476
Family XI11_AD3011 group 0.001677 0.004628
p-2534-18B5 gut group 0.000117 0.003939
p-251-05 0.004855 0.003912
Candidatus_Soleaferrea 0.002897 0.002969
Clostridium sensu stricto 1 0.000588 0.002802
Phascolarctobacterium 0.00098 0.002502
Gastranaerophilales 0.001088 0.002401
Incertae_Sedis 0.002072 0.002296
RF39 0.002166 0.002285
Agathobacter 0.00709 0.001785
Papillibacter 0.000772 0.001679
Bacillus 0.041751 0.001641
Lachnospiraceae NK3A20 group 0.000239 0.001617
Eubacterium_ruminantium_group 0.001213 0.001613
Hydrogenoanaerobacterium 0.0006 0.001565
Candidatus_Saccharimonas 0.000616 0.001536
Prevotellaceae UCG-001 0.000541 0.001439
1zemoplasmatales 0.001074 0.001186
Turicibacter 0.001184 0.00118
Dorea 0.000953 0.001104
Anaerorhabdus furcosa group 0.000859 0.001085
Olsenella 0.000186 0.001053
Anaerovorax 0.000473 0.001032
Ruminococcaceae 0.00142 0.000955
Cellulosilyticum 0.000048 0.000931
Defluviitaleaceae_UCG-011 0.000703 0.000885
Terrisporobacter 0.000461 0.000827
Pseudomonas 0.000258 0.000789
Elusimicrobium 0.000294 0.00074
Eubacterium_ventriosum_group 0.000178 0.000727
Prevotella 0.002111 0.000723
Arthrobacter 0.004535 0.000718
Eubacterium nodatum group 0.000934 0.00068
Bacteroidales UCG-001 0.000028 0.00068
Sporichthyaceae 0.000073 0.000648
Pygmaiobacter 0.000692 0.000644
Lachnospiraceae NK4A136 group 0.001491 0.000637
Alloprevotella 0.000278 0.000623
Flavobacterium 0.000147 0.000619
Rheinheimera 0.000139 0.000613
M2PB4-65 termite group 0.000014 0.000598
Saccharofermentans 0.000248 0.000557
Oscillospiraceae 0.000263 0.000547
Pseudarcobacter 0.000061 0.000528
Eubacterium siraeum group 0.001575 0.000507
Colidextribacter 0.000947 0.000499
Odoribacter 0.000167 0.000471
Lactobacillus 0.002807 0.000464
Parasutterella 0.000613 0.000448
Oscillospira 0.000838 0.000441
Lysinibacillus 0.019453 0.000437
Acetitomaculum 0.000091 0.000436
Escherichia-Shigella 0.000073 0.000433
Sphingorhabdus 0.000069 0.000402
Eubacterium brachy group 0.001108 0.000375
hgcl_clade 0.000052 0.000366
Parabacteroides 0.000058 0.000351
Incertae Sedis 0.000041 0.000335
V9D2013 group 0.000063 0.000331
Clostridium sensu_stricto 6 0.000003 0.000323
Sutterella 0.000022 0.000286
DNF00809 0.00023 0.000282
Rikenella 0.000044 0.000281
gir-aah93h0 0.000009 0.000274




Eubacterium hallii group 0.000102 0.000271
Aeromonas 0.00012 0.00027
Bacteroidales 0.000011 0.000265
Paludicola 0.000102 0.000263
Mogibacterium 0.000144 0.000258
Caulobacter 0.000067 0.000246
Limnohabitans 0.000034 0.000242
Moryella 0.000134 0.000236
Solibacillus 0.013153 0.000228
Negativibacillus 0.000352 0.000227
Polynucleobacter 0.000016 0.000225
Lachnospiraceae UCG-002 0.000078 0.000223
Chloroplast 0.000147 0.000221
Corynebacterium 0.000016 0.000221
XBB1006 0.000061 0.00022
Coprococcus 0.000053 0.00022
Mucispirillum 0.000153 0.000212
Prevotellaceae Ga6Al group 0.000003 0.000211
Succinivibrio 0.000019 0.000209
Candidatus Planktophila 0.000028 0.000204
Shewanella 0.000025 0.0002
Lachnospiraceae NK4B4 group 0.000102 0.000192
Enterorhabdus 0.000131 0.000185
Polaromonas 0.000041 0.000184
Pedobacter 0.000022 0.000179
Tuzzerella 0.000095 0.000178
Brevundimonas 0.000053 0.000174
Algoriphagus 0.000027 0.000174
Caproiciproducens 0.000106 0.000173
Catenibacillus 0 0.000166
Eubacterium_xylanophilum group 0.000283 0.000158
Acinetobacter 0.005385 0.000155
Family X1l UCG-001 0.000139 0.000154
Desulfovibrio 0.000088 0.000151
Roseburia 0.000994 0.000147
Blautia 0.000184 0.000147
GWE2-31-10 0.000003 0.000143
Sediminibacterium 0.000011 0.000142
Cyanobium_PCC-6307 0.000019 0.000138
Fibrobacter 0.000231 0.000136
Klebsiella 0 0.000131
UCG-007 0.000086 0.000126
Rhodoferax 0.000038 0.000123
DTU014 0.000009 0.000123
Clostridium _methylpentosum_group 0.000044 0.000119
UCG-004 0.000095 0.000115
Frisingicoccus 0.000103 0.000113
Salinicoccus 0.000005 0.000101
Bifidobacterium 0.000089 0.000099
Methanosphaera 0.001119 0.000096
Ruminiclostridium 0.00003 0.000094
Peptococcus 0.000019 0.000094
UKL13-1 0 0.000094
Pseudarcicella 0.000014 0.000092
Faecalibacterium 0.000217 0.000089
Dubosiella 0.000145 0.000089
Coriobacteriaceae UCG-002 0.00003 0.000089
Intestinimonas 0.000303 0.000086
Aeriscardovia 0.000006 0.000084
Succiniclasticum 0.000003 0.000084
Candidatus_Limnoluna 0 0.00008
Ruminobacter 0.000003 0.000078
Dechloromonas 0.0004 0.000077
Mitochondria 0.000022 0.000077
Lachnospiraceae AC2044 group 0.000013 0.000077
Candidatus Planktoluna 0.000013 0.000073
Parvibacter 0.000286 0.00007
Hydrogenophaga 0.000355 0.000067
Psychrobacillus 0.004936 0.000066
Allobaculum 0.000038 0.000066
Rhodobacter 0.000423 0.000063
Dinghuibacter 0.000028 0.000063
Howardella 0.000014 0.000063
Victivallaceae 0.000006 0.000063
Incertae Sedis 0 0.000063
Planococcus 0.000003 0.000062
GKS98 freshwater group 0.000006 0.000059
WCHB1-41 0.000002 0.000058
Erysipelatoclostridium 0.00015 0.000057
Acetobacter 0.000009 0.000057
Sanguibacteroides 0.000005 0.000055
Candidatus Aquirestis 0 0.000055
Rurimicrobium 0.000002 0.000054
CL500-29 marine group 0.000144 0.000053
Butyrivibrio 0.000011 0.000049
Anaerotruncus 0.000208 0.000047
Lacihabitans 0.000003 0.000046
Methanocorpusculum 0.000003 0.000046
Novosphingobium 0.000134 0.000045
Atopobium 0.000067 0.000045
Erysipelothrix 0.000009 0.000043
Citricoccus 0 0.000043
SAR324 clade(Marine group B) 0.000055 0.00004
Sphaerochaeta 0.000002 0.00004
NS11-12_marine_group 0 0.00004
Prevotellaceae NK3B31 group 0.000041 0.000039




env.OPS 17 0.000006 0.000039
Fluviicola 0.000006 0.000036
Acidovorax 0.00032 0.000035
OLB12 0.000156 0.000035
Roseomonas 0.000041 0.000035
Dielma 0.000333 0.000034
Flavonifractor 0.000213 0.000034
Erysipelotrichaceae 0.000209 0.000032
Kocuria 0 0.000032
EMP-G18 0.000092 0.000031
Luteolibacter 0.000006 0.000031
Enteractinococcus 0.000003 0.000031
Methylotenera 0 0.000031
Tabrizicola 0 0.000031
Paraprevotella 0.000103 0.000028
Hyphomonas 0.000019 0.000028
Campylobacter 0 0.000028
Arenimonas 0.000111 0.000027
hoa5-07d05 gut group 0.000014 0.000027
Lachnospiraceae XPB1014 group 0.000006 0.000027
Malikia 0 0.000027
Salinimicrobium 0 0.000027
Candidatus_Aquiluna 0 0.000027
Helicobacter 0.000838 0.000026
Anaeroplasma 0.000405 0.000026
Breznakia 0.000045 0.000026
Kapabacteriales 0.00003 0.000026
Solitalea 0.000008 0.000026
Lactococcus 0.000005 0.000026
MWH-CFBk5 0 0.000026
Muribaculum 0.000203 0.000023
Lachnospiraceae UCG-001 0.000181 0.000023
LD29 0.000005 0.000023
Ignavibacterium 0 0.000023
Pantoea 0.000713 0.000022
Microcystis PCC-7914 0 0.000019
Comamonas 0.000506 0.000018
Lachnospira 0.000297 0.000018
Denitratisoma 0.000158 0.000018
PeM15 0.000084 0.000018
Caldicoprobacter 0 0.000018
Paludibacter 0 0.000016
Marvinbryantia 0.000073 0.000015
Anaerofustis 0.000006 0.000015
Pseudorhodobacter 0 0.000015
Rhodococcus 0.000392 0.000013
Solobacterium 0.000095 0.000013
Streptococcus 0.000045 0.000013
Cerasicoccus 0.000033 0.000013
Victivallis 0.000005 0.000013
Sandarakinorhabdus 0.000003 0.000013
Faecalitalea 0 0.000013
UCG-001 0.000048 0.000012
Sulfuritalea 0.000048 0.000012
Anaerovibrio 0.000008 0.000012
Ornithinimicrobium 0 0.000012
0C31 0 0.000012
COB P4-1 termite group 0 0.000012
Lachnospiraceae UCG-006 0.000016 0.000011
OM27 clade 0.000006 0.000011
Desulfatiglans 0 0.000011
Lysobacter 0.00002 0.000009
Harryflintia 0.000014 0.000009
Phenylobacterium 0.000008 0.000009
Ileibacterium 0.000006 0.000009
Bilophila 0.000002 0.000009
Garicola 0 0.000009
Jeotgalicoccus 0 0.000009
Ferruginibacter 0.000266 0.000008
Syntrophococcus 0.000014 0.000008
Hirschia 0.000008 0.000008
Paenisporosarcina 0.000006 0.000008
Thiobacillus 0 0.000008
Vogesella 0 0.000008
Tyzzerella 0 0.000008
BSV26 0 0.000008
Sulfurifustis 0 0.000007
Rhodovastum 0 0.000007
UCG-008 0 0.000007
Georgenia 0 0.000007
Oceanobacillus 0 0.000007
Clostridium _sensu_stricto 13 0 0.000007
Eubacterium 0 0.000007
Catenibacterium 0 0.000007
Ornithinibacillus 0 0.000007
Sericytochromatia 0 0.000007
LD-RB-34 0 0.000007
Ellin6067 0.000158 0.000005
P30B-42 0.000042 0.000005
Erysipelotrichaceae UCG-009 0.000005 0.000005
Laceyella 0 0.000005
Aliicoccus 0 0.000005
Anaerosporobacter 0 0.000005
Altererythrobacter 0 0.000005
Aliidiomarina 0 0.000005
Sva0081 sediment group 0 0.000005




Bacteroidales BS11 gut group 0 0.000005
Hoeflea 0 0.000005
Brevibacillus 0 0.000005
Isoptericola 0 0.000005
Blrii4l 0 0.000005
Acetatifactor 0 0.000005
Paenibacillus 0.00065 0.000004
Terrimonas 0.000241 0.000004
A0839 0.000064 0.000004
Butyricicoccus 0.000059 0.000004
Candidatus Stoguefichus 0.000016 0.000004
Devosia 0.000006 0.000004
Undibacterium 0.000006 0.000004
Eubacterium oxidoreducens group 0.000005 0.000004
Pelagibacterium 0.000002 0.000004
Christensenellaceae 0 0.000004
Azospirillum 0 0.000004
Atopostipes 0 0.000004
Cellvibrio 0 0.000004
Luteimonas 0 0.000004
GCA-900066575 0.000252 0.000003
Nocardioides 0.000147 0.000003
Armatimonas 0.000005 0.000003
Aliihoeflea 0 0.000003
CAG-352 0 0.000003
Halomonas 0.000011 0.000001
Aureimonas 0.000005 0.000001
Micropruina 0.002322 0
Nitrospira 0.001417 0
Saccharimonadales 0.001361 0
Dokdonella 0.001241 0
Ahniella 0.000655 0
Zoogloea 0.000598 0
Nakamurella 0.000586 0
Tessaracoccus 0.000497 0
TM7a 0.000484 0
SWB02 0.000366 0
Pseudoxanthomonas 0.000305 0
Ottowia 0.000302 0
Nitrosomonas 0.000302 0
DS-100 0.000295 0
Amaricoccus 0.00028 0
Haliangium 0.000248 0
Subgroup 17 0.000239 0
Thauera 0.000236 0
JGI_0001001-H03 0.000223 0
UTCFX1 0.000206 0
Fimbriimonadaceae 0.000202 0
Trichococcus 0.0002 0
IMCC26207 0.000184 0
Paracoccus 0.000183 0
Hyphomicrobium 0.000178 0
SC-1-84 0.000173 0
Candidatus Alysiosphaera 0.000173 0
Ferribacterium 0.000166 0
PHOS-HE36 0.000163 0
Kineosphaera 0.000153 0
Candidatus_Accumulibacter 0.000152 0
Vicinamibacteraceae 0.00015 0
Candidatus Competibacter 0.000145 0
Microbacterium 0.000136 0
Pseudoflavonifractor 0.000131 0
Subgroup_10 0.000131 0
Bradyrhizobium 0.000117 0
OLB14 0.000113 0
ASF356 0.000111 0
Bryobacter 0.000102 0
Adb 0.000102 0
AAP99 0.0001 0
AKYH767 0.000097 0
Cellulomonas 0.000091 0
RBG-13-54-9 0.000078 0
Defluviicoccus 0.000077 0
SJA-28 0.000073 0
Gemmobacter 0.000072 0
Thermomonas 0.000072 0
Nannocystis 0.000069 0
Mesorhizobium 0.000069 0
NS9_marine_group 0.000067 0
UBA1819 0.000066 0
Aeromonadales 0.000064 0
Kouleothrix 0.000063 0
BD1-7_clade 0.000058 0
Clostridium sensu_stricto 3 0.000056 0
Polyangium 0.000056 0
Azospira 0.000055 0
Massilia 0.000053 0
Mycobacterium 0.000053 0
Aguimonas 0.000052 0
Micromonospora 0.000052 0
Defluviimonas 0.00005 0
Aqguabacterium 0.00005 0
Arcobacter 0.000047 0
DEV007 0.000047 0
Sandaracinus 0.000047 0
mlel-27 0.000045 0




Pajaroellobacter 0.000045 0
lamia 0.000044 0
WPS-2 0.000044 0
Propioniciclava 0.000042 0
Oerskovia 0.000036 0
Latescibacterota 0.000033 0
IMCC26256 0.000033 0
Proteiniclasticum 0.00003 0
Longivirga 0.000028 0
Inhella 0.000027 0
Shinella 0.000027 0
Amb-16S-1323 0.000027 0
Bosea 0.000027 0
UCG-003 0.000025 0
Lachnospiraceae FCS020 group 0.000025 0
SBR1031 0.000025 0
Candidatus_Contendobacter 0.000023 0
Methylocystis 0.000023 0
NB1-j 0.000023 0
Subgroup 7 0.000023 0
Stella 0.000023 0
JG30-KF-CM45 0.000023 0
CCM19a 0.000023 0
C10-SB1A 0.000023 0
Mycetocola 0.000022 0
966-1 0.000022 0
Turneriella 0.000022 0
Psychrobacter 0.00002 0
Oikopleura 0.000019 0
Acetoanaerobium 0.000019 0
Coprobacillus 0.000019 0
Zixibacteria 0.000017 0
Pedomicrobium 0.000017 0
Flexilinea 0.000017 0
Lautropia 0.000016 0
Enhydrobacter 0.000014 0
Hahella 0.000014 0
BIfdi19 0.000014 0
Bdellovibrio 0.000014 0
Cloacibacterium 0.000014 0
Macellibacteroides 0.000014 0
Sandaracinobacter 0.000014 0
Candidatus_Jidaibacter 0.000014 0
Aridibacter 0.000013 0
Dermatophilaceae 0.000013 0
Elev-16S-1166 0.000013 0
Piscinibacter 0.000013 0
Thiothrix 0.000013 0
A21b 0.000011 0
Candidatus_Obscuribacter 0.000011 0
MVP-88 0.000011 0
Proteocatella 0.000011 0
OLB8 0.000011 0
Plasticicumulans 0.000009 0
LWQ8 0.000009 0
Mumia 0.000009 0
Clostridium_sensu_stricto_5 0.000009 0
Longilinea 0.000008 0
Pannonibacter 0.000008 0
Prosthecobacter 0.000008 0
A2 0.000008 0
Blastococcus 0.000008 0
37-13 0.000008 0
PB19 0.000008 0
Crenothrix 0.000006 0
Phaselicystis 0.000006 0
Methylophilus 0.000006 0
Collinsella 0.000006 0
Schwartzia 0.000005 0
Pseudobutyrivibrio 0.000005 0
Absconditabacteriales (SR1) 0.000005 0
Selenomonas 0.000005 0
Quinella 0.000005 0
Oribacterium 0.000003 0




Supplemental Table S5: T-test of gut microbiota in captive and wild Cervus elaphus Kansuensis at phylum level

Taxa Average (C) | SD (C) Average (W) | SD (W) | P _value | Q values | Interval Interval
lower upper

k Bacteria;p _ Firmicutes; 0.62044 0.034241 | 0.700926 0.04343 | 1.83E-07 | -0.03505 | 0.055387 | 0.105585
k Bacteria;p _Bacteroidota, 0.321488 0.025311 | 0.23526 0.067591 | 2.74E-05 | -0.03505 | -0.12025 -0.05221
k Bacteria;p___Proteobacteria; 0.009679 0.008408 | 0.021544 0.024064 | 0.053209 | -0.03505 | -0.00018 0.02391

k Archaea;p _ Euryarchaeota; 0.010956 0.006303 | 0.012461 0.01161 | 0.61808 | -0.03505 | -0.00462 0.007628
k__Bacteria;p _Actinobacteriota; 0.004947 0.003316 | 0.012267 0.015168 | 0.052871 | -0.03505 | -0.0001 0.014739
k__ Bacteria;p __Verrucomicrobiota, 0.011605 0.01035 | 0.001192 0.001418 | 0.000119 | -0.03505 | -0.01504 -0.00579
k__ Bacteria;p _Spirochaetota, 0.008535 0.006372 | 0.002819 0.005093 | 0.002818 | -0.03505 | -0.00934 -0.00209
k _ Bacteria;p _Desulfobacterota; 0.006095 0.002779 | 0.001499 0.000914 | 8.89E-08 | -0.03505 | -0.00589 -0.0033

k__ Bacteria;p _Patescibacteria, 0.00154 0.000849 | 0.002722 0.004217 | 0.244259 | -0.03505 | -0.00088 0.003241
k_ Bacteria;p _Campilobacterota; 0.000579 0.001005 | 0.000952 0.00223 | 0.507982 | -0.03505 | -0.00077 0.001517
k Bacteria;p__Cyanobacteria; 0.002784 0.002165 | 0.001272 0.001336 | 0.009814 | -0.03505 | -0.00264 -0.00039
k Bacteria;p__Acidobacteriota, 0 0 0.0017 0.002486 | 0.008018 | -0.03505 | 0.000502 | 0.002899
k__ Bacteria;p __ Chloroflexi, 4.05E-06 1.39E-05 | 0.001717 0.002349 | 0.005199 | -0.03505 | 0.000581 | 0.002846
k _Bacteria;p__Nitrospirota, 1.35E-05 3.52E-05 | 0.001416 0.002085 | 0.008933 | -0.03505 | 0.000397 | 0.002408
k _ Bacteria;p _Myxococcota, 4.59E-05 0.00011 | 0.000808 0.001286 | 0.018977 | -0.03505 | 0.000141 | 0.001383
k_ Bacteria;p _ Elusimicrobiota; 0.000738 0.000565 | 0.000294 0.000312 | 0.003211 | -0.03505 | -0.00073 -0.00016
k_ Bacteria;p Gemmatimonadota, 1.62E-05 5.16E-05 | 0.000277 0.000458 | 0.023772 | -0.03505 | 3.88E-05 | 0.000482
k_ Bacteria;p _ Fibrobacterota, 0.000136 0.000175 | 0.000239 0.0005 0.40316 | -0.03505 | -0.00015 0.000353
k_ Bacteria;p _Deferribacterota; 0.000206 0.000329 | 0.000152 0.000287 | 0.571447 | -0.03505 | -0.00025 0.00014

k_ Bacteria;p Armatimonadota 5.40E-06 1.97E-05 | 0.000213 0.000344 | 0.017196 | -0.03505 | 4.13E-05 | 0.000373
k Archaea;p Halobacterota; 4.86E-05 0.000115 | 4.69E-06 2.04E-05 | 0.093199 | -0.03505 | -9.58E-05 | 7.96E-06
k_Bacteria;p SAR324_clade(Marine group B); | 4.59E-05 7.14E-05 | 5.63E-05 0.000102 | 0.713373 | -0.03505 | -4.67E-05 | 6.74E-05




k Archaea;p _Thermoplasmatota; 6.34E-05 8.90E-05 | 0 0 0.003078 | -0.03505 | -0.0001 -2.40E-05




Supplemental Table S6: General characteristics of metagenomic sequencing data

Sample ID | Raw data Clean data | Effective (%) | ORFs NO. | Integrity ORFs Total length (Mbp) | Average length (bp) | GC
C17 6,608.30 6,597.13 99.831 502,941 123,924 (24.64 %) | 279.9 556.52 47.1
C18 5,902.33 5,890.88 99.806 405,168 104,961 (25.91 %) | 224.06 553.02 44.5
C19 6,671.23 6,656.41 99.778 507,213 139,382 (27.48 %) | 283.06 558.08 44.66
w17 6,320.78 6,315.53 99.917 485,651 161,574 (33.27 %) | 260.21 535.79 50.25
W18 6,671.93 6,652.07 99.702 573,031 166,493 (29.05 %) | 317.02 553.23 46.3
W19 6,745.71 6,728.67 99.747 541,816 307.48 567.51 46.31




Supplemental Table S7: All differential gut microbiota at genus level based on metagenomic sequencing

Taxa Mean (group 1) [standard error (group 1) |Mean (group 2) |standard error (group 2) |P value |Q value
f_Prevotellaceae.q Paraprevotella 0.013103322 10.000147986 0.002110989 0.000586958 0.000124 |0.165747

Chromatiaceae ;a _Allochromatium 0 0 2.43E-06 2.44E-07 0.000628 |0.165747
f Staphvlococcaceae:q Macrococcus 6.57E-07 1.60E-07 3.50E-06 2.37E-07 0.000666 |0.165747
f_Erysipelotrichaceae.q Allobaculum 0.000723546  |4.37E-05 0.000109777 _ |4.66E-05 0.000705 |0.165747
f_Prevotellaceae.q _Alloprevotella 0.00090268 1.69E-05 0.000188663 7.50E-05 0.000784 |0.165747
f_Synergistaceae ;q Thermovirga 2.15E-06 2.33E-07 0 0 0.000823 |0.165747
f_Cellvibrionaceae :a _Cellvibrio 3.75E-06 2.59E-07 2.76E-07 2.76E-07 0.000861 [0.165747
f_Chitinophagaceae ;0 _Chitinophaga 0.000177543 |8.68E-06 9.20E-05 4.38E-06 0.000945 |0.165747
f Saprospiraceae ;aq Saprospira 8.07E-06 9.27E-07 1.07E-07 7.00E-08 0.001025 |0.165747
f_Flavobacteriaceae ;q _Gillisia 2.73E-05 2.03E-06 8.15E-06 1.06E-06 0.001154 |0.165747
f Budviciaceae:a Leminorella 2.88E-06 3.36E-07 4.27E-08 4.27E-08 0.001192 [0.165747
f_Flavobacteriaceae ;q Polaribacter 8.58E-05 7.03E-06 2.49E-05 2.61E-06 0.001498 |0.173312
f Kordiimonadaceae:q Kordiimonas 8.56E-06 3.27E-07 1.23E-06 8.66E-07 0.001536 [0.173312
f_Prevotellaceae .0 Prevotellamassilia 0.000268921 |6.07E-06 6.46E-05 2.64E-05 0.001617 |0.173312
f Flavobacteriaceae :a Maribacter 6.49E-05 6.80E-06 1.47E-05 1.05E-06 0.001782 [0.173312
f_Salinivirgaceae ;g Salinivirga 8.38E-05 7.92E-06 1.35E-05 5.74E-06 0.001952 |0.173312
f Flammeovirgaceae ;o Marivirga 3.58E-05 1.36E-06 1.45E-05 2.64E-06 0.00199 [0.173312
f_Siphoviridae:g P70virus 0 0 1.55E-06 2.21E-07 0.002117 |0.173312
f Podoviridae:a Cba4lvirus 1.10E-06 7.87E-07 7.20E-06 4.23E-07 0.002246 |0.173312
f_Desulfobacteraceae ;0 Desulfatirhabdium 4.79E-06 5.54E-07 3.57E-07 3.57E-07 0.002284 |0.173312
f Cellulomonadaceae :0 Paraoerskovia 4.56E-07 4.56E-07 4.77E-06 5.00E-07 0.002502 [0.173312
f _Unclassified:a Candidatus Adiutrix 4.45E-06 6.94E-07 3.97E-08 3.97E-08 0.002583 |0.173312
f Acidaminococcaceae :q Phascolarctobacterium 0.004660239 [0.000486723 0.000764635 0.000391394 0.002662 [0.173312
f Rhodocyclaceae ;0 Candidatus Dactylopiibacterium 4.46E-06 6.67E-07 3.12E-07 1.57E-07 0.002832 |0.173312
f Erysipelotrichaceae ;:a _Egaerthia 7.52E-06 5.08E-07 1.32E-05 8.04E-07 0.002962 |0.173312
f_Carnobacteriaceae ;0 Jeotgalibaca 7.41E-06 4.94E-08 2.09E-06 9.07E-07 0.003085 |0.173312
f Halomonadaceae :a Chromohalobacter 1.96E-06 3.37E-07 0 0 0.003209 [0.173312
f_Mesoaciditogaceae .0 _Mesoaciditoga 3.08E-06 2.87E-07 6.70E-07 3.15E-07 0.003371 |0.173312
f Bacillaceae:a Pontibacillus 1.34E-05 1.31E-06 6.86E-05 9.90E-06 0.003643 |0.173312
f_Unclassified:a Candidatus Fonsibacter 1.49E-06 2.63E-07 3.49E-08 3.49E-08 0.003818 |0.173312
f Halobacteroidaceae :a Candidatus Frackibacter 5.55E-06 4.93E-07 1.76E-05 2.17E-06 0.00399 [0.173312
f_Flavobacteriaceae ;q _Chryseobacterium 0.000441008 |2.69E-05 0.000282223 1.22E-05 0.004074 |0.173312
f Pectobacteriaceae:a Pectobacterium 1.46E-06 1.13E-07 3.06E-06 2.79E-07 0.004282 [0.173312
f_Planctomycetaceae:q Mariniblastus 2.68E-06 2.15E-07 7.59E-07 2.98E-07 0.004411 |0.173312
f Rhodospirillaceae ;o Nisaea 2.19E-06 4.24E-07 3.23E-08 3.23E-08 0.004716 |0.173312
f_Chitinophagaceae ;0 _Parafilimonas 6.78E-06 7.00E-07 1.41E-06 8.07E-07 0.004754 0.173312
f Crocinitomicaceae :a Fluviicola 9.59E-05 1.35E-05 1.60E-05 8.62E-06 0.004933 [0.173312
f_Halobacteroidaceae ;:a _Selenihalanaerobacter 2.83E-06 3.71E-07 5.32E-07 2.79E-07 0.005067 |0.173312
f_Prolixibacteraceae ;g Tangfeifania 5.80E-05 2.45E-06 1.88E-05 7.59E-06 0.005233 |0.173312
f_Schleiferiaceae.q Schleiferia 5.96E-06 8.54E-07 1.02E-06 5.33E-07 0.005271 |0.173312
f Idiomarinaceae ;g Idiomarina 9.49E-06 8.97E-07 3.38E-06 8.71E-07 0.005407 |0.173312
f_Flavobacteriaceae ;0 Riemerella 2.11E-05 9.09E-08 3.07E-05 1.97E-06 0.005446 |0.173312
f Flavobacteriaceae ;g Winogradskyella 2.22E-05 3.14E-06 6.76E-06 5.70E-07 0.005565 |0.173312
f_Chlamydiaceae ;a Chlamydia 0.000822852 |0.00020969 0.002424575 _ |0.000256187 0.005603 |0.173312
f Lentimicrobiaceae;q Lentimicrobium 0.001017613  |0.000187655 8.85E-05 4.88E-05 0.005687 |0.173312
f_Sporocadaceae:q Pestalotiopsis 0 0 2.52E-06 5.28E-07 0.005725 |0.173312
f Flavobacteriaceae ;g Aeguorivita 8.82E-05 7.11E-06 3.80E-05 7.93E-06 0.005985 |0.173312
f__Methanobacteriaceae :q Methanosphaera 3.08E-05 8.43E-06 0.000604211 0.000121429 0.006023 |0.173312
f Thermoanaerobacteraceae ;g Thermacetogenium 1.82E-05 3.28E-06 1.96E-06 1.03E-06 0.006061 |0.173312
f _Unclassified:a _Phocaeicola 3.87E-05 1.90E-06 1.78E-05 4.06E-06 0.006189 |0.173312
f Desulfovibrionaceae ;g Bilophila 8.59E-05 9.84E-06 3.23E-05 6.01E-06 0.006227 |0.173312
f_Desulfobulbaceae :q Desulfocapsa 1.77E-06 3.85E-07 0 0 0.006305 |0.173312
f Thermoanaerobacteraceae ;g Desulfovirgula 2.71E-06 2.75E-07 6.55E-07 3.58E-07 0.00643 |0.173312
f_Rubricoccaceae :a _Rubrivirga 1.31E-07 1.31E-07 2.01E-06 3.92E-07 0.006468 |0.173312
f Thermodesulfobacteriaceae ;a Thermodesulfobacterium 1.04E-06 7.13E-07 4.47E-06 2.74E-07 0.006546 |0.173312
f_Lentisphaeraceae ;q Lentisphaera 8.45E-06 8.88E-07 1.96E-06 1.15E-06 0.00663 |0.173312
f Ruminococcaceae ;g Bittarella 1.53E-05 1.25E-06 2.99E-05 3.05E-06 0.006668 |0.173312
f_Glomeraceae ;a _Rhizophagus 7.27E-07 6.48E-07 9.37E-06 1.85E-06 0.006706 |0.173312
f Erysipelotrichaceae ;g Turicibacter 0.000262125 |9.87E-06 0.000123911 3.00E-05 0.00679 |0.173312
f_Paenibacillaceae ;0 _Saccharibacillus 1.50E-05 1.44E-06 3.03E-05 3.19E-06 0.006828 |0.173312
f Synergistaceae ;g Aminiphilus 3.68E-07 3.68E-07 3.05E-06 4.95E-07 0.006911 [0.173312
f _Hbvellaceae :a Pleurocapsa 1.25E-06 2.91E-07 0 0 0.007275 |0.179495
f_Holosporaceae ;0 Holospora 1.74E-06 4.08E-07 1.22E-08 1.22E-08 0.007458 |0.181091
f_Haloferacaceae:q Halogranum 0 0 1.09E-06 2.67E-07 0.007887 [0.18497
f Coxiellaceae;q Candidatus Berkiella 1.74E-06 4.26E-07 0 0 0.007968 |0.18497
f_Desulfovibrionaceae ;a Mailhella 0.001236471 |0.000280725 8.83E-05 4.24E-05 0.008253 |0.18497
f_Marinilabiliaceae ;g _Labilibacter 0.000104741 |4.11E-06 4.30E-05 1.48E-05 0.00833 {0.18497
f_Sphingomonadaceae :a _Sphingorhabdus 8.47E-07 1.93E-07 4.70E-08 4.70E-08 0.008368 [0.18497
f_Unclassified;g Candidatus Planktophila 1.61E-06 3.96E-07 3.67E-08 3.67E-08 0.008626 {0.18497
f_Dysaonamonadaceae :a _Dysgonomonas 0.001275463 |0.000115199 0.00061779 0.000121893 0.008878 [0.18497
f_Flavobacteriaceae ;g Psychroserpens 6.12E-05 1.20E-05 9.88E-06 5.36E-06 0.009004 |0.18497
f_Cytophagaceae ;:a Dyadobacter 9.38E-05 6.77E-06 5.49E-05 7.49E-06 0.009353 [0.18497
f Flavobacteriaceae ;g Arenibacter 6.39E-05 1.07E-05 1.92E-05 4.53E-06 0.009391 [0.18497
f_Cvtophagaceae :0 _Flexibacter 2.36E-05 4.19E-06 4.83E-06 2.53E-06 0.009429 [0.18497
f Rikenellaceae ;g Rikenella 0.000174023 |1.66E-05 6.61E-05 2.27E-05 0.009467 {0.18497
f _Unclassified:a _Chloracidobacterium 1.94E-06 5.07E-07 0 0 0.009551 [0.18497
f_Rhizobiaceae;q Agrobacterium 3.60E-06 1.13E-06 1.25E-05 2.06E-06 0.009632 {0.18497
f_Desulfobacteraceae ;0 Desulfatibacillum 1.19E-05 1.16E-06 3.68E-06 1.85E-06 0.009856 [0.18497
f Ectothiorhodospiraceae ;g Ectothiorhodospira 1.20E-06 3.19E-07 0 0 0.010072 [0.18497
f_Desulfovibrionaceae :0 _Desulfovibrio 0.000180012 |5.44E-06 8.99E-05 2.34E-05 0.0102 0.18497
f_Leptotrichiaceae ;0 Leptotrichia 5.51E-05 1.98E-06 4.48E-05 1.90E-06 0.010321 [0.18497
f__Porphyromonadaceae .0 _Sanguibacteroides 7.13E-05 8.81E-06 2.63E-05 8.29E-06 0.010446 [0.18497
f__Myxococcaceae ;g Myxococcus 1.90E-06 8.96E-07 6.37E-06 8.10E-07 0.010622 |0.18497
f_Nitrospiraceae ;0 _Candidatus Maanetobacterium 6.69E-07 4.22E-07 9.09E-06 2.25E-06 0.010756 [0.18497
f Flammeovirgaceae;g Fulvivirga 4.61E-05 8.67E-06 9.76E-06 4.72E-06 0.010795 |0.18497
f Hymenobacteraceae :a Pontibacter 8.72E-05 1.27E-05 3.89E-05 3.48E-06 0.010876 |0.18497
f_Methylococcaceae :q Methyloglobulus 2.31E-06 5.20E-07 3.05E-07 1.72E-07 0.010914 |0.18497
f_Flavobacteriaceae ;0 Psychroflexus 2.71E-05 2.28E-06 1.20E-05 3.42E-06 0.010952 |0.18497
f_Rhodobacteraceae:q Phaeobacter 7.49E-06 1.95E-06 3.67E-07 1.11E-07 0.01099 0.18497
f_Rikenellaceae:q Millionella 0.00022548 1.08E-05 0.000107488 3.07E-05 0.011198 [0.18497
f_Chitinophagaceae ;0 _Niabella 9.52E-05 1.70E-05 2.71E-05 8.08E-06 0.011363 |0.18497
f_Archaeoglobaceae :a _Archaeoalobus 9.48E-07 4.87E-07 3.31E-06 4.43E-07 0.011633 |0.18497
f_Saccharospirillaceae:q Reinekea 1.53E-06 2.93E-07 3.02E-07 1.82E-07 0.011759 |0.18497
f Halomonadaceae ;0 Candidatus Carsonella 1.27E-06 3.34E-07 5.94E-08 5.94E-08 0.011797 [0.18497
f_Unclassified:a Thermosulfidibacter 0 0 2.35E-06 6.60E-07 0.011888 |0.18497
f_Chitinophagaceae :q _Flavisolibacter 2.00E-05 4.56E-06 3.03E-06 1.36E-06 0.011926 |0.18497
f_Flavobacteriaceae;q Algibacter 1.49E-05 2.76E-06 4.80E-06 6.38E-07 0.011964 |0.18497
f Lachnospiraceae :a Eisenberaiella 0.00017781 9.57E-06 6.82E-05 2.93E-05 0.012003 |0.18497
f_Piscirickettsiaceae ;a0 _Sulfurivirga 3.61E-06 8.94E-07 3.91E-07 1.33E-07 0.012041 |0.18497
f_Cyclobacteriaceae :a Cyclobacterium 5.06E-05 3.16E-06 2.02E-05 7.96E-06 0.012248 |0.18497
f_Thermoanaerobacteraceae:q Moorella 1.75E-05 1.44E-06 2.94E-05 3.04E-06 0.012329 |0.18497
f_Erysipelotrichaceae :a Merdibacter 3.61E-05 3.72E-06 1.20E-05 5.72E-06 0.012413 |0.18497
f_Flavobacteriaceae ;q Aquimarina 7.17E-05 9.03E-06 3.00E-05 7.67E-06 0.012495 0.18497




f Rhodobiaceae:q Tepidicaulis 2.77E-06 4.02E-07 7.93E-07 3.97E-07 0.012575 |0.18497
f _Balneolaceae ;0 Gracilimonas 4.93E-08 4.93E-08 1.94E-06 5.43E-07 0.013 0.188797
f Chromobacteriaceae ;0 Jeongeupia 6.42E-06 1.67E-06 5.60E-07 2.42E-07 0.013082 [0.188797
f_Methylococcaceae ;g Methylosarcina 1.81E-06 5.28E-07 0 0 0.013527 |0.190344
f Eubacteriaceae:q Anaerofustis 5.21E-05 2.16E-06 0.000110387 1.69E-05 0.013565 [0.190344
f__Acidaminococcaceae :q _Succinispira 7.37E-06 1.63E-06 1.49E-06 5.49E-07 0.013649 |0.190344
f Bacillaceae:a Salipaludibacillus 4.98E-07 4.98E-07 6.21E-06 1.60E-06 0.013687 |0.190344
f_Selenomonadaceae:q Anaerovibrio 3.52E-05 7.69E-06 6.18E-05 1.38E-06 0.013853 |0.190916
f_Prolixibacteraceae :q Draconibacterium 0.000214685 |3.11E-05 8.68E-05 2.12E-05 0.014015 [0.191424
f__Ruminococcaceae ;g Adgathobaculum 0.000265862 |1.32E-05 0.000110439  |4.41E-05 0.014223 0.191942
f Rhodospirillaceae:a Oceanibaculum 6.10E-06 3.78E-07 2.07E-06 1.13E-06 0.014304 |0.191942
f Erwiniaceae:q Phaseolibacter 0 0 7.18E-07 2.15E-07 0.014576 |0.193899
f Debaryomycetaceae ;a Yamadazyma 3.30E-07 9.95E-08 0 0 0.014962 [0.19425
f_Micromonosporaceae ;0 _Catenuloplanes 1.28E-06 8.19E-07 6.13E-06 1.22E-06 0.015135 |0.19425
f _Unclassified:a _Leptothrix 1.43E-06 4.34E-07 0 0 0.015265 |0.19425
f_Opitutaceae ;0 Cephaloticoccus 2.92E-06 8.01E-07 2.40E-07 1.62E-07 0.01539 |0.19425
f Barnesiellaceae :a Barnesiella 0.001874033 10.000190114 0.000808768 0.000262859 0.015481 |0.19425
f_Lactobacillaceae :q Pediococcus 3.08E-06 9.41E-07 1.43E-05 3.29E-06 0.015519 [0.19425
f Nostocaceae:q Richelia 1.53E-06 4.70E-07 0 0 0.015937 [0.19425
f_Myoviridae:q Cp8virus 1.31E-06 4.03E-07 0 0 0.015975 |0.19425
f Desulfobacteraceae :0 Desulfococcus 1.23E-05 3.33E-06 1.29E-06 6.74E-07 0.016102 [0.19425
f Cytophagaceae:q Emticicia 4.07E-05 9.04E-06 1.07E-05 2.27E-06 0.01614 0.19425
f Acetobacteraceae:a Gluconobacter 1.44E-06 4.49E-07 0 0 0.016179 [0.19425
f _Carnobacteriaceae ;0 _Alkalibacterium 1.81E-05 1.25E-06 2.75E-05 2.63E-06 0.016217 [0.19425
f Cyclobacteriaceae :a Echinicola 1.64E-05 2.60E-06 5.44E-06 2.23E-06 0.016297 [0.19425
f__Enterococcaceae ;0 Vagococcus 5.08E-06 1.27E-06 6.40E-07 5.64E-07 0.016423 [0.19425
f Cyclobacteriaceae :0 Algoriphagus 0.000140151 |1.42E-05 5.90E-05 2.12E-05 0.016507 [0.19425
f_Enterococcaceae ;a0 _Enterococcus 0.0002502 2.31E-06 0.000453796 6.41E-05 0.016818 |0.196331
f Selenomonadaceae :a Selenomonas 0.000316382  |8.93E-06 0.000680203 0.000114873 0.016987 |0.196331
f_Porphyromonadaceae .0 Petrimonas 0.000216136  |1.19E-05 9.67E-05 3.60E-05 0.017069 |0.196331
f Methanobacteriaceae:a Methanobacterium 3.26E-05 7.20E-06 9.74E-05 1.94E-05 0.017243 [0.19685
f_Odoribacteraceae;q Butyricimonas 0.001901956 |9.56E-05 0.000952319  |0.000290101 0.017639 |0.198801
f Flavobacteriaceae:a Cloacibacterium 3.00E-05 7.74E-06 5.36E-06 2.15E-06 0.018164 [0.198801
f_Desulfohalobiaceae :0 Desulfonatronovibrio 9.88E-06 1.70E-06 4.23E-06 7.20E-07 0.018244 |0.198801
f Sneathiellaceae:a Sneathiella 1.33E-06 4.34E-07 0 0 0.018282 [0.198801
f_Flavobacteriaceae ;q _Salegentibacter 3.59E-05 6.02E-06 1.32E-05 4.39E-06 0.018366 |0.198801
f Methanoregulaceae ;0 Methanosphaerula 1.79E-06 5.89E-07 0 0 0.01849 [0.198801
f_Neisseriaceae:q Alysiella 1.53E-06 4.39E-07 1.69E-07 9.64E-08 0.018581 |0.198801
f Hyphomonadaceae :a Maricaulis 1.39E-07 1.39E-07 1.37E-06 3.84E-07 0.018711 |0.198801
f_Peptostreptococcaceae ;a _Clostridioides 0.000170339 |1.12E-05 0.000337173 _ |5.41E-05 0.018749 |0.198801
f Rikenellaceae:a Mucinivorans 0.000426894 |4.12E-05 0.000212596 5.85E-05 0.019033 |0.198801
f_Flavobacteriaceae ;0 _Spongiibacterium 3.53E-07 3.53E-07 2.03E-06 4.38E-07 0.019117 |0.198801
f_Pasteurellaceae ;g Rodentibacter 1.72E-05 3.74E-06 5.23E-06 1.41E-06 0.019155 |0.198801
f_Marinilabiliaceae .0 _Saccharicrinis 2.55E-05 3.07E-06 1.04E-05 3.99E-06 0.019194 |0.198801
f_Prolixibacteraceae ;0 Sunxiuginia 0.000120171 |1.64E-05 5.41E-05 1.51E-05 0.019535 |0.198801
f_Sclerotiniaceae ;0 Botrytis 0 0 1.00E-05 3.38E-06 0.019573 |0.198801
f_Lactobacillaceae ;g Lactobacillus 0.000240399  |3.21E-06 0.000438868  |6.69E-05 0.019612 |0.198801
f_Crocinitomicaceae ;0 _Crocinitomix 3.55E-05 7.86E-06 9.15E-06 4.17E-06 0.019909 |0.198801
f_Clostridiaceae ;g Clostridiisalibacter 3.72E-05 1.05E-06 1.58E-05 7.17E-06 0.020213 |0.198801
f_Carnobacteriaceae ;0 Desemzia 1.11E-06 4.43E-07 3.59E-06 7.22E-07 0.020293 |0.198801
f _Unclassified;g Hydrogenimonas 1.49E-06 5.09E-07 0 0 0.020331 |0.198801
f_Cyclobacteriaceae ;0 Belliella 1.56E-05 2.67E-06 5.48E-06 2.19E-06 0.020415 |0.198801
f Flavobacteriaceae;g Mesonia 2.09E-05 5.49E-06 4.53E-06 1.22E-06 0.020683 |0.198801
f_Tannerellaceae :q Parabacteroides 0.007361119 |0.000647167 0.003581468 0.001127887 0.020893 |0.198801
f Actinomycetaceae ;g Varibaculum 3.44E-05 4.24E-06 1.51E-05 5.16E-06 0.021287 |0.198801
f_Flavobacteriaceae ;0 Tenacibaculum 6.25E-05 4.94E-06 2.93E-05 1.04E-05 0.021371 |0.198801
f Hyphomonadaceae ;g Robiginitomaculum 2.85E-06 8.73E-07 7.16E-06 1.22E-06 0.021409 |0.198801
f_Porphyromonadaceae ;0 _Porphyromonas 0.001197301 |9.51E-05 0.000615863 0.000178246 0.021447 |0.198801
f_Odoribacteraceae ;g Odoribacter 0.001483515  |0.000171947 0.000713218  [0.000205255 0.021531 |0.198801
f_Spirochaetaceae .0 Marispirochaeta 1.70E-05 2.58E-06 6.49E-06 2.60E-06 0.021657 |0.198801
f Gemmataceae;q Zavarzinella 9.55E-07 4.78E-07 4.39E-06 1.10E-06 0.021737 |0.198801
f_Unclassified:a _Candidatus Symbiothrix 0.000242518 |7.05E-06 0.000157629  |2.87E-05 0.021775 |0.198801
f__Sporomusaceae ;g Pelosinus 1.89E-05 2.78E-06 4.02E-05 6.89E-06 0.021859 |0.198801
f_Vibrionaceae:a Grimontia 2.63E-06 9.17E-07 0 0 0.022029 |0.198801
f__Pseudonocardiaceae ;g _Actinokineospora 2.22E-07 2.22E-07 3.16E-06 1.00E-06 0.022067 |0.198801
f _Sporomusaceae :0 _Anaeromusa 2.29E-05 4.73E-06 6.64E-06 3.17E-06 0.022144 |0.198801
f Methylophilaceae ;g Methylophilus 1.73E-06 4.81E-07 2.21E-07 2.21E-07 0.022225 [0.198801
f_Schizoporaceae :0 _Schizopora 4.08E-06 1.14E-06 6.88E-07 3.46E-07 0.022362 |0.198801
f_Flavobacteriaceae ;g Capnocytophaga 0.000292611 |2.83E-05 0.000171319 3.18E-05 0.022485 |0.198801
f_Neisseriaceae ;0 _Amantichitinum 1.02E-06 3.04E-07 1.08E-07 1.08E-07 0.022696 |0.198801
f_Siphoviridae ;g Sextaecvirus 1.08E-06 8.29E-07 5.56E-06 1.35E-06 0.022823 |0.198801
f__Svnechococcaceae ;0 _Dactylococcopsis 1.71E-06 5.89E-07 3.93E-08 3.93E-08 0.022905 |0.198801
f Myoviridae ;g Msw3virus 2.50E-08 2.50E-08 2.51E-06 8.78E-07 0.022943 10.198801
f_Deferribacteraceae ;:a _Geovibrio 4.37E-06 1.20E-06 7.36E-07 4.75E-07 0.023021 |0.198801
f Alteromonadaceae ;g Alteromonas 6.86E-06 1.96E-07 1.33E-05 2.28E-06 0.023194 [0.198801
f_Choanephoraceae :a _Choanephora 0 0 1.74E-06 6.22E-07 0.023321 |0.198801
f_Sporomusaceae ;g Anaerosporomusa 1.69E-05 2.05E-06 6.54E-06 3.09E-06 0.023451 |0.198801
f_Methanosarcinaceae :a _Methanolobus 4.47E-06 7.21E-07 2.00E-06 5.09E-07 0.023529 |0.198801
f Unclassified;a Candidatus Izimaplasma 7.76E-05 1.85E-05 0.000166519 2.60E-05 0.023699 |0.198801
f_Peptoniphilaceae:q Anaerococcus 2.79E-05 4.62E-06 4.25E-05 2.54E-06 0.023782 |0.198801
f Chlorobiaceae;q Chlorobaculum 8.95E-06 2.75E-06 1.26E-06 4.00E-07 0.024132 |0.200633
f_Hyphomicrobiaceae ;0 _Cucumibacter 0 0 6.88E-07 2.50E-07 0.024526 |0.202393
f_Rhodobacteraceae;g Maribius 1.62E-06 5.90E-07 0 0 0.024608 |0.202393
f _Unclassified:a _Candidatus Vecturithrix 1.05E-05 2.05E-06 1.79E-05 1.76E-06 0.024917 |0.203061
f_Halobacteriaceae;q Haladaptatus 1.01E-06 5.11E-07 3.10E-06 5.65E-07 0.024955 |0.203061
f_Sphingobacteriaceae ;0 _Solitalea 5.69E-05 1.76E-05 7.92E-06 3.90E-06 0.02526  |0.203684
f_Flavobacteriaceae ;g Galbibacter 5.95E-06 1.48E-06 1.26E-06 8.94E-07 0.025298 |0.203684
f_Porphyromonadaceae ;a0 _Lascolabacillus 7.99E-05 1.80E-05 2.72E-05 7.41E-06 0.025589 |0.204949
f Leptospiraceae ;g Turneriella 1.50E-06 2.03E-08 6.26E-07 3.26E-07 0.026118 |0.206564
f Eaqaerthellaceae ;:a Gordonibacter 4.92E-05 8.57E-06 9.01E-05 1.26E-05 0.026156 |0.206564
f_Leaionellaceae ;g Legionella 1.55E-05 2.97E-06 6.77E-06 1.31E-06 0.026331 |0.206564
f__Eaaerthellaceae ;0 _Cryptobacterium 4.13E-06 8.02E-07 1.72E-05 4.86E-06 0.026784 [0.206564
f_Flavobacteriaceae ;q Gaetbulibacter 8.76E-06 1.83E-06 2.88E-06 1.25E-06 0.026911 |0.206564
f_Prevotellaceae :q Prevotella 0.040816396  |0.00162042 0.023349739 0.00640132 0.027119 |0.206564
f_Desulfobacteraceae ;g Candidatus Magnetomorum 9.01E-06 2.83E-06 1.33E-06 6.85E-07 0.02729 |0.206564
f_Bacillaceae:q Amphibacillus 1.03E-05 3.78E-06 2.05E-05 7.31E-07 0.027371 |0.206564
f_Prolixibacteraceae:q Prolixibacter 8.51E-05 2.14E-05 2.47E-05 8.35E-06 0.027494 |0.206564
f Flavobacteriaceae ;0 Wenyingzhuangia 1.74E-05 2.70E-06 8.82E-06 1.87E-06 0.027532 [0.206564
f_Thermodesulfobacteriaceae ;0 Thermosulfurimonas 5.08E-06 1.40E-06 1.39E-06 6.70E-08 0.027708 |0.206564
f _Unclassified:a Pseudohonaiella 1.13E-06 4.30E-07 0 0 0.027746 [0.206564
f_Porphyromonadaceae ;0 _Fermentimonas 9.40E-05 1.27E-05 4.39E-05 1.43E-05 0.027784 |0.206564
f Colwelliaceae ;0 Thalassotalea 2.99E-06 1.01E-06 2.82E-07 2.17E-07 0.027875 |0.206564
f_Flavobacteriaceae ;0 _Lutibacter 9.39E-05 1.61E-05 4.25E-05 1.12E-05 0.027913 |0.206564
f Coleofasciculaceae :a Geitlerinema 6.70E-07 2.56E-07 0 0 0.027951 [0.206564
f_Solibacteraceae ;0 Candidatus Solibacter 8.64E-07 2.08E-07 2.45E-06 5.74E-07 0.028456 |0.209281
f_Peptostreptococcaceae :a _Paeniclostridium 6.86E-05 1.34E-06 0.000225249 6.02E-05 0.028684 |0.20995
f_Cryomorphaceae :g Owenweeksia 3.79E-05 7.81E-06 1.49E-05 4.14E-06 0.028859 |0.210226




f Rhodobacteraceae :a Pannonibacter 1.18E-06 3.57E-07 1.64E-07 1.64E-07 0.029124 [0.211149
f _Methanomicrobiaceae :0 Methanofollis 2.98E-06 1.06E-06 2.01E-07 2.01E-07 0.029306 |0.211468
f Bacillaceae:a Bacillus 0.001816245 10.000396949 0.092243501 0.035257906 0.029609 |0.212306
f Haloferacaceae:q Halobellus 1.43E-06 3.01E-07 2.98E-06 5.26E-07 0.0297 0.212306
f Cytophagaceae;a Runella 2.28E-05 3.08E-06 1.29E-05 2.34E-06 0.029871 |0.212537
f_Synergistaceae ;a Aminomonas 3.57E-06 8.81E-07 9.22E-07 5.57E-07 0.030179 |0.212951
f Peptostreptococcaceae ;0 Asaccharospora 7.65E-06 1.23E-06 1.78E-05 3.82E-06 0.030217 |0.212951
f_Rickettsiaceae ;0 Rickettsia 8.62E-06 8.24E-07 3.98E-06 1.63E-06 0.030347 0.212951
f_Chitinophagaceae :q Sediminibacterium 1.51E-05 4.35E-06 3.65E-06 1.22E-06 0.0308 0.214742
f_Pasteurellaceae:q Chelonobacter 4.18E-06 1.36E-06 6.01E-07 3.66E-07 0.030883 |0.214742
f Methylothermaceae ;a Methvlohalobius 1.45E-06 5.83E-07 0 0 0.031895 [0.220778
f_Rhodospirillaceae ;0 Thalassospira 3.76E-05 7.04E-06 1.32E-05 6.83E-06 0.032113 |0.221286
f_Yersiniaceae:a Ewingella 5.14E-08 5.14E-08 7.11E-07 2.62E-07 0.032627 |0.223411
f_Marinifilaceae ;0 Marinifilum 6.96E-05 1.89E-05 1.96E-05 7.43E-06 0.032838 |0.223411
f_Spirochaetaceae .a _Alkalispirochaeta 3.17E-06 4.85E-07 1.94E-06 1.26E-07 0.032922 [0.223411
f Bacteroidaceae;q Bacteroides 0.133964951 |0.010246608 0.071565603  |0.02322556 0.033006 |0.223411
f Bacteroidaceae;g Anaerorhabdus 0.000158152 |2.58E-05 6.26E-05 2.91E-05 0.033174 [0.22356
f_Bacillaceae:q Salibacterium 2.23E-06 1.76E-06 1.11E-05 3.15E-06 0.033722 |0.224783
f Acidobacteriaceae :a Acidobacterium 1.62E-06 1.87E-07 6.67E-07 3.40E-07 0.03376  [0.224783
f_Oceanospirillaceae ;.0 _Marinobacterium 1.23E-06 3.65E-07 3.99E-06 1.07E-06 0.033926 |0.224783
f Streptomycetaceae:q Kitasatospora 2.24E-06 5.34E-07 6.79E-06 1.79E-06 0.034216 |0.224783
f Rhodobiaceae:aq Afifella 1.76E-06 4.18E-07 4.06E-07 3.71E-07 0.034518 |0.224783
f Methanomassiliicoccaceae :a Candidatus Methanomethvlophilus 4.79E-05 1.54E-05 8.98E-06 4.58E-06 0.034556 [0.224783
f _Unclassified:a Candidatus Azobacteroides 7.82E-06 2.63E-06 1.00E-06 1.00E-06 0.034731 |0.224783
f Tannerellaceae:a Tannerella 0.000957134 10.000153259 0.000444847 0.000146239 0.034903 |0.224783
f_Desulfomicrobiaceae :a Desulfomicrobium 5.60E-06 1.91E-06 7.65E-07 6.02E-07 0.034941 |0.224783
f Unclassified:a Fenollaria 5.57E-06 1.87E-06 8.87E-07 5.30E-07 0.035151 |0.224783
f_Thiotrichaceae :q Beqgiatoa 8.22E-06 1.85E-06 3.36E-06 7.98E-07 0.035189 |0.224783
f_Neisseriaceae :0 _Snodarassella 5.02E-06 1.02E-06 1.78E-06 8.76E-07 0.035227 [0.224783
f_Succinivibrionaceae ;:a _Ruminobacter 2.68E-05 1.01E-06 1.37E-05 5.38E-06 0.035266 |0.224783
f Thermoanaerobacterales Family I11. Incertae Sedis;a Thermovenabulum 1.75E-06 9.02E-07 7.03E-06 2.02E-06 0.035842 [0.226686
f__Fusobacteriaceae ;:a Psychrilyobacter 2.73E-06 9.50E-07 4.53E-07 1.20E-07 0.035881 |0.226686
f Listeriaceae:q Listeria 4.65E-05 5.59E-06 0.000145294 4.13E-05 0.036009 |0.226686
f_Chamaesiphonaceae ;0 Chamaesiphon 9.74E-07 4.12E-07 0 0 0.036312 |0.227517
f Hyphomicrobiaceae :a Filomicrobium 2.54E-06 7.48E-07 6.19E-07 3.20E-07 0.036529 [0.227517
f_Veillonellaceae :a Veillonella 8.22E-05 8.05E-06 0.000287861  |8.67E-05 0.036659 |0.227517
f Flavobacteriaceae :a Seonamhaeicola 1.36E-05 3.80E-06 3.69E-06 1.85E-06 0.037025 [0.227517
f _Balneolaceae ;g Aliifodinibius 7.72E-06 1.15E-06 3.06E-06 1.62E-06 0.037064 |0.227517
f Lachnospiraceae:a Lachnoanaerobaculum 5.18E-05 5.41E-06 3.59E-05 4.06E-06 0.037102 [0.227517
f_Rhodobacteraceae ;a0 _Jannaschia 1.15E-06 3.36E-07 2.13E-07 2.13E-07 0.037182 |0.227517
f Rhodospirillaceae :a Maanetospirillum 2.90E-05 6.81E-06 1.23E-05 2.12E-06 0.037348 |0.227622
f Cytophagaceae ;0 Spirosoma 8.05E-05 1.03E-05 5.14E-05 6.99E-06 0.037986 |0.230596
f Thermoanaerobacterales Family I11. Incertae Sedis ;g Thermosediminibacter 3.14E-06 6.70E-07 8.50E-06 2.20E-06 0.038293 |0.23103
f_Ectothiorhodospiraceae :a _Halorhodospira 2.03E-06 1.80E-07 5.93E-07 5.93E-07 0.03842 [0.23103
f_Ustilaginaceae ;g Ustilago 0 0 2.67E-06 1.15E-06 0.038511 [0.23103
f_Bacillaceae:q Anoxybacillus 3.13E-05 1.09E-05 0.00020641 7.50E-05 0.039082 |0.233537
f Flammeovirgaceae;q Fabibacter 1.89E-05 6.46E-06 3.50E-06 1.75E-06 0.039255 |0.233663
f_Natrialbaceae ;:a Natronorubrum 0 0 6.37E-07 2.77E-07 0.039601 |0.2347
f Flavobacteriaceae;q Bizionia 2.52E-05 9.35E-06 3.43E-06 1.49E-06 0.039809 {0.2347
f_Sordariaceae:q Sordaria 0 0 3.61E-06 1.58E-06 0.03989 |0.2347
f _Clavicipitaceae ;g Metarhizium 6.87E-08 6.87E-08 9.21E-06 4.00E-06 0.04011  |0.235089
f_Unclassified:a Neofamilia 4.89E-06 3.34E-07 2.62E-06 9.39E-07 0.040288 |0.23523
f_Unclassified;g Ndongobacter 1.34E-05 1.83E-06 6.15E-06 2.60E-06 0.04055 |0.235865
f_Pseudobacteriovoracaceae ;:a _Pseudobacteriovorax 7.01E-06 1.63E-06 2.30E-06 1.28E-06 0.041132 |0.237901
f_Unclassified;g _Sulfurovum 1.03E-05 2.97E-06 3.15E-06 1.00E-06 0.041212 |0.237901
f_Svnergistaceae:q Cloacibacillus 8.18E-05 7.98E-06 4.45E-05 1.45E-05 0.041608 [0.23818
f Chromatiaceae;q Thiohalocapsa 1.70E-06 7.20E-07 7.31E-08 7.31E-08 0.041689 |0.23818
f_Actinomycetaceae :0 _Actinobaculum 0 0 2.73E-06 1.21E-06 0.041727 [0.23818
f_Erysipelotrichaceae ;g Solobacterium 3.59E-05 3.63E-06 7.93E-05 1.90E-05 0.042124 10.238629
f_Cyclobacteriaceae ;0 _Lunatimonas 4.94E-06 1.27E-06 1.77E-06 6.18E-07 0.042162 |0.238629
f_Bacillaceae;q Terribacillus 7.45E-06 2.65E-06 6.08E-05 2.37E-05 0.042421 10.238629
f__Ruminococcaceae ;q _Papillibacter 0.000307285 |2.15E-05 0.000144862 6.93E-05 0.042504 |0.238629
f__Aerococcaceae ;g Eremococcus 4.12E-06 4.84E-07 9.87E-06 2.52E-06 0.042586 |0.238629
f Kosmotogaceae :q _Kosmotoga 5.62E-06 1.02E-06 1.60E-06 1.49E-06 0.043155 [0.23875
f_Coriobacteriaceae ;g Olequsella 2.28E-06 3.61E-07 1.35E-06 2.09E-07 0.043193 0.23875
f _Ruminococcaceae ;0 _Sporobacter 0.0006793 5.27E-05 0.000363547 0.000132284 0.043328 [0.23875
f Unclassified;q Thermoflexibacter 6.04E-05 2.27E-05 9.13E-06 4.52E-06 0.043452 {0.23875
f__Cvtophagaceae .0 _Ohtaekwanagia 2.06E-05 6.95E-06 4.69E-06 1.77E-06 0.043578 [0.23875
f_Selenomonadaceae ;g Centipeda 1.10E-06 7.26E-07 3.97E-06 1.08E-06 0.043802 |0.23875
f_Enterobacteriaceae .0 Enterobacter 2.91E-06 6.57E-07 7.29E-06 1.87E-06 0.043928 [0.23875
f Tolypothrichaceae ;g Hassallia 2.21E-05 8.33E-06 3.49E-06 1.13E-06 0.044009 |0.23875
f_Nitrosomonadaceae :a _Nitrosomonas 2.75E-05 8.26E-06 8.71E-06 2.12E-06 0.044345 [0.23875
f_Streptococcaceae ;g _Streptococcus 0.000266195 |2.48E-05 0.000353067 3.07E-05 0.044384 |0.23875
f_Flavobacteriaceae ;0 Croceitalea 1.51E-06 6.60E-07 5.30E-08 5.30E-08 0.044475 [0.23875
f_Paenibacillaceae;q Cohnella 6.19E-05 1.26E-05 0.000124991  |2.59E-05 0.044552 {0.23875
f_Enterococcaceae ;a0 _Bavariicoccus 5.59E-06 2.08E-06 8.93E-07 5.01E-07 0.044636 [0.23875
f_Rhodobacteraceae ;g Donghicola 1.01E-06 4.45E-07 3.45E-08 3.45E-08 0.045145 0.239997
f_Bernardetiaceae .0 _Hugenholtzia 3.78E-05 9.93E-06 1.34E-05 5.11E-06 0.045183 |0.239997
f Caldilineaceae;q Litorilinea 2.57E-06 6.86E-07 7.97E-07 4.45E-07 0.045758 [0.241631
f_Flavobacteriaceae ;0 Bergevella 2.03E-05 5.27E-06 6.80E-06 3.37E-06 0.045883 |0.241631
f_Sordariaceae ;g Neurospora 0 0 8.84E-06 4.09E-06 0.045964 |0.241631
f_Halococcaceae:a Halococcus 4.89E-07 4.89E-07 2.29E-06 6.86E-07 0.046546 |0.242391
f__Peptococcaceae ;g Desulfotomaculum 0.000122808 |4.56E-06 0.000203325 3.73E-05 0.046628 |0.242391
f _Rhodobacteraceae :a Oceanicella 6.60E-07 2.57E-07 8.21E-08 8.21E-08 0.046709 |0.242391
f_Ophiostomataceae;q Sporothrix 0 0 4.86E-06 2.28E-06 0.046933 |0.242391
f _Ruminococcaceae ;0 Massilimaliae 0.000563335 |3.60E-05 0.000284571 0.000125872 0.047054 |0.242391
f Rickettsiaceae ;g Orientia 9.93E-07 4.66E-07 0 0 0.047134 |0.242391
f Kosmotogaceae:q Mesotoga 9.05E-06 5.51E-07 5.94E-06 1.36E-06 0.047218 |0.242391
f_Flavobacteriaceae ;g Olleva 7.57E-06 3.08E-06 9.67E-07 4.20E-07 0.04743 ]0.242663
f_Rhizobiaceae ;:a Neorhizobium 0 0 9.48E-07 4.48E-07 0.047691 [0.242963
f _Propionibacteriaceae ;a0 Acidipropionibacterium 1.11E-06 5.18E-07 5.12E-06 1.82E-06 0.047864 |0.242963
f _Alcaligenaceae ;a Pelistega 1.23E-06 2.67E-07 3.89E-07 2.95E-07 0.048086 [0.242963
f _Gemmataceae;q Gemmata 1.46E-05 3.57E-06 5.56E-06 2.34E-06 0.048124 |0.242963
f_Colwelliaceae ;0 Thalassomonas 3.97E-08 3.97E-08 2.64E-06 1.24E-06 0.048622 [0.244671
f _Rhodobacteraceae:q _Litoreibacter 3.40E-06 9.67E-07 1.03E-06 5.92E-07 0.049735 |0.249227
f_Gallionellaceae:q Gallionella 9.92E-07 4.76E-07 0 0 0.049859 [0.249227




Supplemental Table S8: Al fecal metabolites detected by LC-MS/MS.

Compound ID Name Other_name(Kegg name) Formula_ Molecular weight | RT [min] m/z Al C1 Al C2 Al C3 Al C4 Al CS All C6. Al W1 Al W2 Al W3 All_ W4 Al WS Al W6 Al QC Al QC2 All QC3
Com 34 neg Dodecancdioie acid Cii208 To15142 | 6761 [T50.14a03] STarsiann | Toass0n | F1921eS | F10166535 | 363601958 | 0702461 | 001939613 | T2 1712817 | 04005005 | 11280999 | 31 L39mseol | Z43s500759 | Tra05se019 | F013130578 | Bo0srorsa
Choli sids Cholac:
3alpha,Talpha, 12alpha-
Com_37_neg Cholicacid Trbydroxy-Sheta-cholnate; | C24H40 05 asasTiz | 7sse [amamsa| sTsTasTes) | axmionsis | 100197187 | 1257830206 | S26753941 | Ssi78s0672 | o4ssonndss | 1224566231 | Te0a72 | 1807327223 | 13SSI0SH90 | 1259114549 | 9395526451 | 0487513605 | 8866530755
3alpha,Talpha, 12alpha-
alpha,alpha-Trehalose;
Com_145_neg aTrehalose alphaalph-Trehaloses | C12H22011 M2119 | 1366 [ 411087 | 1911456321 | 774838619 | 159785542 | 101174838 | 264561374 | J0STISOMSN | 1742462781 | 482312085 | ADMESSIGTA | 1206830R2 | GITTO3SIAS | 2534096373 | 198747495 | 2627615006 | 240001627
Trshalose
Com 203 nex | DL CoTn03 ToG06777 | 5701 | 1608536 | TSST9TE15 | ITS09580 77 | Z0Seaoei T3 | A0SR S | RIS | STesaet s | STy | e i | TeTieee s | SO | I | 0o | FeseT | STy | ARl
S Cane g,
Com 25 e Sueose e LD | cnzon sane | vass [saiosss| omoirr | oo | e | memoxs | aoinn | e | ersoss | weormorss | nsseier | msimssiss | anona | amies | imessio | ioesoss | 1mssel0s
Com_279_neg Salicylic acid Salicylate; o- CTH603 138.03149 sss1|137.02420| 1754043153 | 161665417 | 1179420412 | 1056038526 | 1581990164 | 122005899.8 | 99357100.97 | 1116669924 | 2850196584 | 2796356955 | 1530214062 | 1224577235 | 1432175222 | 1424518095 | 1435812818
“Adipat: Adipic s
Com_306 _neg Adipic acd Hexancdioat; Hexan-16- | C6H1004 60572 | 5236 [14505049| 8510985006 | 82192711 | 1494246358 | 1657303036 | BATSTILTS | O0RORA2LS1 | 2SO | 24RTEST | 261978055 | 189257556 | 003127369 | II6IMNAT | 169146TAS | 1766890769 | 1716439141
dicarboxyte
Com 310 ner — CTiiE0 To0 0753 TR0 TESOR7T | ST | e | ot | psn | apved | st | sggos | Gt | Teuniols | Tssioes | omios
Com 594 neg ()-GQuinie acid = CTiii206 19206317 0 1593236676 | 160333 10.1 | 90376057.13 | 1355016719 | 25048 311 | 107520530 | 712607508 S0607256.41 | 0630767134 | 133647554
Com 475 ney = CTitizo4 6007527 L TS5 3 570 M SN M 5520006556 | 7152040545
Suberc R Cork ot T
Com 555 e Subercacid o ounetioie s | a4 vaossss | 5o | 17s0sis | assesiona | 1msies | woisissa | ssowsoa | 16070 | 150s0s0ns | exwosson | w50 | miomesta | oo | s | aeisios | oswena | 0sisosess | 106003573
Glarat; Glutar acid;
Com_ 595 nee Gluric acid Pentanedioic acid 13- CsHs04 1320006 | 4712 [13103496] 2451322072 | 1495562106 | 1150625338 | 1597640754 | 1029563444 | 5094060163 | 137149666 | 57438 | 4424902765 | 4178702438 | 5254454233 | 8706044965 | 8993344058 | 0287Ia0556 | T0d07Is062
"
Com_638 nee L Glutamic acid LGhuamats 1< CsHINO4 1093 | 1309 | 14603 2IST6S | G00ST20041 | SIO0GIITIS | SS27IRA05 | SOTSTEITA | 8427102497 | 3400591108 | 1232269488 | SIT6IT0008 | 1114527577 | 3152289542 | loowsatia2 | e4ronswns | soenssos | 7sssisia
Com 717 nex - CSTROL 7o | iy o] svipn | swiorion | s | st | s | et | gwons | | o | s | s | s | e | i |
Com 721 ney - o la 06 s20omss | Low issonssomesun | owiaves [somion 2 | s o | w71 Iotsesast 1 ssoo2 | Sesoan o | s [oosins | oo | siimsto | desvim s | spraous s [ty
Com 74 ney CoHD N 06 2406907 24506204 |_S25009033.97 | 754305211 30015059 | 1440116559 | 5202061054 791 | ot 208 | 1583671007 | Tooass 1 555 150650066 | 222001907 | 2081324726 | 2368257590
Com 824 nea | 3 Cia04 Y s 3 T HE o A1 T 1 MRG58 S
Revverarol
Com_ 973 neg Resveratol Trnydroxystibene; rans- | CI411203 msors | 5906 |2707112] $7S1aSaae | 8636459165 | 8796265719 | 0315055734 | TSSO0STS.6S | TRASTROSS0 | S263661202 | SISTS6I | S6SI0S01 | STIO06TSAS | SISTONTI | 313805 | 6030682714 | 6612150365 | 601855586
Tomovanilte: Homovanie
Com_11S3neg | Homovanilic acid acid 3-Methoxy—4- Com0Oos 18205773 | 5235 [18105038| 6004125353 | 7790035230 | 803643064 | 730955492 | 4TI0S02227 | SIONMIN3S | 2342IK75 | 3ORI0AR | 068667 | 297806211 | 3062400061 | 2078487031 | 4805634538 | SI09062671 | SISTISITAD
Com_1207 neg | 2-Hydroxyphenylacetic acid | 211¥droxyphenylacctate; 2- C8HS 03 152.04704 5478 |151.03978| 5667469.649 | 690919514 | 6134270.434 | 6614160987 | 5407482373 | S163646.068 | 2040888331 | 48820470.88 | 5950806433 | 5563086207 | 1812640578 | 5459836398 | 2082823343 | 3533283737 | 3075135782
Com 139 g - Ceiiioor T | S| | eoR | TR | ST | TIads | STes | eoaiior | st | e | [ S| [ 5a09000.65 | 3606158744 | S0507T1A1 |
Com_1320_neg | B-D-Glucopyranuronic acid ﬂljm'b'r’mm"y"""m"m C6HI007 194,042 1474 5168591972 273937.8 5411268665 | 8865581.055 | 6405916.049 | 9452995215 | 63900699.8 | 7386426.002 7261297391 | 3901021497 | 9112000046 | 10343849.4 | 8574434.789
Com 1386 nex 2l - CSTROS (LS ) [ So0e0 57 | Se0SI0295 | S0l | Ty | SSeni s | ot | [ TIGI01S | TSSWA11697 | TSm0 9sl | Oamssorans | avsorsia | Fo0sssesd | Soeeenl |
Tiydronybenzoate; -
Com_1393 neg | >Hydroxybenzoic acid | Hydroxybenzoie acid: m- 7603 IR03I42 | Sd02 [13700420] 26473400 | 3154086514 | 3359540216 | 4027675744 | A0STSTITGN | 3213640302 | 3070536837 | 2SSSRI0RGS | 3274623449 | 4683025823 | 2029020109 | 45ISN3652 | 3342043834 | ISEI9KG | 3450465657
Com 1396 neg | &-Ribono-T-4-hctone - S 0s Taser | 2077 | ToUSTAIT 67 | DTTORTST08 | TITISIS 00 | d0s7osrod | { o7 s | esissoous | somens o0 | swoos o | tevorera | s s | gt | sy | mosaror | oz
Com 1513 neg | ()2(5-DIHIOME - Cisiiziof ETTSTI Y I551097.71 | 1419729525 | Te71992794 | 3058042257 208006957 | 4111574757 | 2082510725 | 3759587504 | 2686530144 | SIs0a608.15 | 23819545 | 2o090996.15 | 2171058166 | 2559561895
Com_1664_neg | 2,5-Dihydroxybenzaldehyde Gentisate aldehyde; 2.5 C7H603 138.03144 5303 |137.02419| 17857603.93 | 27092094.31 | 25006573.76 | 1939092591 | 19824507.63 | 23061800.28 | 4366212154 | 4567081434 | 50135876.55 | 20472007.07 | 4268153385 | 35178468.7 | 18077593.75 | 2797853847 | 2561070036
Com 1850 neg 5 Aviic 2l - CEROT TS707 | 56 |50 0007 | TTTio0s06 | 1 56 | TS0RoG | TSI T | a0 | SIS | [ TT56673635 | 3088 15 | ATRsisios | 7| ToSTe7ass | TGRS | eI |
Com 1573 ey DLMalic acid = Citio0s T54.02157 | 1545 [ 13501407 6585154035 | 0007510955 | 180455040 | ss3335a.152 | 12ods 1554 | 1126705759 | Swoswinsra 718475 {203 | eets o7 | monisd ol [ lupsedos | Hoessao7 | mivsoas
Com 1925 ey = CoH003 166.06274 | 5255 16508336 | 277912538 | 1 750625.16 | 11695691 44 | dessdsdo | s090550.158 | 0598036803 | 4607551755 | 103610179 | 15709589 85 | 14kt sa | 1508007457 | 1dvsirands | 1swrazraor 25507
D-Gcarate; D-Glocarc
Com 2138 neg D-Sacchuric acid S L Gulari skl D 611008 2005754 | 151420005001 196036793 | 1409637417 | 12539775 | 2557604246 | A412SLED | 28605909.17 | 2082170.446 | 1183899345 | 3463080461 | SS20028043 | 9641842308 | SESA602986 | 1303818614 1669450149
aid; Gieari]
com g | Lapwiern LAl At oo | i | o | vmows] s | sewssonn | sonessor | oo | s | sz | saionss | s | swsere | mvssont | oo | tswnass | swonss | swooie | s
Tohaopropsim:
2-sopropylmalate; 25)-
Com 2452 new | 2-sopropylmalic acid | acid: 2-sopropylmalic acid: CTHI205 176.06824 487 [ 175061 | 3253069592 | 42517390.61 | 2956014808 | 1226053318 | 3703125102 | 1230650549 | 6868404693 | 1146935742 | 687332951 | 1008991174 | 8838392750 | 1322648366 | 7674903702 | 9090552487 | 709322327
3-Carboxy-3-hydroxy.
methylpentanoate; 3
Capoxyer.
Chime: Ci 30 T
Com 2505 neg Cite acid propaneeio i .| CONSO7 10200688 | 2253 {19101961| 2010435864 | 1346701994 | 2080166974 | 215150913 | 3636001811 | 28251568 | 6730833429 | 1225150341 | 6724320631 | 513760325 | 5323945916 | 750230053 | 1230401425 | 1349108159 | 1275415209
L acid [ ! 1 1 | | B [ ! 1 1 1 1 |
[ Com 7567 ner Glicoric acid - 07 T 5 L o e R R | T 7 TTRGTTE | SOSONGE | GOeTaTe | TSGR0 | Toants | T0sosas
["Com 2656 ner = Co 1006 L3 1239726 | 2001982219 | 11108952 Jas7o108 01 1246328055 | 2600151577 | 135115455 | 1307120535 | 1485707749 | 1262105257
[Com 2660 neg Deon nosine = Tlo 2N 61 3013 i i s s | o ar 5903532.196 2808887, 166 | 8122150096 | 70680205 | 7206510.302 | 7042055836 | 6360500514
[“Com 328 new | NAcenLDL 5 - i O 1452 Tsoi0w3.1 | 12105919 | 1oaosas 71| 207515 109750755 st s |20 51 115031558 [ iowonsy 1 | i
[Com 3470 ney e Crite: Urc sl Csianios KTy DaSI57571 56 [ 23005836 | 1289714411 | T2391089.97 | 14579919,06 | 2254517308 | 1747534907 0072676 | 27530707 576,753 | 6702491230 | 1572146
["Com 3619 neg Thrconine — CitoN o3 308 11%.05067] 2577707545 | 2635021504 | 1155453.850 | 1108631102 | 1114104784 | 1010808201 NN N T 50K R 0 3 3 s 5
[ e B Cirnssnore | asasa | o [ss2ames] oo | 2ususas | tssosiazs | sonoso | onseno: | aonoes | somoe | i | oo | s | e | senss | s | e | oo
Com 4098 ey | 22D droxypropancie - C3H604 10602652 | 1474 | 10501926] 12260279.96 | 6751965778 | $714867.897 | 7528287048 | 1468868038 | 13690111 | 9770526752 | 120825644 | 1155440233 | 8474611787 | 1452583904 | 761739996 | 8619887329 | 1072604705 | 8801565374
Com 4156 eg Syitel Syfiol 08 TS060T | 1357 | TS06007| G700 7300 | Ga00n e | STSeeo 7T | S0 avno | GSEs0e sy | St | ATewISATS | TROsen | TTSSIATTAl | e | Taiesian | S | el | Gnias | G |
Com 4293 ey — CeioN oS 1750797 | 138 5 7150875.35 | 73020 2751 | 973598196 | 17137556 | 9571945, 5T | 03 35,451 | 4505172058 | 5148755 615 | 0577557964 | 5320471214 | 480199577 | 6I33290.365 | 7071924120 | 7
Com 4326 ney N-Acetylaline = CTHIENOF 150,054 | 4081 [158.08195 66740337 | 10362619.3% | T405523.66 | 1526109.17 | 16517 78020 057 | 5135176343 | 5431268 759 | o450 246 6954980 | T595619.125 §7563400i0
s Clrmamates s
Com 4412 neg | trns-Cinnamic acid Cinnamic acid (E)- conso2 10216 | 5S4 [1470074] 1626046078 | 1793072 | 1545584475 | 1303243720 | 1252050508 | 1274457106 | 9655969108 | 6130653731 | 8302066576 | 7070366515 | 661295718 | 581755906 | ossaraes | 103a0ssase | 13012775
a e
Com 468 ez D Fmctose - o8 W06 | Taw T | TR | GG | G | W65 67 | e | s | SOl | oanai | 10 | e | G | e st | Gt
Com 4811 neg Gunine Gmbe oG | csusnso | ision | 1w o] issosas | s | 2unsmsa | aewnerss | v | s | missosas [ iasosras | seseosiss | oossass | rossoroms | mmossoss | ammsas | siomosmo | s
Rutin; 3-[[6-O6-Deoxy-
alpha-L-mannopyranosyl)-
Com_S107_neg Ruiin 23 -diydroxypheny-5.7-| | C27H30016 61005278 | 5594 |600.145S1| 1063035211 | 9198284974 | 8765200235 | 10087I3ST | 107577952 | 1133280362 | I6IMT6206 | 10417IRSS | 176265079 | 37RAS3SSR6 | 194015214 | ISSIGHTI6 | KI969SS6T6 | 7407367593 | 6974305871
4-one; Quercetin 3-
i e
T-Phenyialanine: (Sy-ipha-
Com_5409_neg L-Phenylalanine oHINO 16507869 | S123 [ 16807144] 1176361086 | 103514387 | 1088963838 | 7691853084 | 1034042699 | 1063777018 | asso9sToss | amsess 2o | aasarsases | SIsoomssor | edsesrsinr | sasmeedr | sieseiis | sisosess | ssiswos
acid [ | I I I I
Com 715 neg Ty Aol — Csinos TS 065 | 5| TS 06005 SORISLTENT | i 5901 | 5080866607 | TOIT768.705 | 0108717750 | THRORTS | FRS07Sis | SR SRR | F0R0306699 | TOTTAI0 T | IR0S00106 | SR
Com 7126 neg pridovie acid Pyridovate, #Pyidoxic | CRHON O 15305206 15204568 | 897575.4537 | 111184455 | 1236961.7o6 | 8513152675 | 1240040,0%4 | 7013409354 | 1452712285 | 5175140572 | 265040607 Y735oN 087 | 2203540595 | 1747805997 | 125474764 | 120747
T-Cysiate; L-Cystci acid;
Com_9910_neg LCyseic cid 3 Sulfoalaning; -Amino-3- | CIHINOSS 100021 | 1564 [ 16700693 240251367 | 50354259 | 6071332499 | 570185240 | SSI068.38S | 629500704 | 1SITS2648 | 2441536406 | 1409137792 | 1079355001 | 8047547635 | 3088867527 | 9986342509 | 0278692698 | Tas007.4550
Sufopropionic cid
Com 10015 ez Kanthosine Xanthosine CloTiENG 06 | owasn | a3 SATOTIO5ET | 636256 786 | TRA9RG6.18S | TATSTI0.I7T | 36RO | $aeio0T | e | 2a7sroq e | 7Ty | TR0 67 | 1130372606 | T36IGa | 16193 | 1800705551 | TSH00i307
Com 11962 nex - CTii6 o 15402651 | 05w [155.01952] 21SI381.195 | 85699, 1495 | 1452684 763 | S00120.4656 | SO021.2612 | 97258255 | 1336498547 | w541072804 | 9264224034 | 1479168619 | 1020588113 | Heats1as6 | 1176717475 | 133154402 | 36603800
- -
Acetylneuraminic acid; -
Com 469 neg | N-Acetylneuraminicacid | Acctamido-3Sdideoxy-D- | C11HI9NO9 sooa0s67 | s |3080924 524057732 | 620sela | 135193343 | GOTo9l6sas | 1184S2092 | ITSS6N0I6 | 1115301876 | T3S067944 | 2428676427 | 154097122, | 0assisos | 3s0n6edtse | sr070nas | 10s2a2a0 | 91sTIonsT
syeero-D-galcto-2-
Neu [ 1 | [ | I AN N SN E— I
Com 575 mex Guanosine Guanosine CIOHENS 05 | omoein | iz TITIORG | G006t 56 | STTRSI00 TSGR | 47361405 SRS | TG | IR0 | SBOULIT | S0t st
4-Hydroxybenzaldehyde “Hydroxybenzaldehyde; p- CTH602 22.03666 557 [121.02953( 101062855.8 | 1033047115 | 9469391143 | 1025101619 | 99269468.32 103653766 118071494 123091436.6 | 103721817.2 | 138309646.8 | 93300128.67 | 92836259.62 | 110922116.7 | B4438206.81
FHiydroxy-
Com_1240_neg Kynurenic acid quinolinccarboxylcacid; | CIOH7N 03 18000236 | S8 | 15803508| SS0RN6SS43 | 017666747 | 5327291852 | 5933617120 | T00SKI8S1 | Teo1s02731 | SSTOSII0GS | d6699T005T | 10132414 | SI66SHLIN | 24ISI6NAS | T0431766 | d0Tionn2 | 402916662 | 4181740693
Kynureni acid: Kynurenate
Com 537 e Thymidine Thymidine; ClomiNGs | oo | [ o 15 | o | oo | oot | s | mosirs s | oot o | soaas | s | vy | s | v | e | et | s
Com 1355 neg D-Raffnose - Cis 2016 Sostes | LS 1697536172 | 9933194025 | 12905917.05 | mo4sa11.520 | I8ss1s304 | 1869835218 | 2311685291 | S63I3075.75 | Swessavaes | 1372307072 | 4xo7anas.en | 2maone7 25 | 1925770504 | 2a103kdds | 2063087545
Com 3256 nes | Xanthrnic s X ol cuomNor | wsom | 5257 [msoss| semsaast | s | ooosisis | ssessoais | mossrrrons | monossiy | assioiss | ssowsens | rsmoer | aoiasasis | amossasr | erssonons | smssneos | osorro | srsissn
Com_6151_neg Cveybescne Gy ey o203 SIS | 1361 | 157.1086] 6059512021 | 2675763587 | 5712399707 | 5705261177 1008852021 | B47807.686 | 708642 | SISHI0946S | ISSTIZTI0N | 27ISI0SSIS | ATINS93 | MTISSSH | 4562991178 | 457260032
Nicotmate, Nicotie 500,
Com_340_pos Nicotinic acid Niscin; -Pyridinccarborylic | C6 HSN 02 1230212 | 1756 [12403046| 4200915088 | 2010810393 | 3073606226 | 60806609 | 3502424805 | 3659366659 | 12031461 | 1626714423 | 2096308700 | ISGO4ISTST | 1361480361 | 1922455865 | 2112976804 | 2169006212 | 2068455279
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Com 984 pos Criosine i Ciisi0 105|136 Ta70%455.57 | 42014587.16 | 2800441205 | 97095251 T558103041 | 615002500 | 10962402 | 290762537 | 17520524 | 1520ws5045 45 [ 30150079 | 205002519
Com_1230_pos 2-Deoxyadenosine Tromienosne 7 CIOHIZNS 03 25110159 2758 T8379886.14 | 93595465.75 | 5849511865 | 2324399405 1291843376 | 1242674984 | 7360265472 | 497046228 | 5624214382 | 2014900208 | 2091239552 | 25361073.96 | 187232303
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Com_4042_pos Trtoln Kaempferol 30betaD- | C21H20011 44800079 | 5694 [440.10703| 2864033686 | 4623720195 | 4095617682 | 6TISTOTN0 | 3040136497 | 3550033602 | O8NO6SS8I | 186190347 | 2663317228 | O3IEERE9T | 1132355337 | 2355266384 | $SS0280.509 | S602507.068 | 8040659314
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Com 5483 pos 4 - CILHISNS 08 | 8Li | a7s |aw11057 1666254481 | 2256131067 S4.26 | 1635706321 | 14969255.15 | 3042011135 SoovssssT | 2015377297 | 515 1155
Tibofvi: Lactolovim: 75-
Com_6374_pos Riboflavin Dimethy -10- CITIONSO6 | eI | S35 [377.1455| 4192800602 | 8307176204 | 7908697326 | 9131666516 | S63110368T | 3592204007 | 28TISTAGST oesasisos | so0si2s792 | 12260913 | 4020037332 | esmrsess | 017060217 | geassadirs
Thiamine: Thamin; Viamin
Com_8033_pos Thiamine Bl Ancurin Antberberi | CZHIGNAOS | 26410406 | 1172 [265.11136| 213847219 | 3020703517 | 1616594625 | 4253928167 | 200558186 | 2734535648 | 1124903047 | 497000018 | 4953816428 | 8103895426 | 1957378502 | 8572549595 | 3196846270 | 2699110157 | 1915206941
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Com_§238_pos NN-Bi(C- - C5HIINO3 133.07375 1278 |134.08101| 2219876388 | 2724200.967 | 4722928.591 27361.525 | 4838768.366 | 3202522757 | 2398204.686 | 6728232.7: 2775998.105 | 6878927.863 | 2921616455 | 7859026.497 | 4131304314 | 4672673.565 | 3913077.584
Com 250 oo Adenosine Adenosine CIOMG NS 01 | So7oweis | 355 | 261087 | TSIGI555 | 00107565 | aoensors | TToueoiel | F0issos | BSIeTiof | 100607 | STo7s0T | RI0TE | SN0 aNG | TSR | G0 s | TORNS | Toleosers | oo |
Com 360 pos Tivporanthine Tiypoxanhine; Pu CSHaN0 T36.05845 | 3.195 13704575 300136449 S0982400.25 .78 | S4dssa20. | Sesomses | 2001 TNO0645.5 | 111585479 | 177664369 | 3547390405 | 7553588114 | 1272660113 | 1171212605 | 1135847
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Com_602_pos Liryptophan (Srabha-Aminobea G- | C11HI2N202 0409 5065 [205.09726| 36126649357 | 2686513249 | S4G4INLES | 642164310 | 4SEI26084 | ADSSSAGSSS | 1112029807 | STITAGOISS | ASSMTI0S | 208348477 | 2765127460 | 4107961417 | S022119068 | 4529509734 | 4575529133
Com_1163_pos Pantothenic acid "“"‘;"’e"““ i COHITNOS 219.1075 502 |22011784| BISSSOTSTI | 7976967295 | 6137441366 | 5312455207 | B404TOT266 | 7726210249 | 2639686035 | 5899972584 | S0SDITALTT | 1032046205 | 4866448147 | 6622514814 | 6021069777 | 6105254462 | 56622421.59
Com_3786_pos Dehydrocholic acid ""‘"‘“’"“'"‘”‘“‘””’ 2413405 20223997 6272 |403.24704| 3886133105 | 39649069.43 | 3307633188 | 3472768268 | 2001402662 | 3269371942 | 1774462021 | 1743025630 | 1226687444 | 1477485478 | 2303995847 | 1417558246 | 2160580623 | 22217360.77 | 18856933.05
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Com_7590_pos L-Saccharopine. Saccharopine; N-[(S)-5- C11 H20N2 06 276.13156 1253 | 277.1387 [ 3441112001 | 4700439.192 | 6425706053 | 7505584233 | 14454947.36 | 9323037441 | 1091537975 | 1166302216 | 795894.4802 | 5554364704 | 6698228091 | 1356001.849 | 6118520055 | 6158341.159 | S5T28828.537
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Phenylpyruvie acid; alpha-

Com__neg Phenylpyruvicacid | Ketohydrocinnamie acid: conso3 16004714 | 567 | 163001 | 6795970203 | easerss2z | enoosadt | es7eooe0 | 030067673 | 7i299seso | 2m90nirs | moidieess | ceosaesas | 2seasisss | 221siso0es | 320075 | sosnse | spensa | amsizser
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Com_tiner | Gheodeonyehoiact | (SO ok | ogpssnos | asise | ois [sassoes| 137 | osssnss | asesiss | mesmisier | seisssiie | iassssss | asmioenn | s | e | aveniss | assonons | emsens | e | e | e
Shety-cholan- 2o lvcine
Deoxyehole ackl:
Deoxycholate;
Com_17_neg Deoxycholicacid | Salpha,2slpha Dibydroxy- | C2414004 assst | 835 | 7T | seaawresny | oosmedssy | 2374264550 | MIBI06TS | IRIZ66326 | S06TR62 | SO0 | Saese1ssie | 413187957 | 3349097260 | S036569983 | 8350471549 | 1593206370 | 1449744015 | 1390720565
Shetacholanates
oo, 2slpha-Dibyd
o - CILHI2ZN4O 216.09945 5527 |215.09216| 6830428774 | 6697496237 | 56564496.5 | 5268609128 | 44903983.69 | 44845813.07 | 1552383117 | 2710504640 | 3006123061 | 2974271747 | 1001218197 | 2938859135 | 1132323399 | 1117091050 | 1110118920
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(155)-9alpha, lpha-
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Com_45eg - w“mw'de; o | anass | o |wame] s | o [ smns | s | s | s | wismes | o | s | comsi ossser | ormss | oo | nerssies
Octadecenoie acid rans-
Elidic cid rans-Olei acid:
Elidic acd: Acide chidique:
i
Glycochenodeoxycholate;
Com_76_neg | Glycochenodeoxycholi acid | Glycochenodeorycholic | C26H43NOS 44031351 | 2745 |44830615| 4158014931 | 7RSS | 1106789069 | 8494035491 | 6204050336 | 0528044 | 1S2ISA0T | 0TO0SSIA | 8TI0T93667 | 28861476 | 9152658806 | SORIIOSILS | SI0428113 | 4999010823 | 49304642
sci [ | [ | [ | |
Com 117 nex - Coco? TSGIT475 | 6216 | 13510768 T0676T3601 | GW0e0sTiz] T TG | SSsmnl | 56 TS730%66 | 4757768063 | SSGVIOS | ST | Sovsaies | STesii | eoeas
Com 137 ney = Co 003 1500628 | 6381|129 05356 76859553.35 | 9000950 1124266005 | 05105380.04 | 69937299,54 | 1375860555 | T8SS60008.9 | I36384438.1 | S27139717.1 | 2575428047 | 719871485 | 111200785 | 1166910651 | 207070355
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Com_159_neg Pkt | Gt | csnos 81657505 | 7% 79755725 Ss7095727 | 5149430814 | 2078841054 | 31802459 | 26103248 | 14655071 | TI6d6s373 | 1510658962 | To6leod6To | aTesionnos | l6ossesont | 12esssIl | s09seinnss | esenon | e97sassion
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I-acetyl-3-2-
Com_160_neg - CIIHION208 | 23406766 | 7856 [253.00026| 6835980.185 | GSSSII6 | 040872489 | STORAISSG6 | 6820620957 | es7anissis | 200mony | aeare0 | sssiiad | amissarra | 1isteoss | 400642759 | 211027707 | 201005939 | 1845206055
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Com 169 neg | Fibyl chrysanthemumaie = (GEITHGH ToG 1613|5933 7AL T4 | 1076051 | S00m00iEea | TIOSAINLT | ATTasTr | ATSITo06s | TITOITS | SIORESER | 005N | 6TToians | o Tens | S0 | Aasnt | oriorins | ey | THsTses
Com 152 | SOOIy - Comscos | ssawss | 7ats || sssouses | s | mmerseaos | sowsmdss | sonusaoss | mamoons | torsmssa | s | assswias | asisomsan | somor | ansiads | ostepsiin | s | s
prostaglandin Fla
Comoineg | SSOMPRIT - Comoor | wnmais | 101 [soiaies] smias | e | conmors | et | 2essesas | e | ol | s | asisss | 2ossons | soimor | e | o | o | e
[ Com 297 nex | TI(20142) Licosadienoie = [GIIES 1 L A Mo AR [ SAIGRTT | T76eis | A0S | & | e | [ T3 | T37es077 | TIoa7asans | TIoe |
[ Com 311 nep | irans-2-Methyl2-pentenoic = Coitio 10677 | s 1599733303 | 2041 18690.3 A 25001363 | 871859089 | 1207608058 207217 122629756 | 1786707041 | 107920435,1 | 184203754
[ Com 320 neg | 11-dehydro Thromboxane B3 = T 5020005 |08 3 o758 T 15240081 i7 210000855 | 2155247030 | 19237744 | 1716274856 | 177546045
[Com 522 ney VT = Cooitse SSa0a00 | 7057 9598443037 | S7671575.65 | 111056086, | 5246640421 | 1177415565 | 2007463404 | 0754556115 | 2266457126 | 2515801455 | [o3w7a072 | Traprrsa.se | Dovision.l | D1sp07501 | Dragesvis
[Com 330 nep | Cyclohexanescetc acd = it 10012 | S0 1079510102 | 1560395095 | 1301793053 | T3000041.45 | 15147666,00 | 321675795 | 41850325 51 | 646035057 | 51655255 05 | 5260686046 | F775e435.5 | Tosoouon.s2 | 35100755 | 3730569081 | 4561346,37
Com_336_neg W'm'“,";f,f'“‘wm - C21H3403 33425043 9150 [333.24301| 3490961675 | 3131806076 | 323297 | 667078964 | BII2IKAA | 7229591546 | 4SIRTLONIT | SIBI2074 | 96941715 | TIATRIAR | TRETIRG098 | 6738255214 | 63032239.02 | 6934364132 | 5869459046
Com_338 neg Aselic acid ISI0452 | 5290 | 1870972 | 1670412082 | 1012578552 | 80127762 | 7419030953 | 982issT | 89025559 | 64106058 | ITSRG2e41 | 4234994456 | 5025459082 | 2720201688 | 3501206882 | 2788419317 | 3065478045 | 2996885571
o T e L TGN oL ToS W% | 5558 | OaoRIoT] 30000175 | 55 [ S3aTra | IR | ST | 5 [ esie | TR | e | T 7| e | TR | eI |
[ Com 343 nex | Hoxadecancdioic acid - CI6 1130 04 TRora0s | 1557 7 7785118759 | 471501486 | 916697435 | 4066447082 | S013150.108 | 4310201921 | 5130554.155 | Tusooes.i38 | FOS0S.616 So85471 578 | 4076119655 75201405
[ Com 5 nex | copnyDuiome = Cls i1 0F S1ass | 720 Sty o0 [oveons | sassn Lowsior {sswstos | ey | omouns | amoorsi s Doirotes | 150159 | 0538 12RO
[ Com 361 neg | Metho, &) = Cloiii003 00275 | 615 51| Io3s00595 | 6 2355003 14 | 1305000008 |1 1258602555 | 236631205 | 14027 1446601953 | 926000 0275 AT T ari0m
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T - ComenNaor | toosies | 130 [arsore] 2emronar | smmeiess | esseon | mesisse | st | nssersae | s | s | saosmar | ammes | e | e | o | s | semwsi
Com_452_neg 10-Hydroxydecanoic acid 10-Hydroxydecanoic acid; C10H20 03 188.14105 6294 | 187.13368| 1498596894 | 114631363.7 | 9655035251 151259334 188976099.4 124345746 | 2291406762 | 1589104759 | 1798394414 | 46040072.61 | 129976798.3 | 1362660399 | 9118613393 | 1884845489 | 151855997.9
Com_476 neg | | {3:+dibydroxyphenyl)-2- - CI7THIS 05 30211498 5673 |30110773| 217479658.1 | 207121750.7 | 2310076116 | 198163820 | 226345735.6 | 2230182049 1203072928 | 1020456316 | 9945160636 | 785375317 | 82703672.67 | 1595845824 | 1781791704 | 194493327
- Creiz0 ) 5 [ o0 | [ TEeaes0i07 | TS0 | T6050eis | 7| s | aurznn | i [ G501 | 505031456 | G0esosszos
ibrocsed Valproic acid Cs 602 FEENTE T 204775105 9920808757 | 167476208.7 | 141465727.1 30870535 45 | 3617263088 Ssaors0.68 9415020524 | 085 (218574 | S53w54es 8
- Cis 1132 04 ETF AN ST} 253729958 AITo107 55 | Sasosois.on Tsatior0o | 1aes7est siossns 95022191.86 | 93860659.15 | 106968537.6
ookt T - Cis 205 o2 Ts00177.10 4 [ 07030807 | em06z7.15 | 070662624 | S1oa14969 | 1058692005 | 14t 695421195 | 7857010047
Com 522 neg Butylparaben - Cilisos 10400398 | 609 SS071633 | 3s8s2d R T 3 W M E S ST P M ot 5166709959 55,05 | swosons 68
Com_567neg | ChenodeonysholicAcid 322?\"3"35:,“\?331‘;&; Cutio0s | awaomss | 757 [avasem| susomsss | 650519434 | 12367 | 69 | ASS6METS | 60016 | 000841 | 766719 | 162638519 | 1259270 | 4959689146 | St | oesoisTise | ssaonmosss | oerisnos
b cholani acd | N S I I RN N N S S R R R R
Com G0 ez Cigiiioz TR0o008 | 561|357 0017| TTG071404 | TRSTEATTS | TRRSIe | 451920507 | TTRsT0s | TRSIGISTG | GouTRi0ss | SHmeinel | dGTssrrsT | SSTSRORITE | SuTROTRST | 066 | TIRGI00TiE | 12aoniees | simiat
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Com sy | prgporyiessa | BTt | oeon | s | s [omas| swostsiss | mwnnse | o | imsascs | s | s | oo | asonisoss | i | swasisiz | o | st | s | msosess | s
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dienoate; (+)-Prostaglandin
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el
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S
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Com 714 neg | T 0wy 3 dincil B ClaHI03 2009395 | 552 | 200862 115261409 | IS0GI28121 | 1453499992 | 1014594066 | 1313645889 | ISI4TISILS | 4101486097 | 2878525347 | AIZN09224 | 9813409454 | 1055609521 | 3096363 | 1014115066 | 108163115 | 1031217967
2 —memm - CIoT608 S | 1017 |77 T | TeseieT | T | S0es0is | o000 | Somsiiy | SSseii | ST | TosesT | T | Siieise | vt | T s | ot | oo |
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Com_760_neg - ClOMIEN205 | 24410955 | 10233 [265.10217| 2416287265 | 1647078479 | 187215059 | 18700514 | 1117900231 | 1187935.634 | 3359481920 | 2490659546 | 5236530109 | 9061808801 | 1870345472 | 2765270897 | 26915220 | 1707593972 | 2370042476
L acid | | | I I —
[ Com 768 ner = TSR X W 257 N S 53 38 R SeTeRe | T 5| TSGR ST | 2T | ST | T
[Com 755 neg Perll acid Perilie 3id Cioia 16600015 a7 To5.00106] 1571571251 | 130875755 | 108 75055 | Toaos3ss7 s | 0572703851 §106135.260 | 7012654.768 | 503 841954 1209913425 | 68550046.17 | 6311006325
[Com 72 ner — Coiilo 150.06755 5 101790530 | 1151520266 | 075423556 | [esisods | 9950114517 2956067579 | 2968825011 I 20530460 26 [s3s170L75
Com 795 neg Spilspors A = Ci7 i B 15 TS03 21009 | doos3635.9 47 | TD008058 | 1 st L6 15 | ool t0r58 Tiolone. 12 | 4510009647 774308459
Com 1 ney | TR Hydroxy-prostaglindin = it 5502158 a6 3130711 | 1303610290 TaSITNT0.10 1118514307 | 25724680 5 21070074 TS5
[Com 850 ner o = CoHBNO3 155,000 012 ] 660123261.97 | 9148047795 | Tor35564.11 | Tones7az0 7o Sa6205 403 | 3075152800 | 37053160 3116760, | 309558555 705
Com 872 nep | rans TTHHeptadecenoi At = [GHIIES 26825 10209 26725251 | 9464526749 | 1056255926 | 12035191 1.6 | 60687819.61 | 106545056,3 | 9516636196 | 1960676154 | 3070275235 | 272a4000.12 S0s2672537 S TSA N R T AT
Com 46 neg_| PRI prostglandin B 2013606 20508 | 6326 37124356 17225665 | 1S5 | WGHTIONS | 9872066 | 1199365605 | 1130615 | DHSIOZLE2 | 140GS3643 | 1657682456 | 221973448 | STOSG226S | 139776306 | 2059867509 | ISSTSO8545 | 1915148109
Com 9% neg | Talb = CHmROS Seize | w05 || e | Gieon | I | B | 167 | el | S | S | et | T | Geedy | SR | S | S | Siee |
Com 9 ney | Cimamylaeonol | SRSl ST [ g 100 aomos | sass | isaossss| ava067 | awosmsos | asssoieir | arersmiess | amaesos | aminisos | ansoasons | moemmor | swsssoo | comisoss | swnsoar | ssesssiss | sisenn | susios | woisss
Com 087 neg FANFA QE460) - G RS MR E e IR TII [ So7a. a3 | Z6TT00557 | TS0 007 | TN Ts 06t | TS | DA | IiRTes | sy | GomLas | Zieea | [T |
Com 080 neg LA = C5 1005 T3%7 241 | 30009120 17 | 3086404094 | 454458075 | 0643163 o8 | 26350575 705554726 | 689201570 51586 | S8030271.25 211279155
Com 996 neg hete = C0 it 08 EAT 935774595 | 076500715 | 100A1975.11 | 1139437037 | 107004327 | 4257503645 | 305585186 | 4513805238 | 508308815 | $5500000.43 | 253558%0.40 270 210011660
Com 1007 neg Frviagiatn T Prosiaglandin DT 0305 I 5500 16 | 9444974547 |_o00e1 2202 | 75200081 o [ 26107 2250190129 | 55265943.50 | 27997006,25 | 28748650 44 | o027 00 | 55533819.43 | 63n1s835.68
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Com_11033_pos | Hydrocorisone acetate | Hydrocortisone acetate; 2313206 4218|575 | 4052058 | 6558029418 | TSSASISING | DSK0RSIA | STSANTI0R | 4SSaG41ATT | €343R | 1816004904 | 164028948 | 1726214256 | 2538019102 | 179991291 | 1552165282 | 3404724666
Conel
Pregnenlonc; S-regnen

Com_11258 pos Pregnenolone Sbeta-ol-20-onc; Sbeta- iR 9736 [ 3172471 | 1202663364 | 1643103486 | 1650030.5%2 | 1426914313 | 2050999412 | 1709452658 | 2799226072 | 2688745377 | 2953607304 | 4094119294

Com 13720 pos Memaquinone Menaguinone; Vitamin K2 | C1 002 EECEL N o B ST BT0% | G | Tomold | ol SG0STOR 20T | 218692735 | 117404558 | 1170087496 | 1130048 867
Com 15320 pos Phe-Pro - ClaHIsN2 03 T R0 TS R R 2739814076 s T iowos 5 72045 7373 [ 1252171677 17720181 1616829920




Supplemental Table S9: All differential metabolites between fecal samples of captive and wild Cervus elaphus Kansuensis

Compound ID Name Formula Molecular weight | RT fminl | _m/z | mzCloud Results | mzVault Results | MassList Results | Al C1 Al C2 Al C3 Al C4 Al C5 Al C6 Al WI AlLW2 AlLW3 Al W4 AL W5 AL W6 FC__| 10¢2FC | P valie | ROC | _VIP | Up/Down
222~
Com_293 pos | pyridyloxy)ethoxy]pyridi CI2HI2ZN202 198.07916 5.481 199.0864 Invalid mass No results No results 629728265.4 | 657805344.1 | 472794715.2 | 508235091.9 | 661231365.6 670992044.2 | 2352694.79 | 871888.7348 [ 713335.6989 | 817739.8957 [ 3952801.907 | 1536285.69 | 351.4764 | 8.457284 | 1.72E-06 1 1.310226 up
Com 808 pos Tt C7 H8 N4 02 180.06342 5.481 181.0707 Invalid mass No results No match 189047633.6 | 198195545.5 | 130686051.1 | 204241297.9 | 184188793.3 | 209872356.6 | 1086544.199 | 154544.5249 | 154825.0084 | 193897.8546 [ 1729851.91 161730.863 | 320.6278 | 8.324756 | 2.51E-05 1 1.291251 up
Com 410 pos Harmine CI3HIZN20 212.09478 5484 | 213.1021]  Full match No results No results | 411393905.1] 4710952621 | 3721898013 | 335511495.1] 471342603.5 | 540134014.6] 2017341.969 | 1129112.357] 1085167.959 | 1173582.931 4080231.272 | 1392929.20 | 239.1597 | 7.901831 | 1.92E07| 1 | 1.314394] w
Com_336_neg :V‘:;f:f:"::;ﬁg C21 H34 03 334.25043 9.159 333.243 Full match No results No results 349096167.5 | 313180607.6 | 73821832.97 | 66707896.4 | 83123884.24 | 72295915.46 | 483873.0817 | 518112.0754 969417.15 | 712217.8148  786738.6098 | 675825.521 | 231.1104 | 7.852438 | 3.93E-06 1 1.297933 up
Com_3599_neg 13'14""‘“““"15:;""" €20 H30 04 668.4286 7702 | 6674213 | Invalid mass No results Noresults | 14441196.69 | 15702730.65 | 21649256.94 | 1480479653 | 4797400.352 | 1227951578 | 71189.72833 | 52242.60454 | 57066.61345 | 5498173663 | 121343.2017 | 58592.0934 | 2014243 | 7.654094 | 1.46E-08 | 1 | 1.310397| wp
Com 441 neg 0O-D: CI3HI203 216.078 5.356 215.0712 Full match [0 results Full match 159975307.6 [ 190549039.5 | 219848753.6 | 216576207.3 | 163921198.7 | 176291809. 3076621.803 [ 882157.4646 | 849009.1092 | 2282011.236 | 866261.825 932815.073 | 126.8059 | 6.986478 | 1.83E-06 1.30931 up
Com 341 neg | L-Tvrosi CI0HI3N O3 195.089; 5508 | 194.0819]  No results o results Full maich__| 3094302173 3459673189 | 331292192.4] 287375080.7 | 3363757773 3324447575 4865324.66 | 2721784.538| 1363858.026 | 2725422 | 2983414.752 | 4557936.23 | 101.1089 | 6.659767 | 1.26E-06 1314056 _w
Com 1975 pos D-5-Tocopherol C27 H46 02 402.347: 10.151 | 403.3544 Invalid mass [0 results No results 60742509.58 | 94170309.41 | 86260554.08 | 49296833.91 | 57536114.95 | 25421934.5 950129.8537 [ 775901.9271 | 668485.034 | 367940.001 | 597074.368: 411363.398 | 99.02909 | 6.62978 . 43E-09 1.306456 up
Com 1292 nee | _FAHFA (2:0/23:0) C25 H48 04 412.354 10.407 | 411.3478 | No results ull match No results | 638638915 | 81521210.61 | 75972743.37] 69322064.93 | 78754375.98| 49271570.72| 131209761 | 893511.4822 | 532434.6493 | 734420.1626 | 968821.3078 | 704035.241 | 81.37644 | 6.346539 | 1.09E-09 13174 w
Com_9435_pos a gnmmn-. CIOHI8N205S 278.09356 4.794 279.1009 No results Full match No results 8699010.999 [ 1418706.757 | 5569917.428 | 3416035.337 | 2999786.43 | 10918944.89 | 76281.59217 | 75328.52694 [ 107090.8183 | 135815.9769 [ 79496.44818 | 88126.6415 | 58.74409 | 5.876372| 2.09E-05 1 1.281304 up
Com 289 neg | 2-Hydroxyphenylalanine| €9 HI1 N 03 181.07363 5.001 | 180.0664|  Full match No results Fullmatch | 312859755.4 | 360638308.5| 375401074 | 363006772.5 | 4096354202 | 393482502.1| 3192247.086 | 730550937 | 3320225.032 | 3995151.507| 8595097.596 | 11536191.6 | 58.37548 | 5.867291 | 5.05E-06| 1 | 1306034| up
Com_361_neg |4-Methoxycinnamic Acid| C10H10 03 178.06273 6.159 177.0554 No results No results Full match 326813465.1 | 16380303.98 | 42674604.59 | 23354938.14 | 13050400.04 | 112886255.3 | 2366312.943 | 1492251.206 [ 1446601.953 | 926090.0273 [ 1347426.719 | 1782388.11 | 57.16867 | 5.837153 | 0.000838 1 1.190146 up
Com 5677 pos Amlexanox CIGHI4N2 04 298.09518 6301 | 299.1025| _ No results Full match No results | 17469019.94] 161643569 | 19377076.22 | 19459692.54| 2234000179 | 21044150.51| 425259.5068 | 204442.3196 | 438768.475 | 282069.1075| 459293.7911 | 226554.542 | 56.89206 | 5.830155 | 1.68E-07| 1 | 1315303 w
478
Com_5620_pos trimethoxyfuro[2,3- CI4HI3N O4 259.08394 5.48 260.0913 Full match No results No results 17298963.15 | 18155128.54 | 17828612.58 | 19779942.67 | 11546715.49 | 12511778.28 | 263637.1226 | 381369.5559 [ 151208.9899 | 189369.2695 [ 495494.9933 | 277800.454 | 55.21759 | 5.787056 | 8.77E-08 1 1.309114 up
hlaninaline
Com 5699 pos IMH CI7H29N5 04 S 399.20053 5.059 400.208 Invalid mass No results No results 14106816.72 | 18011856.82 | 17679713.42 | 19346401.61 | 14244647.6 | 14354286.25| 698734.4675 | 443964.6912 | 155473.0679 | 225411.284 | 160209.1733 | 698718.346 | 41.02551 | 5.358449 | 2.36E-05 1 1.289403 up
Com_6071_pos ““:fﬁ:“f:‘:gi‘::‘{::‘\"“: C26HASN 06 S 481.27801 5446 | 482.2855| Invalid mass No results Noresults | 14675374.05 | 23044475.4 | 18521467.25| 16996903.71 | 17766120.83 | 20833091.28 | 412363.1354 | 462397.8231| 430992.4054 | 539761.0091 | 450649.5688 | 439649.055 | 40.87905 | 535329 | 243E-11| 1 |1321947| wp
methyl 3,3,3-triMuoro-2-
Com_2687 pos phem}:i(ylr::gl);lz);l[éi;m]pr CI2HI2F3 N O5 307.06919 5.122 308.0765 Invalid mass No results No results 55263968.11 | 62994560.77 | 59877026.54 | 27227915.73 | 51085484.49 | 51240253.54 | 1293091.752 | 1078125.494 [ 846288.4347 | 1149927.485 [ 1783290.594 | 1476775.19 | 40.33946 | 5.33412 | 9.70E-10 1 1.311833 up
aranate
15, 7-dichloro-2,3,4 4a-
Com_11446_pos | tetrahydro-1H-xanthen- CITHI9CR2NO 323.0866 4.827 324.0939 Invalid mass No results No results 5527710.592 [ 4131288.575 | 3594319.602 | 3808548.93 | 6387246.134 | 4002357.204 | 109399.2858 | 99625.40695 [ 113187.2681| 152034.749 | 101958.5561 | 147147.687 | 37.95031 | 5.24604 | 8.52E-11 1 1.317408 up
A.vhinvrrolidine.
N-14-[(2R 3R)-3-
(Hydroxymethyl)-5-oxo-
Com_2397_pos - CI3HI6N204 246.1004 5002 |247.1077|  Invalid mass No results Nomatch | 402243844 | 81250062.48 | 49536661.11| 20147918.66 | 49158714.23 | 80569142.6 | 13893767 | 1171720.935 | 1470629.988 | 1728324266 1548360.648 | 14636514 | 37.60653 | 5.232011 | 7.59E07| 1 | 1309642 wp
morpholinyl]phenyl}acet
amide
Com 11138 pos NNK C14 H26 N6 06 396.16838 5382 | 397.1755| Invalid mass No results No results | 2026988.712| 5135788904 | 5715592.806 | 5648762.914 | 3667601603 | 5514832.265 | 142378.6166 | 109728.3962 | 111927.1837 | 141082.1101 | 235558.0406 | 101158.932 | 32.01571 | 5.040704 ] 3.18E-08| 1 | 1.301299] w
Com 11691 pos 16(R)-HETE C20 H32 03 34221503 5.112 343.2223 Invalid mass No results No results 3401393.339 | 3627371.168 | 3290098.804 | 5052467.502 | 3135444.013 | 5886317.762| 163569.6176 | 94108.84409 | 109220.0263 | 132737.17 117505.1383 | 134003.527 | 32.47457 | 5.021239 | 5.63E-10 1 1.315228 up
4-Pregnen-
Com 3813 neg | 17alpha 20alpha-Diol-3-| €21 H3203 332.23488 888 [3312275|  Noresults No results Fullmatch | 20654613.34 | 1971782199 | 9321182.308 | 8279097.995 | 8878701.148 | 5271038.858 | 363761.0947 | 3305706058 | 407019.4556 | 350638.3444| 6923109552 | 395642.472 | 2839531 | 4.827581 | 1.96E-06 | 1 | 1288982 wp
One.
Com 4801 neg ‘Anacardic acid C22 13603 348.26595 10.089 | 347.2587| _ Full match 0 results o results__| 7630121382 | 10594639.36] 11330363.96 | 12102927.26 | 7839183.906] 7645612.724| 466167.192 327497.203 | 234247.0268 | 245029.9166 | 334272779 | 27.95432 9 1312578 w
Com 4678 pos Quinoline COHTN 129.05789 .. 130.065. ‘ull match [0 results [0 results 30433600.17 [ 27614815 | 18544363. 13431375.66 | 22251471.49 | 7362771.39¢ 53414.7895 771804.541 254362.37. 654931.6272 | 583114.114 46797 1.287326 up
Com 1340 nez | _FAHFA (18:0/7:0) C25 H48 O4 412.35499 X 411.347; 0 results ull match resul 20697528.7 | 16723987.73 | 34889252.55 | 66225742.03 | 251347963 | 20287423.59 | 1994838.148 035767.675 | 1393421364 ] 2091371.612 | 405805.119 | 25.17367 124907 | _w
Com 9975 pos 4 CI2HIIN 169.08896 A 170.096: ‘ull match [0 results ‘ull matcl 8438632.316| 5204195.46 | 2544821.9¢ 1697365.886  4139310.133 | 3450014.38 74876.9673 82962.659: 95985.145. 145090.5729 | 160987.689 13387 1.28887 up
Com 850 neg Enineohrine COHI3NO3 183.08922 . 182.081 ull match o results ull match | 66123261.92] 91480477.98 | 76835564.11 1086574202 83141118.6 | 7974759753 | 3488293.403 | 3 [ 3745316.695 | 3633811885 3116766.773 | 3493382.6 | 24.61886 1320944 _w
Com 4145 pos LPE 18:1 C23 H46 N O7 P 479.30078 .. 480.308 o results ‘ull match Full matcl 11821501.22 | 40283107.73 | 28761120 9540083.458 | 34404863.18 | 10870851.98 276167.418 | 112 '88255.3252 | 765912.900¢ 796782.8064 | 1107239.9 13835 1.270345 up
NAT-@-methoxy-2-0x0-
Com 3360_pos | 2H-pyran-6-yl)-2- CI3HION 04 270.1579 4917 | 271165 | Invalid mass No results Noresults | 46293223.95| 47010358.34 | 39218013.1 | 40735985.31 | 3556009222 | 36633476.86| 1675205.36 | 2332507.374| 1130283.371 | 2023130316 | 715933.793 | 2891440.5 | 22.79529 | 4.510664 | L.IIE05| 1 | 1296163 up
Com 11533 pos LPH CI7H27N5 04 365.20585 5171 | 366.2132|  Full match No results No results__| 5082123.846 | 5604049393 | 5841367.375 | 3784591.283 | 5261019.783 | 6328610.884| 2019702484 | 182281.5132 | 285454.6391 | 326052.4275| 204351.62 | 223263.908 | 22.41277| 4486249 | 3.07E-10| 1 | 1315368] w
Com_2455 neg |Nicotinate ribonucleoside C11 HI3N 06 255.07411 6.53 254.0668 No results No results Full match 34010787.74 | 18520464.41 | 35981268.25 | 23393295.76 | 19933271.01 | 17678869.74 | 1235171.761 | 1370141.747 [ 1031980.266 | 1137063.955 [ 564172.0075 | 1344087.08 | 22.37416 | 4.483762 | 1.26E-08 1 1.301796 up
6-methoxy-2-phenyl-3.4-
Com_2307_pos dihydro-2H-1- CI6H14 03 254.09398 5641 |255.1014|  Full match No results Noresults | 50521945.52| 5858599234 | 62043667.26 | 64490635.13 | 32306435.27 | 40679744.7 | 2840675.759 | 2535587.443 | 2601252.694 | 1026493.136 | 2364014.068 | 276247493 | 21.8413 | 4.448987| 6.43E-08 1 | 1.3003 wp
4
Com 3854 neg Gly-Tvr CITHI4N2 04 238.09517 5214_| 237.0878| Noresults No results Full match__| 7836870508 | 6395573.655 | 9884311.751| 173314103 | 7829309.65 | 8500194.979 | 381070.0977 | 5095243826 | 422353.5027 | 469281.787 | 365358.0484 | 499310.166 | 21.82845 | 4448138 | 3.75E-07| 1 | 1308519] wp
Com_8170_pos S-Me(hy.l-l- CI0OHI5SN3 04 241.10591 1.226 242.1133 No results No results Full match 4294045.515 | 8503262.292 | 11725109.79 | 9924650.266 | 4539395.277 | 3699727.09 | 79153.25719 [ 194366.5805 | 111868.3019 [ 969878.3895 | 527641.1431 | 151637.061 | 20.98071 | 4.390992 | 9.12E-05 1 1.223298 up
Com 2798 pos LPE 15:0 C20HA2NOTP 9.26949 888 | 440.2768|  No results ull match No results | 59958506.76 | 50960252.85 | 25517814.5 | 13593223.52] 30710423.37| 21233917.93 | 2307228412 | 1180348.236] 1634525.966 | 1879321.674 | 651219.4997 | 196938635 | 20.94726 | 4.38869 | 1.75E-06 1264847 _w
Com 38 neg H2 C20 H32 O5 4.21403 7716 33.2067 Invalid mass [0 results No match 2291031202 | 2365813438 | 2703674357 | 2150915992 | 1804741100 | 1977751687 | 90439446.47 | 108111113.1[ 14050523 1. 46379332.8| 47375237.32 | 109478345 | 20.69774 | 4.371402 | 1.77E-06 1.303253 up
Com 6147 neg. Lienoceric acid C24 H48 02 437083 10.16 | 413.3635| Invalid mass o results No results | 2863354.498 | 4886497387 | 9133036.359 | 6633784.675 | 7130639.973 | 4347601.033 | 374040.2826 | 339782.8265 | 306813.8642 | 219452.9749 | 234330.8544 | 264425.83 | 20.12536 | 4.330943 | 5.99E-07 129864 | _w
Com 8734 pos PC (18:4¢/2:0) C28 H50N O7 P 13.33203 9.053 44.3391 No results ‘ull match Full match 9526145.258 | 12381423.28 | 7601648.24 | 5269314.683 | 8543047.085 [ 7786123.1 644348.1397 | 369428.8795 | 389119.094: 244157374 | 596648.771 | 348456.588 | 18.43435 | 4.204324 | 4.78E-09 1.305882 up
G,
Com 6632 pos | dimethylisoxazol4- | CIOHIGN203S 244.08495 5.044 | 245.0022| Invalid mass No results Noresults | 17745493.36 | 13734268.62| 73635824 | 7185641.902 | 1713579533 | 14733854.44| 638019.5144 | 291902.5726| 698463.5134 | 891464.4274 | 1043618.521 | 694449.699 | 18.29501 | 4.193378 | 3.47E-07| 1 | 1279992| wp
vhsnlfonvlInineridine
3-amino-2,6-diphenyl-
Com_14522_pos 4;;’;:‘{;1‘["324“ CITHI3NS O 30311394 4169 | 3041212  Invalid mass No results Noresults | 1792754.222 | 1549906.749 | 2455656.753 | 2844448.98 | 1379121.976 | 1691778.235| 5190050645 | 68468.15226 | 121519.8526| 293304519 | 43789.88574 | 61575.868 | 18.28664 | 4.192718| 3.29E-05 | 1 | 1.263786| wp
Alnvrimidis A’
‘methyl 7-hydroxy-4-oxo-
Com_8960_pos ié’;’g‘y}j“‘:f:z‘ CI4HI404S 27805769 5303 |279.0649| Invalid mass No results Noresults | 9249462.047 | 10188404.78| 9971521.117 | 7848639.733 | 6812677.4 | 8376686458 | 587912.5225 | 549772.1246 | 377822.0025| 3481313229 | 481010.1174 | 549197.579 | 18.12377 | 4.179811| 6.92E-10| 1 | 1.315572| wp
carhavvlate
Com 3119 neg ‘Ascorbic acid C6 18 06 176.03186 1979 | 175.0245| Full match No results Full match__| 23995849.09 | 25300205.66 | 24844475 21 | 23392845.87 | 26464906.89 | 15678814.57| 1639453.823 | 1092485.271 | 1198616579 | 1179196.149| 1312385.516 | 1585593.2 | 17.44278 | 4.124558 | 1.28E-10] 1 | 1.31606 | _wp
Com 39 pos C33 H46 N4 06 594.34113 5.46 595.3483 Full match No results No results 2860625310 | 3298814774 | 3902689546 | 3661199921 | 2752296172 | 3081085721 | 87276681.75 | 172341042.9 [ 141876660.2 | 429053665.1 [ 161285421.3 | 138151909 | 17.30705 | 4.113288 | 1.60E-05 1 1.289483 up
Com 9702 pos Nervonic acid C24 H46 02 366.34941 8.845 | 367.3568|  Full match No results Full match__| 8900861.389 | 8574719.386] 7104573.662 | 7328185.189 | 4373530.419 | 3899027.862| 348719.3267 | 310423.5425 | 528507.3161 | 496770.5941| 3266189968 | 350306.068 | 17.0161 | 4.088829 | 8.75E-08| 1 | 1.300891] wp
Com_9610_pos | Palmitoyl sphingomyelin| €39 H79 N2 06 P 702.56536 6.325 703.5724 Full match No results No results 5252273.334 | 4924832.891 | 4992978.217 | 5800147.151 | 9294579.628 | 6877038.143 | 222564.4854 | 178307.547 [ 200912.1202 | 246010.9566 [ 1205282.498 | 175481.647 | 16.66631 | 4.058862 | 6.15E-05 1 1.259833 up
Com 9443 pos LvsoPE 18:0 C23HASNOT P 1575 8.999 | 4823235 0 results 0 results Full match__|_5465860.68 | 6214976.958 | 8980288.338 | 3515701.506 | 7650367.506 | 5687465.343 | 362089.6767 | 319467.2946 | 444046.9857 | 472005.8804] 309639.639 | 347067.604 | 16.64111 | 4.056679 | L.I7E-07 1305924 _w
Com 9972 neg I acid C21 H42 02 1 11.727 325311 0 results ‘ull match No results 2581941.02 | 2456313.809 | 2548847.9: 1359832.598 | 3726163.998 | 849587.411 68285.559. 162905.2254 [ 79431.4616 | 51858.2007: 79805.525 178048.19: 48436 | 4.043 7.82E-06 1.242439 up
Com 7054 pos Lysove 14:0 CI9HAONOT P 25 8391 | 4262612 0 results resul Full maich__| 16110562.58| 12760083.87| 6906108.204 | 512862644 | 9484165215 | 7639003.211 | 1356228.884 | 375380.2525 | 454884.4427 | 4845269576 309336.5652 | 568989.385 | 16.34908 | 4.031138 | 1.40E-06 6854 | _w
Com 7048 neg LPE 20:4 C25H44 N O7 P .28 9.4 500.2784 0 results ‘ull matcl No results 5176255.31 8495243.97 | 4413574.4 2399729.97 | 6484683.021 | 958793.463 70333.85 253403.652 | 357014.99: 93296.192 223419.3487 | 246521.87. 014 .001 .0003f 1224661 up
Com 259 pos “Adenosine CI0HI3N5 04 267.09 . 268.1037| _Full match ull matc] Full match__| 733161253.5 | 399210756.5 | 696093597.9| 172286946.1| 204037508 | 251674948.1] 19506975.48 | 54119750.71 | 22838107 7480486 | 6575718471 | 46990178.9 | 16.00113 | 4.000102 | 0.0003 169124 _w
Com 9003 pos LPE 18:3 C23H42N O7P 475.26¢ . 476.2766 o results ‘ull matcl No results 6057842.54 1668424.36 | 7576899.267 | 4054921.543 | 6823804.041 | 4830421.393 | 994349.52 448425.6704 | 339318.66 651.7408 | 208168.1053 | 301452.449 789 .9809. . 25E-0t 270302 up
Com 4523 pos | N i CI0HI3N 03 195.089: 5 196.097 ull match o results Full match__| 2604584174 | 35938421.55 | 24772410.76 | 21474526.95 | 31389554.28 | 26136486.25 | 1523794.224 | 1527782.359 | 1607144.2 70297511 | 1694769.862 | 1676318.04 | 15.49118 | 3.953375 | 5.13E-1 3329w
Com 608 neg Levodopa COHIINO4 197.0686 072 196.0613 o results [0 results Full match 182517186.4 | 152719665.1| 156283481.9 | 144781120.6 | 127726247.9| 1 57803.1[ 14082142.08 [ 8818280.562 | 8620750.587 53131.628 | 8865702.327 | 8449825.1 .279: 93352 . S8E-1 1 9 up
1-(3.4-
Com 3719_pos | dimethoxyphenylethan- |~ C10 HI3 N 03 195.08927 218 [ 196.0965|  Full match No results Fullmatch | 19345402.34 | 25339730.73 | 18164139.85 | 19205323.43 | 42937924.88 | 30004426.26 | 2709676.753 | 1355577.649 | 1607933.012 | 1940877.479| 1204657.931 | 1682177.21 | 14.84606 | 3.892008 | S37E-08 | 1 | 1.295498| up
1-one oxime
Com 465 pos | Ei acid C20H30 02 30222419 6.671_| 303.2315| _ Full match Full match Full match__| 330513782.1| 333471657 | 401822003.7] 339886103.2 | 284656968.6 | 339027088.2| 23879280.72 | 14887166.09 | 2110636756 | 3957717250 | 21088453.51 | 184231512 | 14.60385 | 3.868277| 1.07E-06| 1 | 1307265| wp
Com 4751 pos DL-Tryptophan CI1HI2N2 02 226.07426 5.241 227.0815 Invalid mass No results No results 25882684.28 | 20790229.52 | 18553490.72 | 2! 1666.37 | 25090900.66 | 25598880.26 1945794.9 1406800.882 [ 1623271.162 | 1765937.186 [ 1358603.853 | 1686582.93 | 14.42505 | 3.850505 | 1.33E-11 1 1.318793 up
Com 1831 pos | N-Acetvl-D-irvotophan | __C13 HI4N2 03 246.10039 5267 | 247.1077] _ No results No results Full match__| 9855914005 | 104115451.1] 79437810.78 | 73804105.35 | 92527437.92] 94099424.94] 11427797.14 | 438859724 | 6052517.122 7199172.323 | 2960533.064 | 5679912.06 | 1438782 3.846776 ] 9.69E-06] 1 | 1.292835| wp




7,5diphenyl-1,3-
le2.thiol

Com_11423_pos CISHIINOS 253.05849 3863 | 254.0658| Invalid mass No results Noresults | 2249613.608 | 2119450772 | 5723364.451 | 5331839.172 | 2372907.993 | 2584183.797| 1881349147 | 129012.3547 | 2312167022 | 466556.8446 | 226630537 | 204675.893 | 14.09278 | 3.816884 | 1.I0E-06| 1 |1.267986| up
Com 1427 pos C28 H46 O 398.35433 10.234 | 399.3616 No results No results Full match 85783689.05 | 124729149.1| 125457702.4 | 6180681.931 | 78999429.42 | 50343404.89 | 6341944.868 | 9080922.019 [ 5290688.086 | 4308590.332 [ 4546146.012 | 4879021.31 | 13.6874 | 3.774776 | 0.003411 | 0.944 | 1.110609 up
Com_7227_pos 4""‘"5"’};";“‘({1"‘*"'“"0‘“ CI1HI203 200.10516 4654 |210.1125| Invalid mass No results No results 9259317.58 | 11751914.12 | 7737532.506 | 8088710.197 | 1573417131 | 14975703.76 | 815192.3747 | 876880.9042 | 696150.1361 | 1283462.596 | 542262.756 | 863162.75 | 13.30429 | 3.733819 | 3.55E-08 | 1 | 1.296444| up
Com 9867 pos L-Kynure CI0 HI2 N2 O3 208.08492 3.754 209.0922 No results No results Full match 8635128.011 | 7290280.651 | 5439969.421 | 5753023.15 | 4780731.891 | 4706471.546 | 487234.6811 | 303598.8875 [ 532351.3852 | 599102.4352 | 467364.9984 | 368156.275 | 13.27344 | 3.73047 | 5.45E-09 1 1.305148 up
Com 15188 pos Tvrosvlalanine CI2HIGN2 04 252.10924 4.64 [ 253.1165| Invalid mass No results No results | 2860997.383 | 1910258.988 | 684854.5077 | 1267024.044 | 748730.0938 | 538016.728 | 93797.22628 | 82960.05045 | 103912.0225 | 105825.6047| 128607.2027 | 90109.3204 | 13.23485 | 3.72627 | 0.000179| 1| 1.247068] _wp
Com 788 neg Perillic acid Cl0HI4 02 166.09913 5.447 165.092 Full match No results Full match 137157128.1{ 130373735 108175055 | 104953887.8 | 98727035.51 | 93794868.26 [ 8196135.266 | 7012654.768 | 5031841.954 | 6650062.204 | 10984807.38 | 12999134.2 | 13.23217 | 3.725978 | 7.46E-07 1 1.302156 up
Com 4484 _neg 3b’2b'9‘hy‘f';’f‘if' C19H28 03 304.2035 8227 |303.1963|  Noresults No results Fullmatch | 2931300262 | 3412235.233 | 12201218.85 | 13608104.43 | 8891352.594| 6038070.83 | 668013.2001 | 358975.8154 | 650935.2099 | 811549.9808 | 345316.4864 | 737299.349 | 13.1806 | 3.720344 [ 3.95E-05 | 1 |1234227| wp
Com_6775_pos > CI2H23N 04 245.16264 5.283 246.1699 No results No results Full match 17091153.3 | 1759447231 | 14909970.07 | 13398748.22 | 11558604.21| 13416771.76| 1097163.335 | 1124650.32 | 862660.3549 [ 1130693.563 | 1291248.055 | 1309171.47 | 12.90714 | 3.690097 | 7.19E-11 1 1.316531 up
Com 4639 neg LPE CISH38NO7P 411.23827 8.175 | 410.2309]  No results Full match Full match__| 15065303.34 | 5849266.243 | 4120005.003 | 2644259.024 | 4114682.808 | 3205960.239 | 830841.842 | 370549.0195 | 473105.0943 | 404815.9995 | 341962.0992 | 358738.862 | 12.58968 | 3.65417 | 4.10E-05| 1 | 1238993 | wp
Com_6321_neg Thymidine 3'5"cyclic CIOHI3N207P 258.03719 1.404 257.0301 Invalid mass No results No results 4355424.656 | 4044977.422 | 8694252.06 | 5518214.106 [ 6249298.172 | 4193843.458 | 303211.5823 [ 549605.9497 | 495869.6212 | 406343.4032 | 428427.1107 | 459977.613 | 12.50494 | 3.644427 | 4.38E-08 1 1.30264 up
Com 4364 pos Artemisinin CI5H2205 586.2781 6.154_| 587.2858 | Invalid mass No results No results | 8901464.55 | 13108739.82 | 25605332.62 | 28491550.03 | 18278679.67| 21661325.79| 1713777.699 | 14919042 | 453545.7975 | 3547141705 | 1234774.35 | 844689.305 | 12.49722 | 3.643535 | 347E-05| 1 | 1.229906] w
N1-(2,3-dihydro-1,4-
Com 9167 _pos benzodioxin-6- CIOHITN O3 193.07132 4.68 194.0786 Invalid mass No results No results 459863.7025 | 9915137.634 | 9484757.294 | 5960838.109 | 5852944.409 | 11397703.29 | 85049.17259 [ 73581.04486 | 935469.8935 | 835252.2702| 769847.5184 | 794363.222 | 12.32874 | 3.623954 | 0.004083 | 0.889 | 1.007599 up
vDacetamide
Com 8778 pos (£)-Abscisic acid C15 H20 04 286.11631 3.894 287.1235 Invalid mass No results No results 7728626.681 | 7765659.864 | 7803338.387 | 9261759.072 | 8978434.884 | 7330596.974 | 336171.0582 | 224630.4082 [ 395906.9155 | 2253152.756 | 534715.3734 | 254787.767 | 12.21905 | 3.61106 | 0.000362 1 1.239445 up
Com 5577 pos | _Tsobutvrvl camnitine CITH2IN O4 BLI4T12 5131 | 232.1544] _ Noresults No results Full match__| 23539196.39 | 1842495629 | 14760781.23 | 14682291.75 | 14948634.25 | 14373472.41| 1397138.56 | 1340972.703 | 1230139.457 | 1617782.695 | 1433801115 | 1589339.74 | 1170023 | 3.548465 | 8.32E-09| 1 | 1315614] wp
Com_8164_pos IT’n’:iZan‘vdl‘:Z:;:;i:I Cl16 HI2 03 252.07856 5314 253.0859 Full match No results No results 5725501.624 | 7446619.353 | 6778791.09 | 10505712.17 | 6128289.232 | 3504423.257 | 723917.7745 | 430063.159 [ 644715.091 | 662444.9909 [ 475180.0806 | 529269.597 | 11.56782 | 3.532045 | 6.01E-07 1 1.293178 up
Com 12296 pos | __ aceivl phosphate C2H505P 139.98703 174_| 140.994 0 results 0 results “ull matcl 733006 5939320.363 | 1048360.364 | 1702369.200 | 8327774947 | 1202446189 | 220091.8021 | 151899.0824 176578.8831 | 310923.9509 | 89891.1039 | 262050.631 | 1151066 | 3.524898 | 0.0002 184866] __w
Com 4593 neg LysoPE 18:2 C23 H44N O7 P 477.28609 .97 476.277¢ 0 results [0 results Full matcl 90.115] 9901388.268 | 9882560.465 | 13061669.76 | 3386066.867 15588.372 | 400820.2328 1926 7 17271.109 | 391868.9704 | 345364.7508 | 453163.414 04696 | 3.465577 | 5.64E 199315 up
Com 5134 pos LPE 16:0 C2I H#4 NOTP 453.2846 364_| 454.29 0 results ull match “ull macl 483.37| 28025320.3 | 18279564.27| 7780228313 | 2729027451 | 10258100.59 | 3208625.523 | 990673. 7050.53 19043.696 | _1408896.45 | 733459.648 475 | 3454801 | 2.13E 22109] _w
Com 549 pos Adenine C5 H5 NS 35.05446 .57 136.06 0 results [0 results Full matcl 2209.4 | 347331065.9 | 340896344.3 | 191387892.5 85671.34 1905693. 6878652.9 557040. 156685 59213.027 | 6552435 .85 421473 343711 .0005 .15345. up
Com 3470 neg. Uric acid C5H4N4 03 68.02809 388 | 167.0207 ull match ull match “ull macl 248157371 | 15155552.56] 22836958.26 | 12897144.11 12391089.92| 14579919.06 | 223431.7398 | 1747334.927 | 714698.39 30672.676| 275397.8976 | 602050.355 | 10. 3.428041 | 0.0013 17609 w
Com 1230 pos CI0 HI3 N5 O3 51.10159 .75 252.1 ‘ull match ‘ull match Full matcl 5 1321.8| 78379886.14 | 93595465.75 | 58495118.65 43994.05 400614. 1 291843.37 2426749.84 | 7360265.4° 497946.228 | 562421.438; 20149002.1 .3 3.374599 004449 05777 up
Com 4155 pos Dithranol CI4H10 03 26.06293 372_|227.0703 0 results o results ull match | 2136971438 38305341.67 | 24560966.31 | 25432703.03 | 36440104.57| 34525574.19 | 2660060.351 | 2774695.889 | 2170320.987| 5313149.835 | 1468360.419 | 3093571.8 | 10.33368 | 3.369282 | 2.22E-06 28075 w
OR35,45,5R 62
Com_10119_pos (;z:;;;{::i};ﬁ);;f- C14 H20 O6 306.10754 7.735 307.1147 Invalid mass No results No results 8206710.572 | 5351898.843 | 6312695.268 | 4869289.76 | 6137360.725 | 8159505.962 | 718623.5301 | 480012.0162 [ 594365.3266 | 690827.1884 [ 743107.1299 | 561796.226 | 10.30357 | 3.365072 | 3.00E-09 1 1.309678 up
4 Sutrind
Com_3597 pos |S-Adenosylhomocysteine| C14 H20 N6 OS5 S 384.11928 5.778 385.1266 Invalid mass No results No results 30224646.19 [ 9158913.147 | 33426787.22 | 37438397.98 | 31539218.38 | 21461962.41 | 3252897.333 | 2527607.588 [ 2443451.605 | 2765240.479 [ 2074402.599 | 2991505.07 | 10.1681 | 3.345978 | 6.20E-05 1 1.263553 up
3-hydroxy-N-(1-
Com_11506_pos hydm;(yyll;r;nifglrenlanr CI8 H27 N 04 303.18234 6.042 304.1899 Invalid mass No results No results 5729166.781 | 5063344.186 | 5864926.72 | 4330307.174 | 4492774.349 | 4859977.771 | 446717.215 | 449181.1451 [ 496926.1198 | 603978.8089 [ 498702.7978 | 507086.181 | 10.10477 | 3.336964 | 1.44E-11 1 1.319005 up
phenylhexanamide
Com_1208 _neg all-c|s-4,7,|0,l;‘,l’z-id C22 H34 02 330.25545 10.33 329.2482 Full match No results Full match 51517417.2 | 74058366.72 | 84204392.16 | 50629171.01 | 41977672.26 | 38469704.98 | 6073553.563 | 4395436.593 [ 6876211.457 | 6815995.107 [ 5762701.917 | 4350583.97 | 9.944912 | 3.313959 | 1.71E-07 1 1.296022 up
Com 8851 neg Lysone 16:1 C24HASN OT P 4933183 8403 [ 492.3109]  No results No results Full match__| 3264064.804 | 5170895.79 | 4678078.384 ] 3373163523 | 3927277.597| 4123310.015| 381630.7554 | 241985.2977 | 550160.9194 | 578146.7102| 306719.6658 | 423820.06 | 9.884049 | 3.305102| 6.29E-07| 1 | 1295912] wp
1-(7-methoxy-2-oxo-2H-
Com_3006_pos | chromen-8-yl)-3-methyl- C17 HI8 O6 340.09436 5317 341.1018 Invalid mass No results No results 54773426.85 | 30364531.49 | 31704465.1 | 21845102.39 | 2909681.397 | 32505786.58 | 4710863.653 | 2759669.087 [ 3018605.861 | 2343432.219 [ 2024901.933 | 2777613.98 | 9.872534 | 3.30342 | 0.003773 | 0.944 | 1.097271 up
2-oxobutyl acetate
2-(3,5-dimethyl- 11~
Com_2476_pos pyrazol-4-yl)-5- CI13 HI4N2 03 246.10038 5.118 247.1077 Full match No results Full match 52970843.99 | 54916206.98 | 34496729.21 | 40912668.58 | 71108588.58 | 62454464.54 | 11427797.14 | 4388597.24 [ 1763756.555| 7199172.323 [ 1808749.828 | 5679912.06 | 9.819625 | 3.295668 | 0.000228 1 1.222344 up
methaxvhenzoic acid
Com_3909 neg C17HI6 N4 O 292.13085 6.652 291.1236 Invalid mass No results No results 5956901.443 | 6478348.889 | 15114929.82 | 16974205.02 | 5310960.847 | 6466423.74 | 888717.1961 | 1049876.297 [ 933922.2606 | 754609.2937 [ 906561.664 1267902.14 | 9.704543 | 3.27866 | 5.39E-05 1 1.261805 up
Com 6988 pos LPE 16:1 C21 H42N O7P 413.31319 8.807 4143191 No results Invalid mass No results 16307765.3 | 15808030.76| 11713496 | 7273701.729 | 10858298.82 | 9292595.418| 1215031.115 [ 933231.5394 | 989800.0324 [ 1415724.168 | 1287123.131 1512962.7 | 9.689301 | 3.276393 | 2.38E-07 1 1.29643 up
Com_5204_pos Me'hyl‘m;‘:if"le“e"c C6 H8 N2 02 140.05843 1278 | 141.0656|  Full match No results Full match | 21609698.05 | 29453275.67| 20502470.35 | 2121168538 | 14807839.79 | 14748141.6 | 1516079.513 | 2829376.887 | 1387400.295 | 2007684.129 | 1837621.446 | 2315038.41 | 9.562354 | 3.257366 | 1.28E-07| 1 | 1.29009 up
Com 13077 pos PC (14:1¢/3:0) C25 H50N O7 P 507.33223 9.23 508.3395 No results Full match No results 2296414.677 | 1443557.624 | 4267781.274 | 1468069.142 | 3946252.626 | 2467985.578 | 253064.0732 | 268791.7242 | 226086.7448 | 329217.1832 | 324293.3495 | 342237.858 | 9.112888 | 3.187908 | 3.10E-05 1 1.268997 up
Com 963 neg “Adrenic acid C22H36 02 33227112 10.589 | 331.2638 | Full match No results No results | 89456817.46 | 126478742.9| 69591003.71| 45040448.29 | 73428560.55 | 62275751.17| 7649238.815 | 8858617.822 | 10406386.84 ] 1003360443 | 7745250.872 | 657937592 | 9.093989 | 3.184913 | 1.6IE06] 1 | 1.290439] wp
N-{[5-(tert-butyl)-2-
Com_15462_pos | thienyl]carbonyl}-N'-(6- CI6HI9N3 02 S 317.12183 1.435 318.1292 Invalid mass No results No results 1832016.177 | 1933974.665 | 1708008.676 | 2294175.484 | 2567301.691 | 2206530.866 | 103151.7843 | 102686.5986 [ 103949.7616 | 684978.3559 [ 254235.1973 147381.47 | 8.981781 | 3.167002 | 0.000375 1 1.229579 up
methyl-2-pyridyl)urea
Com 3694 pos | Tetranor-12(S)-HETE C16 H26 O3 288.1684 4.785 289.1758 Invalid mass No results No results 42460317.62 | 36946353.51 | 10970114.86 | 15513644.94 [ 30396313.43 | 22050071.32 | 2855477.178 | 2260369.193 | 2318297.85 | 4913599.994 | 2089768.764 | 3253453.81 | 8.950151 | 3.161912 | 2.34E-05 1 1.242085 up
Com 320meg | “'d"'}‘yd“’m C20H32 06 350.20908 6964 | 3492017|  Invalid mass No results Noresults | 361442864.8 | 352243856.5 | 353718756.2| 309556738.9 | 260730360.3 | 258788775.4| 115240038.1 | 19907514.17| 20028842.35 | 2100205539 | 21832470.36 | 19237744 | 8.729542 | 3.125906 | 0.000274 | 1 | 1.236909| up
Com 744 neg Uridine C9 HI2 N2 06 244.06927 2315 243.062 Full match Full match Full match 52546933.27 | 73424952.11| 61322555.22 | 34029189.99 | 144611655.9 | 82926610.34| 2500887.91 | 9444245.298 [ 13856710.27 | 7294881.538 [ 5022335.281 | 13946500.7 | 8.62109 | 3.10787 | 8.98E-05 1 1.195315 up
Com 4185 neg LPC 18:1 C26H52NOTP 567.35327 9.695 | 566.3461| _ No results Tnvalid mass No results | 5754634.485 | 13206098.41 | 17381091.13 | 3866690.956 | 10233996.67 | 6313232.544] 1534930.235 | 1578333.203 | 727295.1836 | 755311.0894 | 1125004.335 | 895349.636 | 8.578269 | 3.100686 | 5.08E-05| 1 | 1.224854] wp
Com 11429 pos Ol Al CI5SHI7TN O5 313.0982 4.743 314.1054 Invalid mass No results No results 3941711.642 | 3329743.481 | 4978937.907 | 5326025.53 | 2873848.292 | 3219064.163 | 345628.1307 | 697924.1191 [ 368203.1319 | 686441.4258 | 72360.37674 | 596910.858 | 8.552703 | 3.09638 | 0.000761 1 1.187889 up
Com 2842 neg S'Me'h‘“zi;“a"h‘h"“’ CI2H10 03 202.06259 5351 [201.0556|  Noresults No results Fullmatch | 19869245.64 | 26584180.13 | 29740511.98 | 26290393.54 | 16585201.72| 26368399.71 | 3804211167 | 3346960.844 | 2740128.233 | 1838668.275 | 2858852.853 | 2662237.2 | 8.430667 | 3.075647 | 2.50E-08 | 1 | 1299194| up
3.4,5-trihydroxy-6-
Com_2571_pos methyloxan-2-yl 2- CI4 HI9N 06 319.1049 5.734 320.1122 Invalid mass No results No results 62895131.28 [ 55592000.8 | 52682008.14 | 56008156.39 | 68071910.93 | 67717338.45 | 9988600.495 | 4430815.307 [ 6602234.666 | 4180532.475 11161051.58 | 7587901.27 | 8.258411 | 3.045864 | 2.12E-05 1 1.285186 up
ate
N-(1,2,3 4-tetrahydro-1-
Com_1189_neg |naphthalenyl)benzenesulf | CI6HITNO2S 287.10019 5.182 286.093 Invalid mass No results No results 39137648.14 | 57689827.66 | 65543272.23 | 75188131.55| 54768934.3 | 70115174.23 | 6028056.715 | 9833802.85 | 5240149.256 | 8203550.835 [ 4926706.963 | 10285191.6 | 8.141592 | 3.025311 | 3.25E-07 1 1.287529 up
onamide
Com 7590 pos L C11 H20 N2 06 276.13156 1.253 277.1387 Full match Full match Full match 3441112.001 | 4700439.192 | 6425706.053 | 7505584.233 | 14454947.36 | 9323037.441| 1091537.975 | 1166302.216 [ 795894.4802 | 555436.4704 | 669822.8091 | 1356001.85 | 8.136799 | 3.024461 | 2.13E-05 1 1.235812 up
N1-[2-0x0-6(1H-pyrrol-
Com_15434_pos | 1-yl)-2H-chromen-3- CISHI2N203 268.08458 6397 |269.0919|  Full match No results Noresults | 2104092.026 | 2818327.772 | 2462741.484| 2295617.954 | 2779314575 | 3011042.195| 564225.625 | 177815.5202| 218183.4783 | 277145.9549 | 483753.7068 | 185198.778 | 8.115695 | 3.020715 | 5.83E-05| 1 | 1.267846| up
y]acetamide
Com 2650 nez | _FAHFA (19:1/6:0) C25 H46 04 4103392 9.635_| 4093319 No results Full match No results | 22743289.68| 21171335.85 | 2107899598 | 28524701.67 | 18431231.72 | 14147472.25| 2734656.562 | 415065071 | 1574483.463 | 1712477505 | 2475523.703 | 3240515.05 | 7936467 | 2.988497 | 1.64E-06] 1 | 1279914] w
Com_2101_pos I“;;?;é’i“i::;zﬂ;:(- C8HIINO2 175.0582 5.798 176.0654 Invalid mass No results No results 84031892.88 | 80106222.97 | 54165062.01 | 41990207.01 | 66577601.94 | 65098347.11 | 24647771.01 | 3337689.811 [ 3133137.052| 3502847.03 [ 11560874.73 | 3314629.26 | 7.919061 | 2.985329 | 0.000703 1 1.190507 up
Com 9566 neg ()10(11)-EpDPA C22 H32 03 344.23772 9.282 343.2307 Invalid mass [0 results No results 4078209231 3200780.905 | 2217201.343 | 1111422.361 | 2498704.217 | 2684248.659| 305690.122 | 272279.1866 [ 277464.95 498733.409; 77515.3122 94433.386 | 7.793514 | 2.962274 | 1.19E 260085 up
Com 392 pos (+/-)5(6)-EET C20H32 03 320.23483 .684_| 321.2423 ull match o results Full match__| 395013055.6 | 390621384.5 | 4661940815 | 411425965.6 | 358229741.4] 416665348.4] 64059254.2 | 4682735818 | 4648922442 | 75196460.64| 53477496.48 | 32864753.8 | 7.64515 | 2.034545 | 3.24E- 1887 _wp
Com 12165 pos Lysope 16:0 C21 H44 N O7 P 453.28505 936 454.292 o results [0 results Full matcl 5419892.30: 945923.301 | 2563280.607 | 1164150.681| 2805579.483 | 1719478.037 [ 318625.4197 | 363343.9648 | 415838.72: 495639.114; 65203.4657 19622.924 | 7.629117 | 2.93151 . 37E 9486 up
Com 1444 pos | _8-Hydroxveuanosine CI0HI3 N5 06 299.08733 .631_| 300.0946 0 results o results Full match__| 98998113.75 | 106134348.1] 102084649.7| 110669023.7 | 99924494.14] 109070070.9 | 16987137.1 | 12953987.17 | 13296179.97 | 1575566699 | 9400391.323 | 13986304.3 | 7.609653 | 2.927831 | 9.07E- 309 _w
Com 17085 pos VLK C17 H34 N4 04 35825774 817 359.2647 ‘ull match [0 results No results 1380618.04¢ 1171300.85 | 590449.6216 | 558620.2771| 1740711.519 | 1474725.268 | 75294.38205 | | 86.3711 | 224364.2624 | 225459.5257 | 86306.52953 151922.7 | 7.513495 | 2.90948: L.62E-05 5653 up
methyl 2-[(2-acetyl3-
Com 877 neg oxo-1- COHI3NO4 199.08422 5.006 | 198.0769|  Full match No results Noresults | 123757817.2| 107264448.6 | 103004605.3 | 83858298.69 | 86892658.74 | 84751768.01| 14142526.38 | 13760627.97| 12517161.13 | 12410050.01 | 10194996.44 | 15624159.6 | 7.495654 | 2.906054 | 6.19E-10| 1 | 1312242| wp
2-(tert-butyl)-6,7-
Com 4912 pos |  dimethoxy4H-3,1- CI4HITN 04 263.11567 5281 | 264123 |  Full match No results Noresults | 12296263.43 | 32004619.28 | 15559328.56| 11806080.11 | 12355589.4 | 15649453 | 1884163.022 | 1859033.919| 3096324.526 | 3173448.181 | 1461857.936 | 1976780.6 | 7.416313 | 2.890702 | 2.26E-06 | 1 |1262273| wp

henzoxazin-d-one.




Com 4207 pos | _Ferulov Putrescine CI4H20N2 03 264.14739 4952 265.1547] _ No results No results Full match__| 21989923.45 | 10481773.18] 9089701.566 | 15899518.78| 3589815782 11940358.4 | 2009584.727 | 1831260.673 | 2821280.387 | 3622200.827] 1708672.881 | 2238654.89 | 7.398959 | 2.887322] 5.25E-05| 1 [ 1231043
Com 4639 pos «a-Lapachon CI5HI4 03 264.07849 5334 265.0858 Invalid mass No results No results 5359364.441 | 20456901.82 | 29346833.43 | 18093062.53 | 21909729.76 | 19950806.06 | 4062723.399 | 2263465.185 [ 2731174.695 | 2134500.924 | 1721168.419 | 2664065.34 | 7.390125 885599 | 0.000156 1 1.21158
thyl 3-hydroxy-4,6-
Com_3698_neg :;::2‘;;{623 CI3HI5N 06 28108962 52 [ 2800824|  Full match No results Noresults | 13575119.95 | 18697024.03 | 20838204.74 | 14408336.93 | 21343384.31 | 11991312.96| 2635738.939 | 2160603.807 | 2380527.868 | 194675527 | 2213727.523 | 2314386.7 | 7.387584 | 2.885103 | 5.44E-07| 1 | 1.305714
carhavvlate
T-pentadecyl4,5,6,7-
Com_10557_pos | tetrahydrobenzo[dJisoxa| €22 H38 N2 02 362.29656 7936 | 3633038 | Invalid mass No results Noresults | 6180140.429 | 5749254552 | 5757109.631| 5417526.437 | 7408173.829 | 8634486.219| 8029533162 | 602287.8329 | 733915.9026 | 1974358.839 | 632484.6362 | 586379.156 | 7341317 | 2.876039 | 2.81E-05| 1 | 1.267335
zol-4-one oxime.
Com_3870_neg "ng::,“"’h‘”"h""* C21 H44 N OT P 45328526 9433 |4522781|  Full match Full match Full maich | 9128801331 | 23082305.34| 15595314.26 | 5911059.019 | 19144643.02| 6719129.624| 5090780.66 | 1461694.243 | 1002048.03 | 1065935.742| 732147.6779 | 1524217.88 | 7316589 | 2.871171 | 0.000192| 1 | 1163111
VXS
dimethylpiperidino)(3,4,
Com_7100_pos 5 CI7H25N 04 307.17834 5.032 |308.1856|  Full match No results Noresults | 15515799.96| 17979511.85 | 14608064.25 | 13289773.17 | 10920184.23 | 11392076.76| 1442665.743 | 2558154.098 | 2516203.78 | 2433409.971 | 1153104.364 | 1495082.24 | 7.216842 | 2.851368 | 221E-06 | 1 | 1.283722
trimethoxyphenyl)metha
Com_3673_neg Geranylgeranyl €20 H36 07 P2 450.18837 5.603 | 449.1811| Invalid mass No results Noresults | 17576185.84| 24588656.37 | 16804955.00| 11054156.08 | 21699245.22 | 21652808.89 | 4192639.789 | 2727898.838 | 1960955.997 | 1730535.129 | 2352177.104 | 2758047.44 | 7.21118 | 2.850235 | 4.53E-07| 1 | 1.277596
Com 3623 neg LysoPC 12:1 C20H36 N O7 P 433.22499 7.208 4322177 No results No results Full match 8360379116 | 7814427.766 | 12347096.38 | 18885074.58 | 9428411.404 | 7938212.571| 1490082.988 | 1069075.502 [ 709049.1953 | 3259825.613 | 1401365.922 | 1069260.35 | 7.198139 | 2.847624 | 2.36E-05 1 1.234064
Com_7017_pos Z'A’“‘:h“:"’:ziﬁly““’l €23 H40 03 38627916 10.012 | 387.2863|  Invalid mass No results Noresults | 14590065.53 | 13147032.79| 15160582.4 | 13793888.61 | 14961525.42 | 15996768.67| 2653111655 | 2146659.1 | 1698073.531 | 2709771.682| 1085301.374 | 1965072.14 | 7.150427 | 2.838029 | 1.68E-05| 1 | 1.293011
Com 8621 pos | Methvl indole-3-acetate CIIHITNO2 189.07616 6.013 190.0835 Invalid mass Invalid mass No results 9474854.946 | 8324103.985 | 8164721.229 | 7076428.226 | 10604679.59 | 12954958.26 | 1308976.494 | 1276475.861 [ 1237114.478 | 1243456.037 | 1837503.98 1073298.72 | 7.095523 | 2.826909 | 1.47E-08 1 1.302543
Com 4987 neg. 2-Furovlelveine CTHTNO4 169.03708 6.066 | 168.0298| _ Full match No results No results | 13358302.64] 5892968.636 | 11952143.28| 10419881.62| 11284621.85 | 8767681.244| 1267258.556 | 1690643.198 | 1210017.095 | 2121665.704 | 1452290.964 | 1083660 | 6.988312 | 2.804944 2.836-07] 1| 1.283578
Fmethoxy-9-2-
Com_1360_pos furo[3, g]chrjmtle)r;gl- C17 H16 04 284.10452 6.052 285.1118 Full match No results No results 78453016.35 | 66651131.43 | 87010736.15 | 117990238.6 | 57323114.56 | 82084716.4 | 1282214527 | 10985107.87 [ 13179050.48 | 13980831.59 [ 6967486.391 | 12145953.3 | 6.985002 | 2.804261 | 1.02E-07 1 1.289418
£
Com_11654_pos m:‘[’{)};e:ﬁ)u[i:azz’ﬁi‘:;ml C15 HION6 02 306.085 4.825 307.0922 Full match No results No results 5895164.286 | 5411444.441 | 4266750.89 | 3260657.613 | 6130231.278 | 3835513.732| 639185.687 | 657365.9341 | 673743.2367 | 895723.6185 [ 641458.8787 | 702027.462 | 6.841603 | 2.774334 | 4.74E-07 1 1.300495
G-methyl4-
Com_9797 pos | (morpholinomethyl)-2H- CI5HITN O3 259.12067 6.054 260.128 Full match No results No results 2751774.546 | 3756542.131| 3747163.876 | 1820262.704 | 8708471.765 | 10089162.57 | 649947.3504 | 540717.6436 [ 887787.7115| 981354.4061 [ 827743.1189 | 685951.311 [ 6.75049 | 2.754992 | 0.000817 1 1.176759
chramen-2.one.
Com 1490 neg Pyridoxine C8HII NO3 169.07374 4.988 168.0665 1l match [0 results Full matc] 060753 54651643.23 | 49462784.04 | 47845297.55| 676391 8893107.49| 8491892.497 | 7223325.59 | 5045883.19 | 8892622.908 [ 5700063.872 | 12485930.1 .670179 | 2.737726 | 1.46E- .283531
Com 701 pos Sturene C8HY 104.06294 4.795_| 105.0703 o results o results “ull macl 8659672.65 | 174008441.1] 109782866.3 | 74168681.02 | 281481126.6] 320068618.8| 11732206.15 | 20527551.91| 24733481.47 | 31508874.97 | 9790732.626 | 52564968.4 | 6.619441] 2.726709 | 0.0003; 140411
Com 4362 neg | N6-Succinyl Adenosine CI14 HI7 N5 O8 383.10716 5.06 382.0999 0 results [0 results Full matc] 0231255. 6361293.079 | 6313715.71 | 4849468.107 | 166709: 0306271.25 31869.184 | 1505375.846 | 1249652.14 [ 1436100.107| 980101.7483 | 2097007.59 | 6.594248 | 2.721208 | 2.19E- 241239
Com 4785 pos LPE 1822 C23HA4NOT P 77.285 9.077_| 478.2922 o results ull match “ull matcl 8412238.84 | 33180863.8 | 19907366.11 | 8729340.589 | 2282871 4859673.92| 2339162.187 | 8336303.925 | 3854536445 | 7104824615 | 1342439.026 | 1302795.24 | 6.592868 | 2.720906 | 0.0009 140615
Com 6112 pos Gamma-Glu-Leu C11 H20 N2 O5 260.13703 4.891 261.1443 0 results [0 results Full matcl 7334389. 18055322.92 | 14147571.57| 17265106.56 | 153810 0579153.23 166626.532 | 3410163.213 | 2165933.323 | 3245019.155| 2011233.098 | 1904275.62 531084 | 2.707322 | 1.38E- 1.28221
BR)-8-hydroxy-3-(3-
Com_7761_pos meﬁ;;ﬁ:el'ﬁ”z‘"“' Cl6 HI4 04 25207846 6319 |253.0857| Invalid mass No results Noresults | 8330789.728 | 10671952.36| 124166649 | 11591230.66| 9359715.465 | 11134265.6 | 2146730.534 | 1635813.639 | 2066479.639 | 1508499.749 | 706439.5544 | 169149422 | 6.509651 | 2.70258 | 247E05 | 1 [ 1.272841
Lione
alpha-D-Glucopyranosyl
Com_11682_neg | 2-O-(2-methylbutanoyl)-|  C17 H30 012 426.16856 7166 | 425.1613| Invalid mass No results Noresults | 2483808.404| 2028146.18 | 1530109.975 | 1498442.409 | 1604247.702 | 1128893.609| 351266.1508 | 226243.0743 | 195866.3759 | 217311.8889 | 339582.0984 | 267784.694 | 6.428848 | 2.68456 | 231E07| 1 | 1.283967
alpha-D-glucopyranoside
Com 3901 nes | T ienoic Acid C22H38 02 334.28689 11.072 | 333.2797| _ Full match No results No results | 15668148.41| 22816185.39 | 13389432.1 | 6268117.058 | 18038342.03 | 8826367.39 | 2199067.695 | 4324831.253 | 1664687.013 | 7362664041 | 1413574.006 | 297218582 | 6.386377 | 2.674998 | 0.000166] 1| 1.173799
Com 3338 neg | Pyridoxine O-Glucoside Cl4H21 N O8 331.12594 4.954 330.1181 No results No results Full match 13688495.3 | 28336419.34 | 19163036.81 | 11866827.61 | 7886825.706 | 10271311.62| 5119073.932 | 1996673.299 | 2041003.21 [ 1300764.54 | 915445.8467 | 2925208.43 | 6.379342 | 2.673408 | 0.000138 1 1.180028
Com 1424 neg | Dihydroxyphenyl)-2- CIOHI3N 04 211.08425 5135 [210.0769|  Noresults No results Fullmatch | 56049987.03 | 45774118.29 | 69346755.85 | 57522533.98 | 63745928.77| 50310347.31 |  10368840.68 | 6805516.119 | 7547412.402 | 9046245.418 | 12310574.67 | 8489443.5 | 6.281144 | 2.651027 | 3.41E-08 | 1 | 1302875
Methvlalanine
2R,35,4S,5R ,6R)2-
Com_4859_pos (pfzii:lo;yyte):l;/i&:ne COHI8 06 260.06793 5348 |261.0743| Invalid mass No results No results 20627316 | 2471924317 | 27545728.59 | 1967710606 | 22499238.55 | 26962979.04| 3987538.747 | 3363802.702 | 4357229.38 | 3953207.551 | 3252603.825 | 4146092.01 | 6150093 | 2.622718 | 4.77E-10| 1 | 131366
34 Sotrial
Com 1623 pos Sebacic acid CI0HI8O4 2.12042 942_| 203.1276 | No results 0 results Full maich | 1126452816 102347489.6 | 4825245548 | 49696137.28 | 8548686547 | 842064014 | 0886769611 | 10845597.01 | 13899844.03 | 17896048.25 | 12966058.73 | 12998906.7 | 6.148672 | 2.620275 | 6.25E-06 126843
Com 1105 pos Ciprostene C22 H36 O4 16.25039 194 47.2576 Invalid mass [0 results No results 1342 10.. 8370369.61 | 106188002.2 | 145381221.4 494868.32 | 88231264.94| 16052872.89 | 15004174.3 419128.24 | 27078506.09 | 14557203.61 5990897 .099613 | 2.608718 | 4.52E-07 279
Com 3878 new | _ N-Oleovl Glycine C20 H37N 03 39.27705 10.231 | 338.2698 0 results o results Full match__| 6317515.065 | 11787022.85 | 19449411.83 | 6608827.525 | 13770803.23 | 6211768.746 | 1838880.646 | 2787428.306 | 1496664903 | 1987797.972| 984200.983 | 1514953.11 | 6.045787 | 259593 | 4.99E-05 212
Com 3745 neg C9HIN O4 5.05297 .594 94.0456 0 results [0 results Full matcl 20872534.8 4175315.34 | 18326787.12 | 14829467.77 067728.65 | 15689679.16| 3280615.812 | 3383661.881| 3067316.251 | 2404114.028 | 3167094.833 305960.4; .017544 | 2.589175 | 2.18E-07 294
Com 2682 pos | 27 i SHIIN 2108906 4.789 | 122.0963 0 results o results Full match__| 22830310.76 | 42940936.1 | 264119173 | 17624466.83 | 63296998.95 | 72691572.97| 3322111674 | 8763630.222 | 7064299.188 | 7530932.715| 2336962.262 | 12091643.8 | 5.979049 | 2.579916 | 0.000422 130
Com_11707_pos NI;[Z-(.Z-pyndyl)e!hyl]- CI4HISN3 O 263.1014 225 264.1087 Invalid mass No results No results 4858118.003 | 5562084.469 | 3987290.541 | 4044165.746 [ 5797021.735 | 6830472.131 | 707810.7442 [ 721021.8355| 914073.5059 | 1268414.334 | 871388.5385 | 806106.707 | 5.876392 | 2.554931 | 5.15E-08 1 1.293955
N-2-(4-
Com 9279 pos | methoxyphenoxy)ethyl]-|  C14 HIS N 04 261.10325 2596 | 262.1106| Invalid mass No results Noresults | 772851.7769 | 2095024.177 | 5561444.72 | 8325169.366 | 4479566.617 | 4870004.264| 824623.1578 | 682160.7364 | 801412.0187| 827165.1117| 612003544 | 730319.094 | 5.829814 | 2.54345 | 0.006845 | 0.917 | 1.070891
furamide
G-methyl-7-nitro-2,3-
Com_10837_pos dihydro-1,4- C9HIN 04 195.05324 5412 | 196.0605|  Full match No results Fullmatch | 5387860.197 | 7955885.94 | 5902925.113 | 5737016.819 | 5868973.242| 5211335.471 | 1060485.938 | 718809.6617 | 968879.1308 | 1006456.662| 1415276.239 | 1031460.09 | 5.815491 | 2.539901 | 5.57E-08 | 1 | 1.300809
henzodioxine
25)2-(2-
Com_9640_pos ‘g‘i‘;’]‘ly;’l“;‘::‘oéyzl’ Cl4HI4 04 246.08468 1375 | 247.092 | Invalid mass No results Noresults | 6255927.891 | 701478218 | 7241589.225 | 7675234.948 | 8445345055 | 6401810.782| 6822829924 | 1201669.063 | 1295912.557 | 894262.0166 | 1657752.636 | 1680243.92 | 5.805987 | 2537541 | 2.14B05 | 1 | 1.280526
olehramen7.one
Com_1636_neg 1'(4'M:::"’1:i:::“y“'2' CI0HI202 164.08358 5498 | 1630762 Noresults No results Full maich | 36919117.57 | 414780031 | 58998189.97 | 50119149.82 | 54262336.93 | 38581531.72| 1375826409 | 5991547.447 | 4628029.738 | 6631218.01 | 11665575.89 | 5904908.42 | 5.768744 | 2.528257 | 3.21E05| 1 | 1256421
(2R)-2-{(2R.58)-5-{(29)-
Com_655_pos | 2-hydroxybutylJoxolan- C11 H20 04 216.13605 5.943 217.1432 Full match No results Full match 293828349.9  277206274.1 | 127514305.5 | 128090148.5| 223061630 | 212514369 | 29733142.31 | 32540364.86 [ 40520040.59 | 49684460.02 [ 37469845.97 | 34480615.2 | 5.624131| 2.49163 | 1.47E-05 1 1.264535
2-yllpropanoic acid
Com 1929 pos PC (14:1¢/4:0) C26 H52N O7 P 521.3477 9.629 522.3548 No results Full match Full match 3101744538 | 67632103.6 | 88980225.99 | 25394396.53 | 64069949.7 | 39129746.58 | 15562784.15 | 7706973.148 [ 6037896.684 | 13523992.74 | 8140735.542 | 5568465.32 | 5.592839 | 2.483581 | 8.59E-05 1 1.188448
3,5-di(2-
Com 3796_pos | furylmethylidene)tetrahy | C15 H12 04 256.07323 5534 | 257.0805|  Full match No results Noresults | 28683751.98| 39196821.46 | 3647167023 | 34614077.19 | 3654350101 | 43983451.75 | 9614422.982 | 5931377.123 | 6771947.635 | 6803495.007 | 3907903.326 | 6377588.22 | 5.569943 | 2.477663 | 2.43E-06 | 1 | 1.288307
dro-2H. 4
Tbenzyl-4-hydroxy-5-(4-
Com 5194 pos | hydroxyphenyl)-2,5- CI7H14 04 282.08901 5296 |283.0962|  Full match No results Noresults | 8028279.829| 10981240.6 | 24988382.44 | 9885881.209 | 12189910.33 | 1051920653 | 2281681.74 | 2759474.542| 3082514.078 | 1911160.923 | 1204411.705 | 2569608.84 | 5.546652 | 2.471617 | 1.36E-05| 1 | 1.232136
one
Com_11126_pos | Leukotriene B3 C22H37N 04 40125629 5237 |4022636| Invalid mass No results Noresults | 6648445.483 | 5493197.807 | 2628806.585 | 2700901.924 | 3496277.181 | 2859497.619| 4674330535 | 471881.7206 | 431263.2337 | 523040.4054 | 2034237.447 | 373790.283 | 5.539072 | 2469644 | 0.000221 | 1 | 1.177792
2
Com_2801_pos | (piperidinomethylidene) C9HIIN3 161.09571 1.199 162.103 Full match No results No results 25591731.5 | 6727673.949 | 16030380.46 | 50899818.83 | 15449033.03 | 18243202.79 | 2909795.794 | 2855193.229 [ 2854572.812| 6450003.144 [ 5681125.713 | 3359663.5 | 5.51389 | 2.46307 | 0.000981 1 1.12596
malononitrile
Com 10261 pos | Propionvl-L-carnitine CIOHI9N O4 21713117 4.953 218.1384 No results No results Full match 7435019.463 | 7006216.198 | 6693829.813 | 6211379.515| 8114997.652| 7011331.915| 1018770.77 | 1178930.392 [ 1075262.497 | 1923501.539 | 1241078.619 | 1295033.48 | 5.492706 | 2.457517 | 9.66E-07 1 1.30324
Com_5749_neg 5':‘{‘::’3::":’:;2 COHTN O3 177.04227 4799 | 176035 | Noresults No results Full maich | 4882964.293 | 121347397 | 4452999399 | 2798079.792 | 3673903.903 | 4334535.263 | 1434368.75 | 820442.9548| 1052467.558 | 810898.2508| 847230.3638 | 911186.395 | 5.492505 | 2457464 | 0.000189| 1 | 121347
Com 5290 neg Vitamin B2 C17 H20 N4 O6 376.13695 5.657 375.1297 o results [0 results Full matc] 12188628.35 [ 12505438.14 | 4035509.057 | 4095446.61 | 2901940.605 | 6353624.626 | 1655705.893 | 1420834.654 | 930145.730 409797.793 | 1075398.302 297719.11 40214 433533 | 0.001001 959
Com 2231 pos N C19 H28 02 288.20868 519_| 289216 ull match o results “ull macl 78202605.1 | 70135793.36 | 31679635.81 | 29997922.45 | 4085918588 40944729.6 | 0170322247 | 6685152.126 | 8704435.221 | 14054544.06 10028197.29 | 579636746 | 5.360491 | 2.422365 | 1.79E-05 3
Com 13742 pos Gly-Phe CI1 HI4 N2 03 222.10042 908 223.1077 o results [0 results Full matc] 3123959.165 | 3719351.35: 74436.685 | 3368685.074 | 4049324.45 | 3934647.361| 355784.3347 | 1182582.758 | 568326.449 021148.484 | 518927.8505 66429.209 | 5.25027¢ .392393 | 0.000225 7
Com 13099 pos DL-Panthenol COHIINO4 205.13199 955 | 206.1389 0 results o results “ull match | 2299073.412 | 5032975.576 | 1360352.536 | 1472297.013 | 2009155.082 | 2915362356 393844.5838 | 459357.662 | 5357534119 575600.6527 | 490629.2800 | 441844012 | 5.20851 80872 0.000317 3
Com 9193 pos EKK C17 H33 N5 06 421.25479 .601 422.2608 Invalid mass [0 results [0 results 7843358.218 | 7897379.37: 17545.205 | 8432919.62 | 4252554.462 | 5047677.932| 695607.8462 | 1145874.084 | 1232846.91 614291.992| 1145597.065 370428.36 | 5.17602¢ 371845 | 6.58E-06 2




Com 16197 pos Pleuromutilin C22H3405 416.19598 5842 | 417.2032] Invalid mass No results No results | 1552094.102] 564891.0919| 721307.0542] 1409178.143 | 2278686908 1610766.609 2141472883 | 259460.7383 | 277503.2063 | 245780.2833 | 439794.7676 | 142175.676 | 5.153664 ] 2.365598 [ 0.000208] 1 | 1.172874] _w
Com_2049_pos "I”'T’““*"““' C20H320 288.245 7357 | 2892523|  Noresults No results Full match | 206719915 | 17361856.85 | 58428435.73 | 73421084.67 | 19052793.64| 19251895.75 | 530957917 | 4388575.863 | 7082732.177 | 15594196.95| 4406209.429 | 3865448.42 | 5.121888 | 2.356676 | 0.000988 | 1 | 1.097289| wp
Com 2270 ne | Evinevhrine bitartrate CI3HI9N 09 333.10571 5279 | 314.0879|  No results No results Full match__| 28937608.32| 40477802.5 | 39621461.78 | 24620862.92 | 3095257449 | 35877314.89 | 8258522.908 5108722.974] 6182306.189 | 7261151.059 | 6862765.24 | 5.114437| 2.354575| 351E08| 1 | 1.296602] _wp
Com 2127 pos LSD-d3 C20 122 2TH3 N3O | 304.24038 9933 | 305.2481| Tnvalid mass No results No match | 77152453.81 | 82228069.43 | 65500012.5 | 70317852.12| 42803638.85 | 87626693.39 | 12524885.55 996 | 2323698407 | 25354646.42 | 8366359.172 | 9433484.29 | 5.081119 | 2.345146] 0.000506| 1 | II8SI71| wp
Com 6688 neg Biotin CIOHI6GN203 S 244.08787 5452 | 243.0805|  Full match No results Full match__| 7055624.156 | 7973552.508 | 6051178.732 | 6942249.272 | 6444106.618 | 6836369.603 | 1545329.809 | 1459523.727 | 1658857.19 | 783562.8327 | 1106659418 | 1575455.51 | 5.080712] 2.345031 | 1.10E-05| 1 | 1.289453| wp
16-
Com 491 neg | Hydroxyhexadecanoic C16H32 03 254.22426 9.825 | 253217 | Invalid mass No results No match 180976123 | 150334620.9| 222214067.3 | 126265039.7 | 171590828.4| 169369064.6 | 1828840237 | 40590335.93 | 40732927.92 | 33457623.98 | 47320557.99 | 26078611.4 | 4.943853 | 2305636 | 1.17E-05| 1 | 1262984 | up
acid
T-(1.8-dihydroxy-3.,6-
Com 714 neg dimethyl-2- Cl4H14 03 230.09395 5572 | 229.0866|  Full match No results No results 115261409 | 150612812.1| 145349999.2 | 101459406.6 | 131364588.9| 151471531.8 | 41014860.97 | 28785253.47 | 4123809224 | 9813469.454| 10556095.21 | 30496443.6 | 4.913521 | 2296757 | 0.000954| 1 | 1.185992| up
nanhthvllethan-1.one
Com 3188 neg tetranor-PGDM Cl6 12407 310.14454 7.064 | 309.1373 | Tnvalid mass No results No results | 21315442.71 | 14664403.55 | 2487018621 | 22634993 31| 120909989.51 | 14838126.87| 5280439.56 | 3187392.814 | 3484213.508 | 5588822.566 | 2034377.66 | 2891867.71 | 4.725579 | 2.240491 | 339E-06| 1 | 1.252833| wp
Com 498 neg Valoroic acid C8H1602 144.11484 5999 | 143.1074] _ No results No results Full match__| 226518618.8| 204477519.5 | 89461060.29 | 99208087.57 | 167476298.7 141465727.1| 28494557.51 | 30870535.49 | 36172640.84 | 36288677.3 | 35491520.64 | 30394458.2 | 4.696758 1665 0.000108| 1 | 1.254517] _wp
Com 10146 pos APH Cl4 H21N5 04 305.14669 136 | 306.1541 | Tnvalid mass No results No results | 5460657.468 | 5965909.579 | 5267643.992 | 5285495.185 | 8330691.214 ] 6403446.675| 1306010.916 | 9157819328 | 1495323.571| 1228882.297] 1551767.592 | 1366896.83 | 4.668203 2867] 4.74E-08| 1| 129475 | _w
S-fluoro AB-PINACA N
Com_12306_pos | (4-hydroxypentyl) CI8 H25 F N4 03 386.18035 4947 | 387.1876|  Invalid mass No results Noresults | 2954621.351 | 2340169.737 | 2137458.901 | 4475451.465 | 2327647.806 | 2245511.714| 1514244112 | 297799.9002| 164501.892 | 2514198.85 | 321778.7612 | 135854.889 | 4.596455 | 2.200522| 0.00394 | 0.889 | 1.100266 |  up
metahalite
Com 2738 nez | _23-Norcholic acid C23H3805 3942719 7.062_| 393.2647| _ No results No results Full match__| 32226079.56 | 16828315.86 10827880.02| 1010401345 | 1343636697 | 14336134.37| 3904488.946 | 2254696.639 | 1591073.321 | 6048218 143 | 3927199341 | 3748542.66 | 4.552389 | 2.186624 | 0.000161| 1 | 1.169246] wp
Com 1393 pos D C22 H24 N2 08 444.15672 5924 | 445.1639| Tnvalid mass No results No results | 48871385.88| 45570688.2 | 83475380.37 | 115271294.7] 61198935.36 | 66639408.82| 4509078232 | 15417092.4 | 6802604.429] 10576762.47] 1131677476 | 14778108.7 | 4.488704 | 2.166299 | 0.010663| 1 | 1.008407] up
Com_5769_pos “m_ln'if‘:f'h‘”‘y'z' CI3HI6N2 03 248.11602 4873 | 249.1231|  Full match No results Fullmatch | 13998143.66 | 21106708.38 | 21167082.56 | 18567262.45 | 10934268.38 | 7281870.771 | 3259907.335 | 2397397.617 | 1531478.167 | 2188378.015| 9174315315 | 2221739.33 | 4.479583 | 2.163364 | 0.000531 | 0.972| 1137159  wp
Com_18102_pos | | S-Deoxy-5- e | CHIHISN503S 297.08968 504 | 298097 |  Noresults No results Full match | 803907.3138 | 909939.7308 | 973269.9517 | 717043.3285 | 665467.3148 | 888104.074 | 254615.0608 | 145885.8548 | 175575.98 | 153362.9908| 152579.4583 | 235733.871 | 4.435444 | 2.149079 | 8.19E-07| 1 | 1.287484| wp
Com 2767 nez | _ N-Tielovlelyeine CTHIINO 157.07368 4867 | 156.0665 | _Full match 0 results No results | 31839832.39 | 20563247.02 | 17598231.16] 25150011.84 | 1593198541 | 14554748.78 | 14612315.17 | 2730112.335| 1555118.238 | 16790394 | 5440619.058 | 2402886.23 | 4.420748 | 2.14429 | 0.002494 | 0.972| 1.112 w
Com 7513 neg | (+/7(8)-DillDPA C22 1340 362.24531 7.071_| 361.238 | Full match o results No results | 5166942200 514567662 | 5702208.728 | 5163507.976 | 6663082.381 | 6965636.372| 1468044.208 | 960941.6642 | 1620707.687 | 1656576.557 | 1091244 1091539.39 | 4.407295 9893 | 832E-07| 1| 1.289 w
Com 5756 pos Mag (18:1) C21 H40 O 356.2914 9294 | 357208 | No results o results Full match__| 7899896.756 | 3871009138 | 7080058.818 | 9513899.401 | 22887794.78| 23571211.45 | 3574686321 | 2942889.918 | 3680102.864 | 2080496.941 | 2359643.499 | 2495468.68 | 4.367163 | 2.126697] 0.005203 | 1 | 1.065 w
Com 1389 pos Flu C20 H36 0. 338.24291 932 [ 339.2502| Tnvalid mass o results No results | 8544947792 152975068.4] 39843189.46 | 34763140.18] 107515097.2] 96371563.08| 20614703.1_| 24965297.15 | 17339727.35 | 14502392.35| 20990932.36 | 20822914 | 4.335248 | 2116115 0.001664| 1 | I.142 w
6,6-dimethyl-4-
Com 4875 pos | piperidino-5,6-dihydro- | C12 HI9 N S2 241.09459 1358 |242.1018| Invalid mass No results Noresults | 18499496.34| 32454462 | 23360832.14| 235635466.08 | 27041583.6 | 23065800.04| 12252782.29 | 4206179.689 | 4187275.327 | 3955504.069 | 4405871.691 | 5381979.26 | 4303268 | 2.105433| 0.000104 | 1 | 1232316| wp
7H—l_h1in977—lhmm>
Com_1029_pos | 20-Dirtertbutyl-1.4- C14H20 02 238.15689 5991 | 239.1641| Invalid mass No results Noresults | 186922602.2| 172364770.3 | 130792333.6| 116195986.7 | 96577965.72 | 94909591.92| 300146311 | 2324637438 | 35356422.62 | 4262833221 | 27013598.64 | 28014884.7 | 4.282735 | 2.098532| 3.26E-06 | 1 | 1261635 wp
Com 4281 pos L-Dopa COHIINO4 197.0689 5.162_| 198.0762|  Full match No results Full match | 25006614.49 | 2787112099 | 32689900.71 | 28865984.15 | 11801188.21| 13168935.07| 5475404.06_| 5230485.726 | 4917028.422 | 6136217.520| 4461368433 | 6409693.05 | 4.272231| 2.00499 | 0.000314| 1 | 1219024] wp
Com 9381 neg P C8HIN 02 151.06299 4731_| 150.0557] Full match No results Full match__| 4116022.628 | 4857778.517 | 3069349.883 | 2984987341 | 4037633.637| 3150846.181| 1549736482 | 757733.2029 | 865129.8944 | 880361.1167| 6572459358 | 762941.292 | 4.223642 [ 2.078488 | 5.55E-06| 1 | 1.265948| wp
341,12333-
Com 7267 neg | hexafluoropropyljadama| ~ C14 H16 F6 02 330.11061 5199 |[320.1033| Invalid mass No results Noresults | 2524727.803 | 2382360.454 | 2732577.438 | 1859331.616| 7020485.942 | 3243231.852| 1091624.61 | 754276.155 | 684788.1263 | 7623302114 620323.7289 | 773593.601 | 4.216545 | 2.076061 | 0.000343| 1 [ 1.197391| wp
ntane-1-carboxylic acid
Com 1177 pos PC (14:0¢/2:0) C24H50N O7 P 49533419 9.661 | 4963416  No results Full match Full match__| 57297499.03 | 6496851512 1050479953 | 136936022.8 | 93171119.42| 97564242.28 | 13620347.37 | 15489569.59 | 27781639.87 | 44169108.71| 1441002847 | 17582834 | 4.171116] 2.060433 | 0.000123| 1 | I.189608| wp
Com 5957 pos Ci i C27H44 0 384.33874 8.598 | 3853458  Full match No results No results | 792111436 | 9720643.873 | 17217212.99] 17945007.39 | 17372896.94 | 15927146.34| 3743764.657 | 3513658.157| 3640656486 | 5905322291 | 1134950.636 | 2821374.83 | 4.147647 | 2.052293] 0.000429| 1 | 1.151322] _w
Com 4274_neg | N-Uehlorophemyhd- 1 o5y o o 274.08391 6577 | 273.0766| Invalid mass No results Noresults | 1725881458 | 15941737.66 | 11387604.74 | 6957750.235 | 15551503.47 | 1421255938 | 4061182.282 | 3366596.054 | 2125156.641 | 1141213.537| 5424200.676 | 3667736.73 | 4.109452 | 2.038946 | 0.000469 | 1 | 1.153244| wp
Com 9192 neg Sorbic acid CoH8 02 112.05233 4864 | 111.0449] Full match No results No results | 3539537.182 | 3923755.847 | 4307307.102 | 3445316111 | 3882175.681 | 4541514.101 | 1042472.677 | 878850.9724| 871735.4798 | 999948.1785 | 1011593.026 | 958973.155 | 4.101554 | 2.036171 | 8.69E-10] 1 | 1315168 w
NI1-G-pyridy)-2.3.4.5.6-
Com_17266_pos | pentamethylbenzene-1- | C16 H20N202'S 304.11833 1226 | 305.1256| Invalid mass No results Noresults | 179730.6837 | 5994127163 | 863935.1753 | 1348908.754| 1002201.025 | 525671.0596| 56998.45264 | 101087.0983 | 74838.87615| 69621.25982 | 710503.4626 | 92225.2716 | 4.089355 | 2.031873 | 0.005022| 0.917 | 1.001443|  up
sulfonamide
Com 3898 pos | T C2113205 364.2246 6.101_| 3652318 o results o results Full match__| 30914821.06 | 44215379.33 | 24304807.49 | 30687211.57 | 3045764606 251799714 | 7377505.281 | 6864508425 | 6895764918 | 9526667.311| 8481395.545 | 6668755.82 | 4.054599 | 2.019559 | 435E-07| 1 | 1.288833 | wp
Com 1240 neg. Kynurenic acid CI0H7NO3 189.04236 5.828 | 188.0351 ull match I match Full match__| 85088655.43 | 8017666747 | 53272918.52| 59336171.29 | 79305828.51 76915027.31| 5579523 4669970.057 | 101324414 | 5466581.134] 24181684.5 | 7048231.77 | 4.045843 | 2.01644 | 0.005273 | 0972 1.084893| wp
Com 1551 neg Acid C22H3202 32823977 9912 | 3272325 ull match o results results | 50533783.99 | 57736176.16] 62552090.85 | 4734426739 | 51649954.19| 59013492.5 07322.24 | 11843550.96 | 16697797.32] 20516410.69 | 8550383319 | 10624012.9 | 4.017985 | 2.006472 | 3.81E-05 268466 _wp
Com 9344 pos L i C8HI6N2 04 52 268.05592 5.198 | 269.0631 resull o results ull matcl 7679853.778 | 10440938.51 | 9178518.753 | 3541984.07 | 5900615.94 | 10835775.1 7540.226 | 1565280.097 | 1962063.741 | 203061591 | 184474520 | 1935891.4 | 3.976027] 1.991327] 0.00027 2101 w
Com 246 neg acid C20H3202 304.23985 9.986_| 303.2325 ull matcl o results Full match | 421725299.5| 460362563 | 472568828.5 | 346690689.3 | 387063235.1| 440852923. 38393.83 | 89276026.06 | 1285321803 | 155964208.1| 81086342.93 | 891897318 | 3.950204 7| 5.54E-06 2825 w
Com 2138 neg | _D-Saccharic acid C6H10 08 210.03734 151 209.03 ull matc] ull match ull matcl 19603679.3 | 14096374.17| 312539775 | 25578942.46 | 44125341.83 | 28605909.17] 2182179.446 | 11838993.43 | 3463080.461 | 5520028.043 | 9641842.308 931167 810.001504 10982 w
Com 365 pos C20H3204 336.22971 6816 | 337.237 ull matcl o results Full matc 323498995 | 241992296.1| 320831470.7| 444173667 | 1612126469 | 188526798.9| 3061688757 | 19418648.92] 2223161 2269024 289469031 927322 6] 0.004526 | 0917 | 1.0661 w
226-
Com_541_pos d‘:““:f}":‘)’(‘;y/‘:rf_:i?oi‘:n CI9HI8 06 324.0994 5594 | 325.1066| Invalid mass No results Noresults | 307343609.9 | 343321124.3 | 305457580.7| 307601706.8 | 329301093.7 | 361249591.4| 73295827.54 | 88036077.43 | 85939556.01 | 9247131339 | 66600459.66 | 94916548.1 | 3.898726 | 1.963003 | 7.09E-08 | 1 | 1310395| wp
A-one.
Com_1386_neg D'“'Hyd;f‘:yg'“'““c C5H8 05 148.0371 1434 [ 147.0299|  Full match Full match Fullmatch | 30187271.43 | 26084404.52 | 36303102.95 | 33435035.41 | 73891701.02| 35276031.85 | 9947412.504 | 12550492.75 | 7826310515 | 13382116.92| 9156929.951 | 9478897.43 | 3.772368 | 191547 | 7.14E-05 | 1 |1222483| wp
Com 4943 pos | L-Tvrosine methvl ester | C10 HI3N 03 195.08941 6.065 | 196.0967|  Full match No results Full match | 15176613.89 | 23533452.77 | 26897434.99 | 17243339.43 | 20021858.83 | 21323114.41| 0573501.75 | 3833115.544 | 5183063.492 | 4053082.806| 4643134.023 | 5798427.62 | 3.753815 | 1.008338 | 2.16E-05| 1 | 1241253 | wp
Com 15679 pos K itrin C27H30014 278.09682 5568 | 579.1829| Invalid mass No results No results | 1461623.336 | 1950483376 | 2428511.983 | 1771800.698 | 1423944.382 | 2292287.941| 508877.9087 | 470524.6757| 6491213443 | 530208.3629| 321888.2504 | 559293.73 | 3.726635 | 1.897874] 1.79E-06] 1 | 1.261949] wp
3-(@-hydroxy-3-
Com_6296_pos | methoxyphenyDpropanoi| ~ C10 H12 04 218.05769 5299 |219.0649| Invalid mass No results Noresults | 16941645.15 | 21577115.56 | 16673729.65 | 16470099.88 | 18023924.20 | 16888797.07| 5533547.873 | 5088100475 | 5366972.066 | 4084979.236 | 3569239.555 | 5066476.05 | 3.712221 | 1.892282 | 2.06E-07| 1 |[1.299746| up
o acid
Com 1754 neg | 1 Acid C3 18 04 168.04209 5588 | 167.0348|  No results No results Full match__| 31393090.27 | 32699879.86 | 33438947.58 | 48217959.08 | 2096571833 | 21701856.98| 7733737.8 | 10541544.44] 7381492.128 | 7328993.986| 8791069.896 | O151217.72 | 3.609679 362605 1 | 1.252602] wp
Com 10961 pos | 1 i CI1HI5N5 05 297.10742 4752 | 298.1147] _ No results No results Full match__| 5899330293 | 3478939.995 | 4331885.664 | 4528040.629 | 7015245.443 | 7625653.222|_655650.563_| 2382048.877 | 1690848.882 | 1286077.72 | 950919.3239 | 1927701.21 | 3.697086 0.000303| 1| 1.166633| wp
Com 15407 pos Melatonin CI3HIGN202 232.1203 5309 | 233.1276| _ No results No results Full match__| 1522819.186 | 2021913.507] 2596987.734] 1669309576 | 1683149.451| 1911217.4 | 616388.7324 | 437268.8175] 222121.845 | 378036.1584| 949936.0549 | 483629.459 | 3.693959 | 1.885168| 0.000455| 1 | 1191391 wp
Com 3938 pos | hydroxyphenyljpropane- C9HI203 190.06016 5.665 | 191.0674| Invalid mass No results Noresults | 38009349.44 | 38692516.97 | 32078528.39 | 33006047.85 | 23378667.96 | 34811036.08| 9458682.584 | 8149049.39 | 9799918.79 | 9872547.343 | 7477113.739 | 9554631.06 | 3.681992 | 1.880487 | 2.75E-07 | 1 | 1.294921| wp
-diol
Com 2667 pos TMK. CI5 H30N405 S 189.09717 1356_| 190.1045| Invalid mass No results No results | 63586210.91| 21551867.47 | 40074358.49 | 34704383.15 | 29105142.99 | 53515557.84| 8581317.741 | 7150518.257 | 9440189.023 | 12946323.35| 15630201.32 | 122978078 | 3.672232 | 1.876657] 0.000125| 1 | 1.185089| wp
Com 1836 pos Stirinentol CI4HI8 03 216.1148 5.692 | 217.1221] Invalid mass No results No results | 98073704.93 | 84264610.59 | 80272332.66 | 80182821.46] 73617488.13 | 79540368.53 | 22745696.53 | 20535999.62 | 23721381.44] 28300571.72] 20941072.39 | 196136015 | 3.650504 | 1.868096 | 9.89E-09| 1 | 1.307476] _up
Com 1030 pos Alloxan C4H4N205 160.0127 1.031_| 161.0201] _ No results No results Full match__| 186761958.6 | 196551444.8| 121244784.8 | 98665152.21 | 144883336.2| 111639098.7] 39525825.61 | 32919558.16 | 54574093.78 | 51739047.1 | 36085904.39 | 21823768.8 | 3.632705 | 1.861044 | 3.04E-05| 1 | 1216009] wp
Com 872 neg “"“""'O'IL"'C‘?:“"ECE“‘“C C17H3202 268.2399 10209 |267.2325|  Full match No results Noresults | 94645267.49 | 105625392.6 | 120351911.6 | 69687819.61 | 106848056.2 | 931663561.96| 19606761.84 | 3070278235 | 22244609.12 | 19064897.6 | 5082672327 | 21560900.1 | 3.599396 | 1.847755 | 8.75E-05| 1 |[1226943| wp
3-methoxy-2-phenyl4HL-
Com 1299 pos | furo[2,3-hJchromen-4- CI8HI2 04 292.07326 5592 |293.0806|  Full match No results Noresults | 135111534.2| 134051267.8 | 126378841 | 123796183.5 | 1414764815 | 150014766.7| 33396737.42 | 36444784.45| 40887032.7 | 3983574321 | 29611083.11 | 459965639 | 3.585012 | 1.841978 | 3.77E-07 | 1 | 130311| wp
one
Com 5483 pos | _NG-Me-Adenosine CITHISNS 04 11242 4783 | 282.1196 ull match I match Full match__| 19028820.18 | 16662544.81| 22561410.67 | 20525544.26 | 16457063.21 | 1446925, 3042011145 | 5933367.425 | 8284324.111| 5660588.887| 2015377297 | 5131225.55 | 3.542643 | 1.824826 | 0.0006 189221 w
Com 132 pos aci C9 16 02 03741 1.037 | 147.0447 o results o results Full match__| 939868373.6| 1048586998 | 823691127 | 751002453.8 | 9003079874.6] 7175075 199684549.9 | 1796390703 | 273460786.4| 396941876.3| 228644717.4 | 186129436 | 3.539504 | 1.823584 | 2.53E 258002 _w
Com 601 neg Benzyl cinnamate CI6HI4 02 38.09908 5.64__|237.0917 ull match o results No results | 176307149.4] 189516217.5 | 178823851.6] 143192050.7] 178245139.5 | 185163151.6| 60037840.25 | 54228640.61] 46752927.57] 55758981.78| 33478978.51 | 49647633.8 | 3.505269 | 1.809525 | 2.25E- 289464 _w
Com 5590 pos CI2HIB 02 13054 671 | 195.1378 ull match o results No results | 2346662698 | 20892256.47 | 17740307.99 | 17169859.39| 191522238 | 17436275.48| 5478360.927 | 5150225.037 | 5424999.781] 7522630.868 | 4580448.498 | 5082351.49 | 3.485589 | 1.801402 | I.12E 295305 _w
5-Pheny-N-(@-
Com 5018 neg | (trifluoromethylphenyl) | C16 HI1 F3N20 304.07895 1424 [ 303.0718| Invalid mass No results Noresults | 691760257 | 7188988.594 | 10103431.28| 11304785.15 | 8245010.041 | 7945509.691 | 2575743.238 | 3958856.241 | 2020802.639 | 2026954.41 | 1025886.178 | 3230707.41 | 3.484433 | 1.800924| 0.000482 | 1 | 1.186678| up
oxazol-2-amine
Com 7802 pos Eceonine COHISNO3 185.1024 4.936_| 186.1096| _ No results Tnvalid mass No results | 11767487.62| 8704407407 | 9610256.419 | 11465714.28 | 11134271.14 | 9438653.433 | 2228988.151 | 1879290.954] 2339189.289 | 3095405902 | 6858732.785 | 2073437.05 | 3.362416 | 1.749498 0.000769| 1 | 1.192824] w
N-hydroxyd-
Com_4193_pos | (trifluoromethoxy)benze | C8 H7 F3 N2 02 220.04837 5297 |221.0556| Invalid mass No results Noresults | 3519264632 35678674 | 27908056.42 | 28035563.94| 28356836.14| 31918517.53 | 10953958.78 | 6786910.088 | 9611911.258 | 9152650.036 | 10146798.83 | 9231621.29 | 3.347842 | 1743231 | 1.31E07| 1 |[1.295615| wp
necarhoximidamide.
Com_5094_neg DI3-Hydroxy- CI0HI2ZN2 04 224.07935 5076 |223.0718|  Noresults No results Full match | 10519854.37 | 9874886.755 | 9138407.728 | 10729176.18 | 11490891.18| 14002498.34 | 4974573.504 | 3301673.527 | 670814.3351 | 1864945.839 | 5476794.981 | 3478825.43 | 3.326434 | 1.733977[ 0.006739 | 1 | 1.065581| up
Com 5783 pos | N-lactovl CI2HISNO4 237.09965 5308 | 238.1071|  No results No results Full match __| 21644292.03 | 17885596.73 | 21115395.54] 14458276.18 | 19206452.18 | 17623361.62| 1103469649 | 3220747.083 | 1364132.216| 7127127.66 | 576944396 | 5325456.37 | 3.310227| 1.72693 | 0.00507 | 1 | 1.088277] wp
Com 6569 neg | Sorbitan C22 142 06 402.29769 8.109 | 401.2903|  Full match No results No results | 8418327201 | 7602260.886 | 6347204952 | 6458261.685 | 4826220.863 | 4857126077 | 1864746.816 | 1477262.561 | 22172494 | 2691699.545| 1796173.058 | 1718258.88 | 3.273109 | 1710662 | 3.04E-06| 1 | 1.255344] wp
Com 8022 pos CITHITN O3 211.12044 1353 | 212.1276] _ No results No results Full match__| 11904556.84 ] 13577820.77] 9956475.142] 9957494.536 | 12958572.42| 11531578.54] 2291746312 | 3147855.492| 3438638.37 | 5138500.269| 3598689.031 | 3761279.16 | 3.269282 | 1.708974 | 1.49E-05] 1 | 1.264391] wp




T-CE3,T-
dimethylocta-2,6-dien-1-

Com 6242 pos | A ebvomen. C19H22 03 320.13703 4726 | 321.1444|  Invalid mass No results 9168158.874 | 10248705.84 | 8926915.533 | 11287183.29 | 1661024.142 | 1294543.707 | 1285031.158 | 12532757.99| 797724.478 | 1196058.44 1705742 | 0.007298 1070458 | up
Com_5893_neg 5"‘:‘,°'h°‘y‘"d°'e'3' CI0HIN 02 175.06309 5228 | 174.0557|  Noresults No results 3411985751 | 2816974.984 | 2558788.834| 1882645.121 | 1268942.063 | 909173.741 | 1095508.48 | 1048831.732| 1845284.048 | 1386512.21 170431 | 0.004992 1047071 wp
Com 1494 pos | Methyl CIIHI405 08388 5.702_| 227.09 o results o results 119533346.0] 9336585119 | 9513572728 105502366.1| 37361678.16 | 30254455.04 | 30256363.85 | 2937287907 | 27219850.02 | 413312549 [ 1.698622 7 1297966 _w
Com 2505 neg. Citric acid C6H8 07 02688 2233 101 ull match ull match 20801669.74] 21515091.3 | 36369018.11| 28525156.8 | 6739833.429 | 12251503.41] 6724329.631 | 5113760.325| 5323945.916 | 7502300.53 1689225 | 4 1182344 _w
Com 10451 pos | 21 Co HI12N2 05 07427 1352 | 229.08 o results o results u 6395386.122 | 6303582.863 | 7324708.928 | 7543271.876 | 1545497199 | 1669988.325 | 1733181685 | 1500880.273 | 3586347.917 | 2404387.99 686764 5 123206 | _w
Com 1338 neg | Ervthronolactone C4H6 04 02663 2.683 | 11701 0 results ull match 3 4640266439 | 46317706.47 | 77591584.93 | 5664571799 11964409.75 | 17026233.91] 14061407.72 | 31529608.23 | 1294973477 | 15999493.1 672327 5 1217329 _w
Com_3283_neg N'Ace‘yl;[;;'g"““m‘c CTHIINOS 189.06356 1452 | 188.0563|  Full match Full match 12195991.9 | 12465481.71| 23975415 | 14858049.4 | 3990020.272 | 5469759.755 | 4706522.004| 5962784.203 | 3810995.686 | 8225981.05 1670388 | 7.89E-05 1189724 wp
Com_7651_pos (S'L'Glu'a/:{g'L'Am‘m C8H14 N2 05 218.08986 1361 | 219.097 | Noresults No results 9370644.858 | 11894766.77 | 12473427.77| 12303006.92 | 1967649.087 | 2592046.169 | 1790801.797 | 2924676.281| 7256901.262 | 3630472.33 1663985 | 0.001078 L161176|  up
A methy (2
Com_1459_neg Ogi‘y"cylg“h‘::;‘l']‘gzgjm CI5H24 04 268.16717 6496 | 267.1598|  Full match No results 58045122.3 | 59168503.53 | 44193552.38 | 55964864.14 | 27609651.62 | 1049704131 | 22821368.72| 25236557.15 | 14076727.19 | 9627850.9 1662009 | 0.000792 1179942 wp
apid
(2R 38,4S,5R.68)-2-
Com_17376_pos | (hydroxymethyl)-6- CI2H1606 273.12074 6005 | 274.128 | Tnvalid mass No results 1100757.272| 1041801734 | 965582.927 | 1069469.824| 393258.7246 | 303935.3564 | 336241.6677 | 505645.2194| 334725.6861 | 314879.966 1652123 | 6.19E-07 1277163 wp
phenoxyoxane-3,4,5-triol
Com 8564 pos Pro-Leu CIIH20N203 228.14707 1357 No results No results 8585905.324 | 8518283317 | 11241297.79] 9751671.314| 1682321098 | 2689883.391 | 2936276.455 | 4616207.78 | 4343621181 | 3121089.18 1640633 | 0.000225 1218311 w
5 6-dimethoxy-2-(2-
Com 18 pos | methoxyphenyl)-4H- CI8H1605 136.0534 5703 | 295.096 | Invalid mass No results 7995601295 | 8460435909 | 7888814471 | 8630387928 | 3088142360 | 23635688245 | 2842399572 | 2879739020 | 2408997297 | 3061543732 1619331 | 6.13E-08 130979 | wp
b 4
Com 8556 pos Celastrol C29H38 04 45027458 6.045 | 4512819 Invalid mass No results 4697974.038 | 9678145.876 | 9176130.082 | 6669393.129| 2549914.739 | 1756387.561| 2331546.479 | 4317419.763 | 3004325.858 | 177897833 1616957 | 9.95E-05 1186106 _w
Com_13186_pos e‘;’;(‘;l':'ﬁ""‘"*“““‘" C6HI2ZN20 128.09492 1348 [ 129.1021|  Noresults No results 1601312.253| 1941390.472 | 3111218.698 | 2979459.589 | 698746.9239 | 868503.8837 | 861249.5131 | 719262.3054| 1627094.739 | 1138649.21 1613782 | 0.000503 1130023 | wp
T60-
Com_3900_pos | Hydroxydehydrocpiandr C19H28 03 321.23586 8.542 3222431 Invalid mass No results 30652982.4 | 29710264.78 | 4011761112 | 40151517.18| 13109583.51 | 7498538.727 | 15695956.37| 11450127.21 | 1504100699 | 8837057.14 1603627 | 5.61E-05 1242218 wp
osterone
[(carboxymethyl)(methyl
Com 3149 neg il CI1HI3N 05 193.07365 5248 | 192.0665| Invalid mass No results 18732795.44| 22525638.21 | 2499172839 | 25312934.99| 5276817.808 | 5693642.868 | 8133678.966 | 5541170.765 | 14948823.39 | 8525224.54 1597791 | 0.000419 1201501 wp
methavvhenzaic acid
Com 11033 pos isone acetate C23H3206 40421838 575 | 4052258 Noresults No results 2582208.514 ] 5754247208 | 4554641.477| 6334315.484| 1816004904 | 1640289.48 | 1726214256 | 2538019.102| 179991291 | 155216 1590223 | 0.000498 T177907] _w
Com_1398_pos | lPha-Benzylsuccinic CI1HI204 208.07343 5716 | 209.0806|  Noresults No results 128483341.4| 101120927.1| 115241702 | 110185603.8| 45872851.1 | 3766423674 | 40508246.14 | 36222372.6 | 30875920.22 | 42950025.2 1571929 | 1.11E-07 1299922 wp
Com 5876 pos | _Cholest-4-en-3-one C27HA4 0 8433906 8376 | 3853462 Full match 0 results 18345560.17 | 18339376.7 | 2078675686 | 18943508.89 | _6062603.7 | 5245382.516 | 7877534336 | 8920950.867| 2520417.588 | 4730394.14 000874 168343 _w
Com 7858 pos | _ Ci CIIHIINO3 05.07368 5.688 | 206.0808 | No results o results 9351348.746 | 1129474278 | 11545037.25| 9267451.107] 3552360061 | 4072469.847 | 3286442.091 | 3630936.183 | 2436523.15 | 3274720.47 49E-07 285867]
Com 792 neg innamic acid C9H1002 50.06788 6299 | 299.1286] _ Full match o results 97454238.86 | 116545648 | 99391143.17| 927745494 | 29560673.79 | 29688282.11| 45848609.11 | 49609002.44] 29636517.46 | 28695504.6 42E05 263521 _w
Com 3578 pos | _N6-Acetyl-L-lysin C8HI6N2 03 88.11725 788 | 189.1245| Tnvalid mass o results 32242809.58 | 37693742.19 | 24246002.75 | 17415696.85| 7819776413 | 6170192.979] 9561400.037 | 1267039143 | 8937965.323 | 6729916.77 -561908 | 5.8IE-05 197785 _w
N-{6-{(5-chloro-3-
Com_6833_pos | PYAAYDONYI3-pyridyli-| 13 13 civa o 276.07781 5696 | 277.085 |  Full match No results 14136213.5 | 13806120.09 | 17289058.28 | 1378247091 | 6941765.466 | 2607030.79 | 6134715.147 | 5373850.832 | 4085601.782 | 5386134.98 1557365 | 0.000358 1221845 wp
Com 7150 pos Ala-Gln CBHI5 N3 04 217.10605 1362 | 2181134 No results No results 13031163.57| 13358819 | 1448608548 | 13240586.91| 2718350.734 | 3075377.860 | 3157924.248 | 4916260.05 | 9652784.968 | 4028203.7 1540963 | 0.001147 116512 | _w
Com 6424 neg. 27 C8HIN 02 151.06323 5266 | 150.0558 | No results No results 7452692.937 | 7445573.006 | 7542571.497| 6971474.497| 2931102.73 | 2778399.541 | 2744603.382 | 2962957.682 | 2261351.924 | 202829051 1540672 | 1.50E-06 1298458 w
Com_13506_neg 2Aydroxy6- CSH5N50 151.04904 5499 | 150.0419|  Noresults No results 923895.4192 | 1119483.481 | 1333288.976| 9244904215 | 384892.792 | 300358.3319 | 384290.0549 | 441001.5744| 2682872111 | 404922.202 1537875 | 2.82E-05 1233547 wp
Com 2452 neg acid CTHI205 176.06824 487 | 175.061 | _Fullmatch Full match 29560148.08 | 12260533.18 | 37031251.02| 12306505.49 | 6868404693 | 11469357.42 | 6873329.51 | 10089911.74] 8838392.759 | 13226483.7 1534712 | 0.00563 1027992 _w
Com 1861 pos | 7ot C19 H28 03 304.20353 6722 | 305.2108| Full match No results 73656140.29 | 82154116.95 | 63077613.96] 760781366 | 28138758.51 | 18356302.29 | 21735228.63 | 2614630143 | 38384720.5 | 24058339.4 1530896 | 3.32E-05 1260239 w
Com 8553_pos B°°"’:l'::z:"°"" C9HI4N2 04 214.09501 1366 |215.1024|  Noresults No results 8466968.495 | 8118589.05 | 10095470.24| 9572379.037| 2213414.8 | 2081726.755| 2101141.135 | 1987038.197| 7459332.902 | 2848767.88 1530443 | 0.00172 1147683 | up
Com 1853 neg | 1-Caffe Acid CIGHI8 09 54,0947 5649 | 353.0879 o results o results 95739157 | 38583624.06 | 39182353.42 | 15519087.88 | 19292924.65 | 5293455227 | 11026253.59 | 13123820.08| 12630707.1 | 18535644 524259 7 05311 w
Com 6856 pos | Eceonine methvlester | C10 HI7N 03 99,121 137 | 200.1278 ull match o results 76151 14279509.52| 13012902.82 | 1063765845 | 4221773.141 | 4627177.65 | 4454869.156] 5276305.285 | 5285755.265 | 4016044.46 517274 3 295169 _w
Com 13125 pos | Choline bitartrate COHIINO7 311 13 254.124 o results o results 1715 | 3785230.357] 3802660.879 | 37107843 78829.397 | 1027547.149 | 1041031.67 | 1227546.23 | 1| 1395344.83 514797 7 275876] _w
Com 9193 neg LPE 12:0 CI7TH36NOTP 7.22 78 21 0 results ull match 4.909 | 974949.854 | 2169458.634 | 1915438.5 12759.997 | 645417.6793 | 5143539677 | 627441.1288] 73¢ 3 [ 736734.717 2 7 041002 _w
Com 2680 pos L-Tyrosine COHIINO3 1.0712 59 .07 Tovalid mass | _Tnvalid mass 97.56] 38674622.26 | 56950792.79 | 65504844 380397.13 | 13723054.94] 19396423.42| 16739003 | 1 20834696.9 2 1 188323 _w
Com 4455 pos Kahweol €20 H26 03 418789 6.6 19 Full match No results 25073104.79 | 19337560.05 | 28509135.35 | 30741348. 61952116 | 6 10297739.12] 10675270.22 107458367 | 9788021.75 7 6 255721 _w
Com 10576 pos | D-Glucuronic acid C6 11007 4.04261 0.98 .05 No results No results 3555519.731 | 4723462.681 | 5059426.332] 65018684 43450.688 449 | 2738376.015 | 2281330.009 | 1574597.402 | 14138374 3 5 216285 _w
Com 821 neg IQ(R)'“Y"I““FY; C20H32 06 350.20918 6.667 | 3492019| Invalid mass No results 91351434.56 | 72517879.19 | 106216445.6| 95881004.34 | 111831430.7 | 23724686.05 | 27146493.5 | 24945777.58| 21035721 | 21674092.7 1446351 | 0.004417 107128 | wp
Com 6176 ncg | 4 Cl0H1402 166.0991 5864 | 165002 | Noresults No results 8650981518 | 7400066.008 | 8685975.517| 7256539.478 | 1885946.428 | 3044619.805 | 3334828.466 | 3499312.947| 3317991301 | 3162049.27 1.444373 | 2.93E-05 1263409 _w
Com 1522 neg. Svrineic acid C9H1005 198.05251 5352 | 197.0451]  Noresults No results 6382585118 |_50939300.4 | 46030397.35 | 44928480.63 | 30169521.22 | 16000013.41 | 24083571.96 | 15101460.72 | 14954429.88 | 19220980 1.442696 | 6.76E-05 1225492 _w
Com_7887_pos m‘;‘ﬂ‘:‘[‘fz‘:[‘:g[‘:ﬂ;:‘éz C16H26 05 320.16015 672 [321.1672| Invalid mass No results 6045902.833 | 5247298.635 | 5553092.146| 15227000.54| 2968257.553 | 2583484.087 | 2927420.729 | 3349213.349| 2796183.655 | 2033801.59 1436647 | 0.001213 1138764 wp
Com 2592 neg Pyrogallol C6116 03 126.03144 5153 | 125024 | Full match No results 16596028.93 | 10302757.02 | 11884122.86 | 1540876113 | 7988750.842 | 8803104.773 | 7034827.044 | 7250748.085 | 5025072.103 | 101643437 1436550 | 0.009882 100536 | _w
Com 9852 neg | Methvl 3-i CITHIINO2 189.07865 5582 | 188.0716]  No results No results 1400420.614] 3269541548 | 1489353.332 | 993883.5864] 653275.7388 | 601238.3927 | 735214.805 | 731501.881 | 525134.6386 | 888527.035 1435341 | 0.001622 1121328] w
2,6-di(2-furyl)-3-
Com 8308 pos | propyltetrahydropyridin-| ~ C16 H19 N 03 273.13199 1345 [ 274.1392|  Tnvalid mass No results 9639794.309 | 5904084.154 | 12256918.01 | 6799700.627| 1813697.002 | 2641940.02 | 3239223.047 | 3742284.313| 4315071919 | 3001433.8 1429975 | 0.000152 1168142 wp
4(1H)-one hydrochloride
Com 5536 neg T CRIUTNO 133.05279 5239 | 132.0455| Noresults No results 9721822.338 | 7564964.328 | 10484321.24| 9882517.768 | 2927561703 | 3257589.024 | 4288063823 | 4343180.528| 3637524.306 | 4447698.76 1428728 | 1.78E-06 1261672 _w
Com_6264_pos 2"‘:;1‘::}““:’::?:“ CI0H6 04 190.02952 1023 | 191.0367| Invalid mass No results 11551637.91| 11676648.37 | 13431991.89 | 16057984.92| 4934270.439 | 4543355.853 | 7048894.035 | 6194337.022| 4855876.697 | 3461781.33 1411938 | 2.80E-05 1241473 wp
Com 1048 neg Phioretin CI5HI1405 274.08404 5572 | 273.0768| _ Full match No results 90439960.4 | 5878790151 | 100435445.6 | 104338042.3| 40859908 | 3402710405 | 37069436.81| 13316781.35 | 3539115643 | 30324474.7 1406142 | 0.000919 109788 w
Com 8762 pos D-Glucarate C6H10 08 210.03743 0993 | 211.0448]  No results No results 7623820.702 ] 9292292.775 | 7638616.976] 10516083.71| 3832651241 | 2184540.422 | 4416231358 | 4637000.19 | 2915065.961 | 2382029.42 1402499 | 0.000213 120727 | _w
Com 790 pos CI3HIGN2 05 280.10963 5.652 | 2811168 Tnvalid mass No results 139275355 | 143065734.9] 236305880.9 | 238961162.6] 57694315.9 | 74084502.63 | 73807379.37| 114819317.5] 6196145146 | 75811906.7 1392450 | 4.98E-05 1200957 _wp
5-Aminoimidazole4-
Com 4570_neg °“'fb’i:““‘::‘:;l’°5'“"' C9HIS N4 08 P 338.06326 5998 |337.0559|  Noresults No results 14554404.44| 13202583.15 | 1229460127 | 13658651.07| 6819386.019 | 4108302.959 | 5099820.612 | 3564594.147| 4779761.027 | 5141817 1392128 | 2.34E-05 126242 | wp
Com 12544 pos Val-Ser C8HI6N2 04 204.11065 1218 | 205.1179]  No results No results 3638352121 | 2830200.065 | 5121969.515 | 3837045.221| 49681874 | 1082312.501 | 1781070.894 | 1325798.569 | 1479855.489 | 2223658.64 1391447 | 0.003102 1086242 _w
Com 4785 neg C6 16 N4 02 166.0488 3.085 | 165.0415| Full match No results 1322716797 12158579.93 | 1232736491 | 9579811.241| 3489758.695 | 3087734.019 | 4374411308 | 5367843.843 | 5258988.532 | 3921266.64 1382224 | 1.12E-05 1247502 _wp
Com 227 neg Bisohenol A CI5 H16 02 228.1148 569 | 227.1074] Full match No results 4135705892 442830459.3 | 400255607.9 | 417123330.7| 184245277.1 | 153320714.4] 171918561.5 | 148634153.7| 123025775.8 | 177554577 1382153 | 7.37E-06 1297445 _w
methy! 3-(1H-indol3y1)]
Com 9533 _pos = CI9HI§N2 02 306.14219 1339 [ 307.1495| Tnvalid mass No results 6648783.976 | 6081635.772 | 9442300.676| 6187213.183 | 2168871298 | 3033568.505 | 2142486.168 | 2769200.23 | 1960050.329 | 3802122.66 1360467 | 0.000139 1195981 wp
Com 7516 pos INJ-1661010 CI9HION50S 365.1316 1349 | 3661389 No results No results 10646087.88 | 7899474751 | 1463686059 | 15430172.07 | 2206863.055 | 5858352.776 | 2264673.661 | 5915059.46 | 4404797.207 | 3720356.51 1359347 | 0.002365 1046134 _w
Com_13152_neg S-AdenosybL- CISH22N605 S 398.13893 6254 | 397.1317|  Noresults No results 989971.0437 | 935957.539 | 489113339 | 441839.386 | 207775.7246 | 336956.9446 | 425076.5249 | 408058.7555| 347931.423 | 303378.053 1357872 | 0.006861 1.006965 | up
Com 1007 neg DI C20134 05 336.2299 6602 | 335.2227| Tnvalid mass No results 9444974542 | 000612202 | 73294008.7 | 86040186.79 | 23436810.79 | 58179333.99 | 22504901.29 | 35263943.89| 27997906.28 | 287486504 1350682 | 0.000389 1195319 w
Com 5417 nez | 3 COHI3NO2 167.09452 5204 | 166.0871|  No results No results 8766869.592 | 10030610.61 | 8908043.883 | 8147287.998 | 8685647.421 | 3422695.289 | 2434390339 | 3106939.07 | 2995415.399 | 2545908.34 1341586 | 0.002132 1127965 _w
Com 7128 pos C C21H3004 346.214 572 | 347.2216]  No results No results 12298553.62] 11596395.39| 14037181.14] 16839343.0 | 6939558.97 | 4206054.778 | 4436613.893 | 6866712.628] 5440116.663 | 5153483.92 1338924 | 9.96E-06 1249562 _wp




Com 8 neg Phenvlpvruvic acid CIHS 03 164.04714 5.657 ] 163.0401] _ No results No results Full match__| 6795970203 | 6468418822 | 6342998441 | 6874292960 | 7030067673 | 7329959950 | 2729911776 | 2791219653 | 2698263448 | 2563535589 | 2216150065 | 3220975334 2.517976| 1.332264] 7.03E-07] 1 [ 1.302864] wp
Com 8920 pos | 4t Acid C20 H28 03 316.20378 5581 | 31720111 No results No results Full match __| 9489138387 | 10090062.71 | 7397634.677 | 8685379.047 | 10806370.59 | 9077663.014| 4185006.078 | 2883856.612 | 4454318.184 | 5717075.877| 1589590.071 | 3442859.29 | 2.493916 | 1.318413 ] 0.002209| 1 | 1.130727| _wp
234
Com_11274_neg | dimethoxyphenyl)ethana| ~ C10 HIS N 02 181.11029 5494 | 180.1031|  Noresults No results Fullmatch | 2122548.969 | 2408327.572 | 2662034.241 | 1811680.206 | 1627957.97 | 2091599.064 | 824215.9834 | 878079.5502 | 952583.4424 | 917578.4954| 637908.0817 | 896582.059 | 2.491537 | 1.317036 | 3.14E-06 | 1 | 1258306| up
mine
Com 12590 pos Treanox 259 C40 H62 06 660.44491 9.031 | 6614529 | Invalid mass No results No results | 2846674.11 | 4033520987 | 2361936.33 | 4219612.37 | 4500169.155 | 2613042.874| 1063006.736 | 1380415.733 | 1398585.699 | 1630489.36 | 932888.8087 | 1866739.53 | 2.487263 | 1.314559 | 0.000164] 1 | 1.165405| w
Com 4638 pos | _C C21H34 04 332.23475 8799 | 333242 | Invalid mass No results No match | 22807958.9 | 23119106.09 | 21453280.82] 26234114.82| 17105918.99 | 20021637.25| 10805645.22 | 8716528.842] 9153143.463 | 5892758.773 | 8065452.57 | 10137263.1 | 2477545 | 1.308911| 1.35E-05| 1 | 1.245461] wp
Com 969_neg Z’B'D‘"""“FB;" CI8H30 05 362.19358 6054 | 361.1865| Invalid mass No results Noresults | 95946563.71 | 96318825.62 | 82239852.61| 93403024.3 | 83684171.66 | 76380389.61| 43426747.58 | 35228895.00 | 28586831.66 | 4043334631 | 27215634.83 | 41153661.1 | 2.443808 | 1.289131 | 1.66E-05| 1 | 1.263664| up
Com 14482 pos Ala-tro CI4HITN3 03 275.12703 5.045 | 276.1343|  No results No results Full match | 3095518.515 | 2491674.307 | 2040725.601 | 2017349.733 | 3279556.193 | 2619219.716| 465384.5798 | 705775.2944 | 1347595.794 | 2149660.776 | 890537.8271 | 723013.563 | 2.430442 | 1.086551 | 0.004354 | 0.944 | 1068505 | _wp
Com 4326 neg. N Ival CTHI3NO3 159.08934 4981 | 158.082 | Full match Full match Fullmatch__| 11007011.23 | 6667403.37 | 10362619.38 | 14465522.66 | 15261049.17| 16512509.06 | 5278220.082 | 5135176.343 | 5451268.739 | 6454460.246 | 3018577.691 | 5336954.99 | 2.421416 | 1.75851] 0.000662| 1 | 1.11909 | _wp
F-acetyl4-
Com_6910_pos | (ethoxycarbonyl)heptane CI2HIBO7 296.08873 5233 [297.0956| Invalid mass No results Noresults | 1660656132 | 16882872.35 | 8143247.032 | 8132335.889| 9086910.726 | 7819895.07 | 4517614.713 | 3553782.995 | 4552891.614| 4444690.036 | 6292848.796 | 4352806.16 | 2.405654 | 1.266429 | 0.001394| 1 [ 1.118458| wp
dinic acid
Com 3336 pos P CI0HI4N2 04 226.09541 4933 | 227.1027| _ No results No results Full match__|_40802510.2 | 48897667.12 3066689965 | 41080364.36 | 40461757.55 | 33315399.51 | 17153675.29 | 12243329.74] 17839049.13 | 20774985.63 | 18060777.23 | 16199627.8 | 2.388004 | 1.255805 | 3.00E-06| 1 | 1.263527| wp
Com_3525_pos |5-trans prostaglandin F2| 20 H34 05 376.2232 6311 [3772307| Invalid mass No results Noresults | 40226298.56 | 39403805.08 | 34815013.55 | 38442549.01 | 30059360.27 | 37807768.88| 202738617 | 11002320.04| 15847260.17 | 23849516.87 | 1164899115 | 10054610.1 | 2.381992 | 1.252168 | 0.000947 | 1 | 1.175847| up
Com 3384 pos Biliverdin C33 34 N4 06 5822472 636 | 583.054 o results ull match results | 21858752.75 | 20733203.49| 39537939 | 4027339222 | 32708368.75 | 39521466.85 | 1419756404 | 12738839.67 | 1328911342 | 22775750.51 | 8819969.058 | 11364905.6 | 2.33973 | 1.226342 | 0.000746 | 0.944 | 1.104823 | _wp
Com 86 nes | Delta-Tri CI3 H24 02 212.1774 7258 1170 0 results o results “ull mac] 1321805727 | 1279062273 | 1342101393 | 1222895735 | 1293189537 | 1363731083 | 8537166741 | 251047026.2| 651940284.3 | 930448769.7| 375744049.5 | 292566716 39 0.0081 062477 __w
Com 82 neg | T acid Cl4H2604 58.18276 7. 7.175 ull match o results Full matc 1360898780 | 1320756263 | 1383375227 | 1261440517 | 333696485 | 1407578919 | 877208089 | 258631041.1] 676027161.2] 967282979.5| 383874741 | 303976655 218478 | 0.0082 061017 _w
Com 798 neg i ic Acid C17H28 06 28.18844 6. 7181 0 results o results “ull matcl 30312100.9 | 146683638.9] 114601534.7| 113068403.8 | 135631482.6] 104268746.2| 5195688166 | 5346306018 | 36911023.43 | 61587026.72| 71610862.12 | 45109496.5 | 2.322122 | 1.215444 | 5.36E- 230287 _w
Com 1471 pos o-Cresol CTH8 O 08.05747 5. 9.0651 o results o results Full matc 20901822.6| 113657587.7] 105248743.2] 103199344.4 | 93450887.51| 104935810.7] 51211520.29 | 37891100 | 5075494194 | 55675462.36] 42259461.12 | 40240845.9 | 2.306897 | 1.205953 | 3.07E-06 278074 _w
Com 5363 pos (R)-Eauol CI5HI1403 42.00414 6.224_| 243.1016 ull match ull match “ull mac] 9272264.99 | 18976047.51| 16876997.35 | 17189082.64 | 12121889.99| 15962892.97| 3562206.111 | 3638507791 | 7392969.433 | 8410484.871 | 16384564.47 | 4398514.03 | 2.291839 | 1.196306 | 0.00885 | 0.944 | 1.026899| wp
Com 1372 pos LNH C16 H26 N6 05 82.19649 5.967 | 383.2037 ull match o results o results 23369937.9 | 115718260.4] 130415813.1] 96514112.17| 102127931.5| 107942888.1| 4218379608 | 48510080.76 | 49593660.18 | 61106603.84| 43860663.03 | 52860543.7 | 2.267877| 1181342 | 5.686-07| 1 | 1276777| wp
5-[(E)-2-(3.5-
Com_1397_pos ;";‘f;’:gf;‘::ﬁ;‘:i"ﬁl CISHI405 274.08385 5519 |275.0912|  Full match No results Noresults | 82559203.1 | 145664169.8 | 128522457 | 110999525 | 101384411.6| 1374011823 | 49516040.04 | 43014097.77| 67729450.19 | 53685412.95| 45553862.6 | 53226275.9 | 2259271 | 1.175858 | 3.37E-05| 1 | 1219091| wp
dial
Com_7854_neg 2'3")‘“""8'*]‘;7‘;' CI8H30 05 652.41847 708 | 6514112 Invalid mass No results Noresults | 6124992.639 | 5235425.427 | 3611834.554| 4313880551 | 4741342.117| 4097904.82 | 2175198.097 | 2325267.076| 1581800734 | 3348387.641 | 1759481.223 | 1375607.92 | 2.238258 | 1.162377| 0.000529 | 1 | LI51413| wp
Fmethoxy-6-(prop-2-en-
Com_1220_pos 1yD-2H-13- Cl1HI203 192.07863 5.846 | 193.0859|  Full match No results Noresults | 138342323.1| 121432533.7| 9323579031 | 132342017.8| 107507849.1 | 119126385.9| 54632211.2 | 47521394.64 | 60789947.76| 51183629.63 | 5279422261 | 52235081.4 | 2.230833 | 1157583 | 2.69E-06| 1 |[1.279573| wp
henzodioxale
Com 1153 neg | _Homovanillic acid COTI004 82.05773 5235 | 181.0504 ull match ull match Full match | 60041253.53 | 7790035239 | 88036439.64 | 73095549.2 | 47205022.27| 51034132.35 | 23428358.75 | 33798339.48 | 30686675 | 29780621.1 | 39624000.61 | 20784870.3 | 2.230805 | 1.157564 | 0.000194| 1 | 1.159407| wp
Com 973 neg Cl4HI1203 28.07842 5.906 | 227.0711 ull match ull match No resul 82751454.44] 8636439165 | 87962657.19] 93159557.34 | 75500578.65 | 78457895.59 | 52636612.02 | 32381875.61| 36813808.01 | 37760675.45| 36357038.71 | 31351183.1 | 2.21858 9638 [ 3.02E-05| 1| 1262162 _w
Com 388 neg Suberic acid C8H14 04 74.08886 5.767 | 173.0815 ull match ull match Full matc 1885653962 | 172377546.4] 79015458.4 | 82808959.42| 161387337.9 | 1599505025 | 63882088.91 | 39576742.01 | 72192468.74] 60977388.87| 95421738.89 | 49615769.2 | 2.21163 51010003599 | 0044 | 1.024228] wp
Com 6359 neg. Oxaceprol CTHIINO4 73.06859 1.426_| 172.0613 o results o results Full match__| 5836493364 | 5432841.564] 7175337.503 | 6869689.567 | 8563906.326| 7021861.751 | 2265501.878 | 2380819.687 | 2105478.577 | 2489207.718 | 6944929.856 | 2396738.67 | 2.200982 | 1.138147] 0.003621 0.917 | 1.085151| _wp
Com 5706 neg | N-Acetyl-Asp-Glu CITHIGN2 O8 304.0906 1375 | 303.0834 o results o results Full match __| 7144532.829 | 7238213.903 | 8663003.907 | 9170254.146 | 1038475191 | 8363419.803 | 2523488.072 | 4195126.737| 4004016.604 | 5749393.432 3382799.863 | 3852947.93 | 2.14968 4123] 0.000287| 1 | 1.184205] w
Com_3904_neg 19“‘”‘3"1“”‘17 C20 H30 05 332.19858 7.096 | 331.1914| Invalid mass No results Noresults | 12244238.93 | 1340241631 | 1502119678 | 16111443.5 | 19891801.88 | 17392593.42| 6090494391 | 7170806.492| 7981207.45 | 8565190.89 | 7160909.441 | 6803758.93 | 2.148929 | 1.103618 | 1.26E-05| 1 | 1.245404| up
Com 7313 neg Gl CTHI2N203 172.08454 1363 | 171.0775|  Full match No results Full match__| 3337520.033 | 5585737841 | 5646384.737 ] 5305241674 | 4601233 818 | 6308399.25 | 1910439.152 | 2027071.651 | 1201700.784 | 1551713.008 | 5446011.644 | 217624741 | 2.137341 | 1.095817 | 0.006333 | 0.917 | 1.024141| _wp
Com 14835 pos “Tomatiding C27HA5N 02 393.36015 9383 | 4163494 Invalid mass No results No results | 1179227.513 | 2357063.818 | 2952838.479 | 1750235.565 | 1789854.323 | 2059458.329| 1010746.193 | 963038361 | 1018021.843 | 755958.9608| 752352.0293 | 1201559.24 | 2120197 | 1.084198] 0.001103 | 0.972] 1.115854] _wp
1-(2,4-dihydroxyphenyl)-
23,5-
Com_476_neg dimemm“y‘:siy”pmpm CI7HI8 05 302.11498 5673 |301.1077|  Full match No results Noresults | 217479658.1 | 207121750.7 | 231007611.6| 198163820 | 226545735.6 | 223018294.9| 132239917.1 | 120307292.8 | 102945631.6 | 99451606.36 | 78537531.7 | 827036727 | 2.115169 | 1.080773| 0.000138 | 1 | 1247693| wp
“l-one
Com 15208 pos EOH C16 H24 N6 O7 394.16054 625_|395.1678 | Invalid mass 0 results No results | 2442539.931 | 3153532.731 | 2530255.195 | 2227808.712 | 2598661044 | 2626075.864| 1437632.334 | 1025341.294| 1249100.725 | 1413590.763 | 1075743.238 | 1208623.56 | 2.102403 | 1.072039 | 1.76E- 265301 _w
Com 3786 pos |_D. acid C24 134 05 402.23997 272_| 403247 | Full match ull match Full match__| 38861331.05 | 39649069.43 | 33976331.88 | 34727682.68 | 29914026.62| 32693719.42| [7744620.21 | 17430256.39 | 12266874.44 | 14774854.78| 23939958.47 | 14175582.5 | 2.091276 | 1.064383 | 0.0001 214301 _w
Com 10230 neg | 5-Pl ic Acid CI1HI402 178.09918 .034_| 177.0919] No results o results Full match__| 2840966.584 | 2989324.537] 3390775.78 | 2538551.782 | 2545527.936] 3178826.001 | 1260805.345 | 1285341.742 | 1203094.945 | 1755869.456 1430193.853 | 1458979.51 | 2.082842 | 1.058554 | 1.95E- 263183 _w
Com 282 pos | (+/-)12(13)-DHOME CI8H34 04 296.23486 414_|297.2422| Tnvalid mass o results No match | 467003655.8| 679636630.2 | 592259725.4| 565285810 | 660457097.6| 763777297.1| 382827996.6 | 231787738.7] 322728180.9 | 240643984.9| 3324974562 | 310225259 | 2.047783 | 1.034063 | 5.24E- 200964]
3,3.9-trihydroxy-10-
Com_2205_neg hez;‘}’]‘;{]';j;ificli’z CI2H20 05 244.13072 6171 |243.1236|  Full match No results Noresults | 35482839.15 | 3774717215 | 41110397.05 | 31255437.11 | 36182284.6 | 34572295.52| 200779437 | 14794719.45 | 18374729.92 | 20723640.95| 15602657.62 | 16170420.1 | 2.045981 | 1.032793 | 3.1SE-06 | 1 | 1.269384| up
Com 2177 pos | _o-Mentha-1.3 8-triene CI0HI4 134.10949 568 | 135.1168| Noresults No results Full match | 78036149.6 | 63012405.84] 63123734.55 | 49715601.56| 67354422.1 | 59084276.24] 3707977111 | 2384609365 | 23457499.14 | 5129294198 | 30569315.99 | 22617592.8 | 2.013767 | 1.009897 | 0.001451 | 0.972 | 1.126702| _wp
Com 5409 neg. L COHIINO2 165.07869 5.123 | 164.0714]  Full match Full match Full match__| 11763610.86] 10351438.7 | 10889638.38 | 7691853.084 | 1034042699 | 10637770.18 | 4589987.044 | 4728654.279 | 4484752908 | 5180078.502 | 6486575.327 | 5213296.62 | 2.009981 | 1.007182 | 6.55E-06| 1 | 1.243109] wp
Com 4412 neg | _trans-Cinnamic acid CIH§ 02 148.05216 554 | 147.0447|  Full match Full match No results | 16260469.78 | 17293370.72 | 15455844.75 | 13032437.29 | 12520505.08 | 12744571.06] 9658969.108 | 6130653.731| 8302066.876 | 7070366518 | 6612937.518 | 5817559.96 | 2.002801 | 1.002019 | 4.57E-05| 1 | 1213712 _w
Com_2654_pos ‘:ﬁi’;ﬁf;? €20 H30 03 300.2087 8257 | 301.216 | Invalid mass No match No match 12031982.3 | 15050784.02 | 19500766.76 | 20234037.34| 11300102.56 | 12165649.41 | 33022459.6 | 25674578.96 | 31850006.13 | 40723466.95 | 26288102.92 | 25314322.9 | 049367 | -1.01838 | 0.000336| 1 | 1.151179| down
(IEAE)-1,5-bis(4-
Com_1944_pos | methoxyphenylpenta- CI9HI8 03 316.10563 5494 | 317.1129|  Invalid mass No results Noresults | 26918872.27 | 2527382177 | 20547940.04 | 21629560.32 | 22479167.62 | 27021163.89| 50187699.54 | 35895620.13 | 63080043.27 | 39948669.14 | 43654472.56 | 62659795 | 0.486993 | -1.03803 | 0.000254 | 1 | 1.193315| down
1 4d-dien-3-0ne
Com_1082_pos B'hyd“”‘y'z'md CI3H24 05 24215178 6.095 | 243.1589| Invalid mass No results Noresults | 54252724.97| 58500918.29 | 35808688.08 | 37253707.48 | 42119147.65 | 42385975.5 | 109188740.9 | 79352034.03 | 125585469.1 | 67553652.82| 78099128.78 | 97059457.6 | 0.485457 | -1.04258 | 0.00021 | 1 | 1.159508| down
Com_3369_pos II"““’;‘;’;”:‘:‘;‘{:‘;’:"'E"‘C €20 H34 02 306.25537 7973 | 3072627|  Noresults No results Fullmatch | 10629926.45 | 12163330.26 | 12323476.33| 15027107.3 | 8363323.639 | 8764859.872| 20098050.19 | 26406794.69 | 18785779.33 | 24355722.34| 25185020.19 | 25028467.7 | 0.480996 | -1.0559 | 9.50E-05 | 1 | 1.205585| down
Com_5835_neg | 3-Hydroxydecanoic acid Cl0H20 03 188.14096 6988 | 187.1336|  Full match No results Fullmatch | 2670661.749 | 2205128.944 | 2312968.315 | 1966809.247 | 2591803.638 | 3030530.559 | 2757937.129 | 6380044.921 | 4127932.947 | 6592000.556| 6209566.673 | 5066077.1 | 0.474662 | -1.07503 | 0.002258 | 0.972 | 1098814 | down
Com 2418 pos | transC COH8 O 132.05747 602 | 133.0647|  Full match No results No results | 11369776.9 | 20142934.97| 0643002.37 | 9040029.075 | 188796327 | 17250044.3 | 20877450.85 | 24692208.03 | 2788559139 | 45345058.43 | 40172462.07 | 23012215.1 | 0.474334 | -1.07596 | 0.003102 1 | 1.031479] down
Com 6129 pos Cafestol C20H28 03 316.20262 6.775_| 317.209| Full match No results Full match__| 5805465359 | 5372647.633 | 4356783.078 | 4723052.161 | 5265976.585 | 5197596.521| 10621321.25 | 7366241.385 | 11424337.13 | 10297221.94] 13254958.97 | 11964101 | 0.473162 -1.0796 | 6.88E-05| 1 | 1.232372| down
2-{1(@.5-dimethoxy-2-
Com_4262_pos |nitrophenethyDimino]met| ~ C17 HIS N2 05 330.12118 5753 |331.1285|  Full match No results Noresults | 6958941.254 | 7556769.693 | 7614837.507 | 6059972.454| 7930708.052 | 7221727.436 | 11109265.88 | 12899660.41 | 17181535.32| 22050730.78 | 14710483.55 | 144794105 | 0.468922 | -1.09258 | 0.000267| 1 | 1.210655| down
hvlinhenal
5(6-hydroxy-6-
Com_1843_pos | methyloctyl)-2,5- C13H2203 208.14615 6117 [ 209.1535| Invalid mass No results Noresults | 20873749.7 | 19548083.74| 16479483.6 | 18574148.92| 17863749.79 | 17939784.1 | 37872154.68 | 25527605.52| 40178908.8 | 34829276.72| 374005833 | 65874234.9 | 0.460417 | -1.11899 | 0.001512| 1 | 1.158077| down
Com 8507 neg DL-o-Tvrosine COHIINO3 181.07377 6273 | 180.0666|  No results No results Full match | 1487261.036 | 1347405.584 | 1589592.009 | 1485666903 | 1375322.788 | 1390274.744 | 3975844.473 | 2578267.389 | 3540274215 | 2158182.834| 4089183781 | 3404551.98 | 0.430349 | -1.18656 | 0.000408| 1 | 1.220083 | down
Com 3225 pos i d3__[CI6H9 [2IH3 FN3 03] 316.10363 6.675 | 317.1129] _ Full match No results No results | 10109330.38 | 11858223.06 | 10552278.84] 12426562.67 | 1066323461 | 9708368.507 | 17327587.45 | 20832083.21] 25200895.09 | 32122240.56| 31979966.63 | 237332412 | 0.432009 | -1.21087 | 0.000166] 1 | 122694 | down
Com_3368_pos "“;‘:2{“‘;":{:‘:2‘1“2“' C19H36 04 310.24849 9575 | 3112558 | Invalid mass No results Noresults | 10773515.47 | 12275694.51 | 9850316.882 | 5668296.684| 10864622.37| 10107977.61 | 17505229.61 | 22449866.79 | 23454122.46 | 27938467.65 | 3123374122 | 16937830.4 | 0.426754 | -1.22852 | 0.000202| 1 | 1.160787| down
Com 1933 pos T CI9H28 02 28820859 7.669 | 2892158 | _Full match No results Full match__| 16537740.79 | 13938103.03 | 14524681.94 | 1441524501 | 10273078.97| 14439132.45 | 35510069.93 | 51643066.15 | 17039657.96 | 28193836.75 | 30823698.26 | 36204769.5 | 0.421874] -1.24512 | 0.001613| 1 | 1.122106] down
Com_5685_pos | 2+>-dihydroxypropyl 12+ C17H34 04 284.23479 861 | 285242 | Invalid mass No results Noresults | 5609376.637 | 5295468.177 | 4007464.743 | 3754985.733 | 5868364.792 | 4566320.982| 1375703142 | 10287413.22 | 13656079.18 | 3001040.479 | 1350761245 | 15476820.2 | 0.412291 | -1.27826 | 0.010149 | 0.861 | 1.001938 | down
Com 475 nez | 7K ic acid C24H38 05 406.27161 6.885 | 405.2644|  No results No results Full match__| 29694849.8 | 27906190.74] 39519211.61 | 49101505.21 | 31261357.28 | 45946737.43 | 7749604326 | 6619754541 | 64733166.75 | 152450998.1| 1275996015 | 637866272 | 0.403111| -1.31075 | 0.001229| 1 | 1.105551| down
Com_4196_pos b“"""i*é:i‘:m' €20 H26 03 314.1876 7.88 | 315.1949|  Noresults No results Full match | 4557739.686 | 4216003.797 | 4357641.403 | 4438466.49 | 5122917.102| 6147612.397| 82572727 | 7531613.382 | 13515986.42 | 13261268.5 | 23068325.81 | 791453115 | 0.392125 | -1.35062 | 0.003713| 1 | 1.091286| down
Com 13051 pos Cortisol C21H3005 7244135 7269 | 725.4208 | Invalid mass No results No results | 644792.1777 | 783254.2643 | 717453.0286] 1064546.928 | 624508.7917| 857911.1092 | 2598177.026 | 2497857.647 | 1955053.078 | 641880.111 | 2551627.584 | 235792097 | 0.372344 | -1.42529 | 0.007696 | 0.861 | 1.028087 | down
Com 7726 neg | 4-Pyridoxic acid C8HIN O4 183.05296 2228 | 182.0457] _ Full match Full match Full match | 897375.4337| 1111184.455 | 1236961.766 | 831315.2673 | 1249640.044] 701349.9354 | 1452712.285 | 3178140.572| 2659406.07 | 4051642.74 | 2735984.287 | 2203340.59 | 0.370232| -1.4335 | 0.000346| 1 | 1.156459| down
Com 708 pos Oleanolic acid C30 H48 03 478.34198 9.035_| 4793492 Tnvalid mass No results No results | 52751266.63 | 60030169.44 | 21605379.92| 38613772.57] 70485440.26 | 60347493.54| 148410400.5 | 1270638469 196429840.7| 122960112.5| 87544207.39 | 139886888 | 0.369494 | -1.43638 | 0.000974] 1 | 1.118586] down
Com_3673_pos L‘:‘g‘f;“‘z‘"ifl‘_f“‘ CI8H32 02 280.24158 9516 | 2812482  Noresults No results Full match | 8966712.887 | 6989578.093 | 8611618.137 | 7208887.701 | 5145203.092 | 6228908.852| 12483853.97 | 23218129.49 | 20424380.48 | 27296620.31| 171017796 | 22264590.8 | 0.351422 | -1.50872 | 3.60E-05| 1 |1217696| down
Com_206_neg sz,nz,mz;“d C20 H34 02 306.25541 10247 | 305.2481|  Full match No results Fullmatch | 106018847.1 | 108813098.3 | 85846568.94 | 70099043.62 | 84787771.05| 70689077.46 | 284412669.2 | 253436569.3 | 314409086.3 | 363200085.5| 86703734.77 | 232158900 | 0.342988 | -1.54377 | 0.003668 | 0.944 | 1082667 down
Com 3446 ncg CIGHI207 316.05814 6119 | 315.0509|  No results Full match No results | 3972192.711| 6731878.895 | 5874671251 | 4224639.648 | 3476250.355 | 4803497.143 | 13781854.00 | 192826411 | 16005037.66] 9239286.223 | 7953340.194 | 18793533.1 | 034185 | -1.54856 | 0.000314| 1 | 1.160537] down
Com 2559 neg Palmitic Acid Cl6H32 02 302.24518 7994 | 301.2379| Invalid mass No results No results | 4318100.907 | 4542279.041 | 4283652.279| 7429639.519 | 6660817.629| 3660317.14 | 22098225.78 | 12352964.22| 16910816.72] 22501417.47 6978661.868 | 9830954.11 | 0.340728 | -1.55331 | 0.001648 | 0.972] 1.092429| down
Com_7455_neg ‘““*'Z'B““’"Z":;:' C6H8 04 144.04204 1312 | 143.0347|  Noresults No results Full match | 941523.1772 | 1013341.473 | 1417296.605 | 831129.9075 | 1078918.495| 739217.5537| 1192229.827 | 5478440.672 | 3600163.639 | 2674407.138 | 3368077.288 | 1522168.58 | 0.337609 | -1.56657 | 0.006593 | 0.972| 1031193 | down
Com 9331 pos | 6 ine CGH6NAS 166.03071 514_|167.0379] Full match No results No results | 1130735.572] 877855.9679 | 1767258.774] 8888315129 ] 1190909.307| 975897.3336] 6355719.726 | 2067330.83 | 3127253.412] 3072841991 1229030.336 | 353122699 | 0336802 | -1.57003 | 0.003579 | 0.972] 1.059533| down




1(2).14(Z)-

Com 297 neg - €20 H36 02 30827114 10769 | 307.2637|  Full match No results Noresults | 65891722.11 | 9041963188 | 62047320.52 | 26782817.13| 4879873315 | 34169331.2 | 122688364.5 | 1419725875 | 170434425.6 | 256127088.3 | 163530077.2 | 133427219 | 0.332034| -1.5906 | 0.000612| 1 | 1.147137| down
Com 9910 neg L-Cysteic acid C3IHINOSS 169.00421 1.564 167.9969 Full match Full match No results 249251.367 | 503542.59 | 607133.2499| 570183.249 | 853068.6385 | 682980.0704 | 1537526.48 | 2441536.406 [ 1409137.792 | 1079358.001 | 894754.7635 | 3088867.83 | 0.331652 | -1.59226 | 0.002043 1 1.05537 down
(TIE,152)9,10,13-
Com 486 pos | trihydroxyoctadeca- CI8H3205 350.20681 7143 | 351214 | Invalid mass No results Noresults | 57663347.63 | 6339752652 | 52078542.23 | 54850923.63 | 49265992.66 | 52023114.62| 120526297.9 | 1039604015 | 290702494.3 | 241281799.2| 130933691.1 | 123666828 | 0.325674 | -1.6185 | 0.001444| 1 | 1.170167| down
11 15-dienoic acid
Com_1457_neg 3""‘""““’3;‘3““‘“""‘“ C5HS 03 116.04717 4896 | 115.0399|  No results No results Fullmaich | 9520124.815 | 8384996.552 | 6649699.171| 8367726.499 | 9013083.112 | 9398870.285 | 1465342272 | 19152268.36 | 19529038.37 | 29592575.55 | 54210421.85 | 245528135 | 0.317486 | -1.65523 | 0.001733| 1 | 1.14714 | down
Com 2481 neg (£)8(9)-DIHET C20 H34 04 338.2455 10.506 | 337.2382 Full match No results No results 9200956.74 | 4594900.67 | 5158202.923 | 5167213.24 | 4769593.12 | 2033693.653 | 20080548.75 | 13059032.52 | 12274281.99 | 23491138.16 | 9397407.745 | 20725122.6 | 0.312282 | -1.67908 | 0.000819 1 1111515 down
Com 9754 pos o CI7HI9N 04 30113112 4.998 | 302.1384]  Full match No results No results | 1461351.919 | 1412338.671| 1321331.582 | 1089493.002] 983176.0578 | 1124533.084] 5785965015 | 4398621.775 | 4290471478 | 2610106.764 | 1368483.53 | 5477266.74 | 0.308899 | -1.6948 | 0.003887 | 0.944 | 1.093462| down
Com 2494 neg (+/-)-Equol CI5HI4 03 242.09433 5.86 241.0873 No results No results Full match 4880718.848 | 8027433.719 | 6701423.924 | 6835300.427 [ 6415133.814 | 6651557.284 | 19133023.86 [ 20878671.35 | 23143044.46 | 23336953.72 | 20633039.72 | 21068066.7 | 0.30822 | -1.69797 | 7.34E-07 1 1.300421 down
5, 7-dihydroxy-2-2,3,4-
Com 9808 pos | trihydroxyphenyl)-4H- CISH1007 302.04225 5576 |303.0495|  Full match No results Noresults | 999719.296 | 990932.2495 | 1156606.478 | 1025973.163 | 1077175348 | 1002118.141| 3399195.424 | 3795620.563 | 2588823.174 | 5561025.572| 2381810.426 | 3025811.96 | 0.301293 | -1.73076 | 0.000176 | 1 | 1.252647| down
b 4
Com 2382 pos | _6- CI5HI1003 238.06285 5818 | 239.0702|  Full match No results No results | 9765703.996 | 11262886.05 | 9906217.434] 9348151.616 | 11369125.13 | 12131088.16| 33747690.02 | 29370912.31| 36070242.84 | 46277871.05 | 34486623.22 | 32135086.5 | 0.300739 | -1.73342 | 9.75E-08 | 1| 1.299546] down
Com 751 pos 13-Ox00ODE CI18 H30 O3 316.20122 7.821 317.2085 Invalid mass No results No results 31321866.25 [ 28982125.56 | 27110809.22 | 33382459.53 | 40368827.93 | 34297151 76876367.28 | 98867205.11| 160535895 | 166072312.3| 76035329.65 73825174 | 0.299693 | -1.73844 | 0.000333 1 1.207524 down
Com_169_neg | Ethyl chrysanthemumate| ~ C12 H20 02 196.14614 5823 |241.1444|  Noresults No results Fullmatch | 140976954.1 | 209890456.4 | 110542181.1| 4732245737 | 41181799.65| 127791457.8 | 329845385.8 | 480080538.7 | 261794560.2 | 449372899.9| 325706948.4 | 448445898 | 0.295265 | -1.75992 | 0.002511| 1 | 1.108335| down
Com 2528 pos Ergosterol peroxide C28 H44 O3 428.32903 10.719 | 429.3366 Full match No results No results 10745258.81 | 7255812.438 | 7561803.707 [ 5014460.729 | 12927582.97 | 4545199.212| 27627313.68 | 20452122.79 [ 23701169. 12273198.04 [ 44424627.62 | 35366413.7 | 0.293266 | -1.76972 | 0.000636 | 0.972 | 1.113349 down
Com_949_neg la"b")‘h"mg‘ C22H38 05 36426101 8025 |363.2537| Invalid mass No results Noresults | 7756036.246 | 6949136943 | 21848683.43 | 29174926.71 | 11697824.26 | 11469741.13 | 37869287.53 | 52481648.39 | 62760329.81| 71693790.14 | 4356108249 | 35286578.4 | 0.292757 | -1.77223 | 0.001139| 1 | 1.129114| down
Com 7134 neg L(-)-Arabitol C5HI205 152.0682 1.454 151.0609 Full match Full match Full match 598152.7587 | 494774.6368 | 565052.3904 | 598056.6697 | 1611763.743 | 910571.7239| 1228083.713 | 2550733.995 [ 3029503.177 | 1931735.497 [ 5678180.724 | 2080206.7 | 0.289626 | -1.78774 | 0.001395 | 0.972 | 1.076203 down
Com 1132 pos inic acid C30 H48 04 494.33681 9.045 | 4953441 Tnvalid mass No results No results | 16829327.3 | 14794731.55 | 14152235.9 | 15015427.26 | 2594891636 | 21382964.52 | 64549309.32 | 53072032.27| 77217463.31| 106449416 | 22942307.68 | 51398957.8 | 0.287846 | -1.79663 | 0.001476 | 0.972| 1.121499 | down
Com_2281 pos 274;‘:"};):“1;"’:')”}“:2:3“' C19 H36 04 350.24537 7.493 351.2528 Invalid mass No results No match 9253275.19 | 9808288.996 | 5939303.265 | 8763388.34 | 7944328.879 | 8162295.228 | 27958400.6 | 42517413.81 [ 22059352.34 | 15383156.27 [ 36819370.65 | 30101472.6 | 0.285239 | -1.80976 | 0.000138 1 1.216529 down
Com 2784 pos Eti CI9H30 02 7221367 8.899 | 273.2209| Invalid mass 0 results o results__| 5107614425 | 5652741.445 | 5292863.161 | 5718066.825 | 6160751.616] 5261304.468 | 14365967.9 | 13599469.65 | 24873245.1 | 38507147.31| 9319350.001 | 16638728.5 | 0.282969 | -1.82129 | 0.00220. 1155713 ] down
Com 1414 pos Nootkatone CI5H220 18.16692 8.835 19.1742 Full match [0 results [0 results 13627743.24 | 12824990. 8784717.247 | 10052942.13 | 22037163.39 481727.77| 49240910.37 | 51562349.28 | 52018136.11 | 84743900.08 | 26810610.32 | 54231418.1 .2787: -1.843 00014 1.170301 lown
Com 605 pos_| Linoleovl ethanolamide | __C20 H37N 02 23.28207 9254 | 324.2893 | Full match o results o results__| 30660451.5 | 51467600.63 | 29225602.19 | 13657373.94 | 78558996.02| 30679124.08 | 102147430.9 | 18068 1588512694 ] 1096680159 | 156224829.7 | 135221006 | 0.277943 | -1.84714 ] 0.0013 1144406 | _down
Com 1816 pos tetranor-12(R)-HETE C16 H26 O3 48.17744 7.2 49.1847 Invalid mass [0 results [0 results 1072217546 1 1285 12726411.35 | 14090996.67 | 12815850.95 45559.66| 46148051.59 | 49353 49407807.63 | 26271508 64970081.34 | 35214362.1 .2742: -1.86643 | 9.76E- 1.25597 lown
Com 1716 neg. 12.13-EODE CI8H3203 96.23451 7937 | 2952271 No results o results ull match | 5358291.631| 3986764.792 | 3417472.041 | 4312013.645 | 5358747.024 3895976.799 | 6948920.802 | 15404467.17 | 17426862.73 | 37023287.08 | 9357282.469 | 10809491.6 | 0.271519 | -1.88088 | 0.0036: 1.096017] _down
Com 5263 neg I CIOHI2 N2 04 24.08331 5723 23.0759 Invalid mass (0 results No results 4142173.505 | 1500623.995 | 1241895.053 | 1533571.22 | 989262.2676 3801.793 | 7693960.596 | 5513901.188 | 7513476.098 | 7832556.692 | 4238946.312 | 6935308.53 | 0.262568 | -1.92924 | 0.0004¢ 1.177946 lown
Com_1446_neg 5'he"1'zz‘{:'z'f“m‘c CI1HI203 192.07841 5671 | 1910711 |  Full match No results Noresults | 777409101 | 1107062175 | 12647258.62 | 1016668637 | 527485455 | 9480049.221 | 27184192.12 | 5663045112 | 3389636159 | 19257120.49 | 37852387.93 | 41050477 | 026133 | -1.93606 | 597E-05| 1 | 1.199446| down
Com 4042 pos Trifolin C21 H20 011 448.09979 5.694 449.107 Full match Full match No results 2864033.686 | 4623729.195 | 4095617.682 | 6775767.839 | 3940136.497 | 3580033.602 | 9889655.281 | 18619034.7 [ 26633172.28 | 9338663.897 [ 11323553.37 | 23582663.8 | 0.26039 | -1.94125 | 0.000321 1 1.166341 down
3-[4-(4-methoxyphenyl)-
Com 10667 pos | 1,3-thiazol-2yl]-5- | CI4HI2ZN202S 272.05731 5314 [ 273.0645| Invalid mass No results Noresults | 957078.9688 | 981859.0224 | 894455.7234| 834063.1169 | 806560.6573 | 880233.5025| 3101138352 | 3492921.379| 3858113.68 | 2597007.55 | 4785127.654 | 3167826.68 | 0.254938 | -1.97178 | 3.85E-06 | 1 | 1.295608| down
methylisoxazole
Com 4764 pos 9.10-Dihome CISH34 04 314.24527 6537 | 315.2523|  Noresults No results Full match_| 5533346.871 | 3101121.776] 3881831.10 | 2765733.084 | 3394822.575| 2907684.53 | 1301111256 | 10439017.11 | 17305372.19 | 18826873.25| 14601197.2 | 10860332.1 | 0.253805 | -1.97821 | 235E-06| 1 | 1.259212| down
Com_1519 _pos Glycerol 1- C19 H38 04 330.27669 8.937 331.2837 No results No results Full match 18710300.98 | 14844075.85| 10053392.16 | 16707923.81 | 13698875.18 | 14626573.65| 31912456.32 | 60513795.45 [ 87828041.51| 61729013.77 [ 49822809.35 | 57985646.1 | 0.253411 | -1.98045 | 2.16E-05 1 1.239662 down
Com 522 neg CITHI403 194.09398 6.096 | 193.0866| _Full match No results No results | 358071633 | 35852435.53 | 14501248.92 | 12288721.73 | 26718039.96 | 24855948.81| 56022005.84 | 60244884.49 | 134719361.2| 138185982.4| 142688109.7 | 608025066 | 0.253135 | -1.08202 | 0.000449| 1 | 1.129839] down
Com_990_pos a-Linolenoyl C20 H35N 02 321.26639 8.795 3222737 Full match No results No results 22011219.56 | 66081486.28 | 27305372.64 | 7839656.348 | 17159279.33 | 11508368.05 | 78271983.95 | 107518141.8 [ 126905155.6 | 89401502.96 [ 115429875.1 | 84461786.3 | 0.252339 | -1.98656 | 0.002537 1 1.128668 down
Com 7669 pos Biochanin A CIGHI205 284.0683 645 | 285.0754| Full match No results No resulls | 1155648435 | 1160695.776] 1410761.963 | 991633.8188 | 1307596.518 | 1402349.581 | O147167.018 | 2768155.033 | 3727626.67 | 4728041471 | 6179518.7 | 292261059 | 0.25205 | -1.98822 | 0.000644| 1 | 1.194837| down
T-benzothiophen-3-
Com_1344 neg d):ll'l';;l;:.la::!)hii:n CI9HI40S 145.03817 1.378 289.0692 Invalid mass No results No results 9306527.484 | 5384388.458 | 7873142.965 | 12690755.26 | 13590175 | 5841666.802| 18890394.58 | 23134302.09 [ 56094346.08 | 49283796.16 [ 36236251.4 | 35551678.4 | 0.249493 | -2.00293 | 0.000153 1 1.168192 down
1O e
Com 2058 pos 6- CI9H21 N O4 654.29361 5.03 328.1541 Invalid mass No results No results 9066890.827 | 3655530.131| 5620351.38 | 4351331.745 | 4535309.022 | 5978256.224 | 56418686.4 | 10619378.84 [ 22262278.42 | 22501494.14 | 12933708.6 11590213.2 | 0.243591 | -2.03747 | 0.002667 1 1.078518 down
Com 78 neg Hesperetin Cl16 H14 06 302.07864 5.874 | 301.0712| _ Full match No results No results | 2005151417 | 180682047.2] 179965076.7 | 1898853243 | 213633950.9 | 203212772.5| 7621086918 | 845975762.5 | 839075167.4] 1021172278 | 6774294453 | 756705348 | 0.23823 | 2.06957 | 5.15E-08 | 1 | 1311953 | down
Com 12810 pos Citrinin CI13HI4 05 272.06645 5375 273.0737 Invalid mass No results No results 371640.7416 | 1411377.272 | 325779.2769 | 300823.7302 | 306030.2677 | 420559.4324 | 1019265.714 | 2624513.147 [ 3159735.534 | 2430240.025 [ 973890.6767 | 2971942.5 | 0.23796 | -2.07121 | 0.00094 | 0.944 | 1.095101 down
Com_900_pos 1p- erone C19H30 03 30621914 7.66 | 307.2264|  Full match No results Noresults | 19515174.51 | 17662768.04| 16737628.15 | 1695447333 | 15731379.22 | 17095847.51| 73050189.91 | 117837765.5 | 4214803075 | 60995339.35 | 59618583.12 | 83515142.1 | 0.237204| -2.0758 | 0.000133 | 1 | 1.257928| down
Com 9304 neg 5(8).15(S)-DiIHETE C20 H32 04 318.21882 7.145 317.2116 Invalid mass No results No results 456787.7776 | 585346.3943 | 500158.2034 | 704120.0971 [ 451928.6584 | 422618.8284 | 3515723.052 [ 1048859.672 | 3612042.08 | 1968876.201 | 860991.6961 | 2151417.09 | 0.237193 | -2.07587 | 0.002118 1 1.127992 down
Com 4050 neg. C6H6 02 110.03654 7543 | 109.0293| _ No results No results Full match__| 2089020.963 | 2090622.931 2427797.387| 2528471.09 | 1831853.337| 2045685.874] 4603170.505 | 10389048.28 | 7017000979 | 11855740.23 | 10118948.03 | 15434439.8 | 0.234161| -2.09443 | 0.000189| 1 | 1218573 | down
4-(methylthio)-6-phenyl-
Com_6949 _pos | 2-(3-pyridyl)pyrimidine- CI7THI2ZN4S 304.07634 1.321 305.0837 Invalid mass No results No results 1272075.734 | 1902430.687 | 1050222.983 | 1485705.312| 1307805.206 | 2230937.405 | 5868705.979 | 9128725.737 [ 5219222.255| 7363617.089 [ 3654191.947 | 8439098.2 | 0.233132| -2.10078 | 1.47E-05 1 1.232345 down
S-carbonitrile
Com 1756 pos (AEA) C22 H37N 02 353.29261 10.299 | 354.2999 Invalid mass No results No results 4333498.087 | 4263190.253 | 15429121.94 | 10961872.79 | 8346858.311| 6769626.91 13981190.58 | 47106131.39 [ 31094965.08 | 65479046.52 [ 10474220.64 | 48014258.8 | 0.231803 | -2.10903 | 0.004646 | 0.917 | 1.012665 down
Com 95 neg Arachidic acid €20 H40 02 312.30239 11348 | 311.2051| _ Full match No results Full match__| 128101181.8| 193808478 | 220513706 | 113713282.7] 339351854.7] 139451536.8| 1014846015 | 767111324.1| 603774126 | 846825042.5| 844290639.8 | 909243225 | 0.227621| -2.13529 | 7.43E-05| 1 | 1.241087| down
Com_15156_pos Thymidine 3,5-cyclic CIOHI3N207P 304.04543 5.307 305.0528 No results No results. Full match 400175.4281 | 410536.5047 | 373991.294 | 348739.8383 | 337240.4648 | 368044.6757 | 1277257.462 | 1596266.46 | 2002639.424 | 1644099.947 | 1746877.247 | 1611010.07 | 0.226634 | -2.14156 | 4.35E-08 1 1.311161 down
Com 1649 nez | T B3 C20H32 06 32221397 7449 | 321.2068 | Invalid mass No results No results | 5007058.692 | 4936754.59 | 4486216.637| 4454700.416 | 6764374.706| 5361892.14 | 23010627.75 | 16198779.19| 17356475.73 | 16233463.12| 47241924.24 | 17012637.1 | 0.226269 | -2.14389 | 0.000191| 1 | 1.22604 | down
Com 510 neg (£)9-HpODE CI8 H32 04 312.22963 7.531 311.2223 Full match No results Full match 31912194.54 | 26537299.94 | 28279470.26 | 25221419.03 | 41791078.25 | 34895948.24 | 115048302.7 | 134844670.9 [ 146374545.1 | 142286820.7 [ 151983537.3 | 146494523 | 0.225365 | -2.14967 | 2.32E-07 1 1.302742 down
(25)-4-Oxo-2-phenyl-
Com_3526_neg Chi;::":r‘]h;"‘yrl"é:'[) €21 H22 08 402.1341 6.684 | 4011268 |  Invalid mass No results Noresults | 3059846.667 | 2464162.116| 1604394.765 | 1360269.77 | 2110084.308 | 2254429.56 | 6949784.22 | 6185218142 | 1069946175 | 14701931.91 | 11467445.65 | 7307048.56 | 0.224271 | -2.15668 | 125E05| 1 | 1.235281| down
Com 367 nez 9-HpOTrE CISH30 04 310.21405 7318 | 309.2069| _ No results No results Full match__| 29850130.8 | 25572642.14] 201513555 | 25912885.73| 29160890 | 24273374.64| 60184952.74 | 62627724.58 | 168679464.7 | 202768295.7| 1375359011 | 73701286 | 0.219604] -2.18702 | 0.000967| 1 | 1.182751| down
Com 996 neg 8.15-Dihete C20 H32 04 336.2299 7.788 335.2226 No results No results Full match 9862077.342 | 9387743.939 | 9763997.815 | 1004197511 | 11294376.37 | 10702432.27| 42323636.43 | 30538318.6 [ 43138282.38 | 58053088.15 [ 83500290.43 | 25555889.5 | 0.21565 | -2.21324 | 0.00034 1 1.237522 down
Com_2789_pos Sb“*""“ﬂ":j:a“e‘"”' C19H28 02 28820938 9731 |599.4092|  Noresults No results Full maich | 1915432.493 | 3877589.114 3810864.853 | 1546540.827 | 3845785.437 | 2499823.849 | 16101537.03 | 33409752.1 | 5768972.095 | 10010871.07| 4590469.303 | 11300225.9 | 0.215517| 2.21413 | 0.00357 | 1 | 1.049001| down
Com 5956 neg C4 H6 O3 102.03152 1.335 101.0243 No results No results Full match 991596.1579 | 728800.1162 | 896250.6636 | 753977.4419 | 732766.3006 | 934296.5139 | 1814849.263 | 8088714.548 | 3024396.247 | 2966343.21 | 4422486.223 | 3092649.67 | 0.215199 | -2.21626 | 0.000614 1 1.200103 down
Com_5019_neg 15'””“'“2;2' €20 H30 04 31620381 7.605 | 315.1965|  Invalid mass No results Nomatch | 1589010.927| 1123894.159 | 1624417.421| 1551073.908 | 1454206088 | 1004853.424 | 7890797.797 | 3711884.157 | 5670254.173 | 5840055.064| 10354282.05 | 5934364.65 | 0211856 | -2.23885 | 1.39E-05| 1 | 1254139| down
Com_6470_pos 5’2:_;?;3:;};2‘:':;:),‘- C15 H10 04 254.05763 6.836 255.0649 Full match No results No results 529975.1922 | 826709.8343 | 645754.7615 | 852520.3678 | 1083765.14 | 1717653.769 | 12165640.38 | 2767581.28 | 3544923.286 | 3700900.826 [ 1665220.948 | 3159072.27 | 0.20947 | -2.25519 | 0.001776 | 0.972 | 1.083691 down
Com 8933 neg 1 C48 H78 O18 942.51895 7.781 941.5123 Full match No results No results 362113.2781 | 525189.4527 | 490851.2119 | 507451.7767 | 588948.9169 | 654678.3955 | 1454950.255 | 3114201.635 [ 3826650.022 | 1632730.444 | 125227332 | 3852925.26 | 0.206772 | -2.27389 | 0.00041 1 1.195685 down
6-(3-hydroxybutan-2-yl)-
Com 4868 pos | S-(hydroxymethyl)-4- CI1HI605 250.08396 6312 [ 251.0914| Invalid mass No results Noresults | 2379965.757 | 2943246.601 | 2553162.475 | 2584052.93 | 2284058.833 | 2769374.406| 6677743.664 | 12381090.53 | 14849594.72 | 17038998.58 | 4640845.68 | 19549595 | 0.206472 | -2.27598 | 0.001303 | 1 | 1.180708| down
methoxy-2H-pyran-2-one
Com 1842 pos (9cis)-Retinal C20H280 28421362 7224 | 285.2208|  Full match No results Full match__| 5004002077 | 3779306.456 6400743.399 | 5376151496 | 4639750.333 | 4852124.502 | 9400852.839 | 19697218.77 | 3155421661 | 61979670.03 | 7513738.535 | 176393939 | 0.20335 | 220796 | 0.007257| 1 | 1.055126] down
Com 4472 neg (+/-)9(10)-EnOME CI18 H32 03 342.23995 7.889 341.2332 Invalid mass No results No results 2327248.414 | 2353798.981 | 1391495.184 | 1307517.902 | 1386015.011 | 1930858.928 | 13118613.66 | 13025385.69 [ 9109014.747 | 6534414.932 | 4069941.926 | 8835902.92 | 0.19558 | -2.35417 | 5.99E-05 1 1.219654 down
Com 11 pos Oleovl i C20H39N O 309.30274 10.566 | 31031 Full match No results No results | 1039517582 | 22210356413 | 7450750094 ] 282649734.5 | 1339094252 | 242410726.5| 4697313388 | 61635832227 | 1446650262 | 890550260.6] 2058401316 | 4712738868 | 0.193819 | -2.36722 | 0.004172 | 0.944 | 1.007731| down
Com_5172_pos | 17alpha-Ethinyl estradiol C20 H24 02 296.17706 7.427 297.1844 No results No results Full match 1980684.553 | 2391565.2 | 2348839.031 | 2575669.693 | 1667113.251 | 2404397.713 | 11934824.58 | 9011476.916 [ 12267274.64| 16790133.63 [ 10944247.11 | 8497260.86 | 0.192501 | -2.37706 | 3.74E-07 1 1.290894 down
Com 8655 pos | Riboflavin-5-phosohate | _C17 H21 N4 09 P 456.10493 6053 | 457112 | Noresults No results Full match__| 938233.6912 | 854559.0687 | 764169.6055 | 675650.9703 | 6989141108 | 828701.2875| 1842328.85 | 6173796.479 | 3985685.852 | 702302 995680.5092 | 5129808.28 | 0.189271| 240147 | 0.005038 | 1 | 1.093577] down
Com_9607_pos dlme!!\yll-(}-nﬂl‘o-l- C10 HION2 06 216.1009 5315 255.0641 Invalid mass No results No results 489685.9618 | 1001569.815 | 661004.3736 | 974417.5442 | 584892.7391 | 434452.9422 | 4375362.427 | 923746.8345| 1558470.372 | 4467436.849 | 4504643.363 | 6158180.66 | 0.18856 | -2.40691 | 0.002596 | 0.944 | 1.089321 down
Com 13323 pos | P-Coumarovl Aematine | _C14 H20 N4 02 276.15848 4.961_| 277.1656 | No results No results Full match__| 296080.0684 | 278131.3827 | 1979940395 | 186682.4542 | 236655.8507 | 229371.952 | 1428279.929 | 949030.0812 | 721788.1842 | 905197.2828 | 2802492.393 | 840070.737 | 0.18634 | -2.42399 | 0.00028 | 1 | 1214554] down
Com 102 pos MAG (18:3) C21 H36 04 352.26093 9.075 353.2681 No results No results Full match 66487752.58 | 167502076.7 | 66850462.25 | 40580532.83 | 86680119.71 | 96184589.43 | 567594554.5 | 858013463.8 [ 406989138.4| 97412314.15 | 318133988.9 | 627135691 | 0.182342 | -2.45528 | 0.002207 | 0.972 | 1.074181 down
20-Hydroxy-
Com 1517 neg |  (52,82,112,142)- C20H32 03 32023471 8318 |319.2273|  Full match No results Fullmatch | 5706118.056 | 4445001.722 | 5495159.682 | 5972854.683 | 7436947.197| 4505830.998 | 24625090.54 | 53621021.07 | 23295736.27 | 38168794.16| 20624350.93 | 32842315.3 | 0.173736 | -2.52503 | 9.65E-06| 1 | 1266072| down
ic acid
Com 1740 nez | 4 C7THS O 108.05744 5344 107.0502] _ Full match No results Full match__| 2713326.043 | 3552170.022 | 2562867.298 | 2457988.061 | 2352238.263 | 2493295.382| 7286375.27 | 12470096.62 | 7718286.707 | 7678595.348 | 44513226.44 | 13347802.8 | 0.173434] 252754 | 0.002499] 1 | 1.135979] down




Com 5524 neg 17(S)-HoDHA C22H3204 360.22727 7.898 | 3592199 Invalid mass No results No results | 1441201.982 ] 1505668.347] 1029229.037] 1281138.251] 1079932.788 1217315.61 | 9638044.134 | 9228803.505] 9037990.029 | 6644072.6 | 1457240.588 | 768373117 | 0.172912 | -2.53189 | 0.002441] 0.972] 1.138577] down
Com_3003_pos nimbenzyzl')[!‘h“i;]pyﬁdme CI2HION202S 246.05043 5374 | 247.0578| Invalid mass No results Noresults | 4848692.312 | 3414483.739 | 4342203319 | 5639532.934| 5231928.363 | 4615198.437| 17965506.91 | 30061986.62 | 30185394.06 | 22533051.99 | 26078929.81 | 37175265.5 | 0.171293 | -2.54546 | 2.63E-07| 1 |[1.291543| down
Com 6710 pos CISHI206 288.06316 7853 | 289.0704|  Full match No results No results | 629545.0473 | 665163.6979 | 9421679577 | 894808-4201 | 6830840939 | 662463.8704 | 3269297.899 | 9612885.000 | 2992399.535 | 2146071.098 | 821050.6786 | 730947925 | 0.171206 | -2.5462 | 0.00843 | 0.944 | 1.045816] down
Com 7871 pos | 6B-Oxvcodol N-oxide CIS H23 N 05 333.15746 521 | 334.1647|  Full match No results No results | 1292830.485 | 1027345.662 | 1288964.257| 827797.3664] 1013680.781| 1035254.6 | 8626824.034 | 6848671.496] 6449550.972 | 8431006.056| 834307.2977 | 690795332 | 0.17024 | -2.55435 | 0.007251 | 0.861] 1.059168 | down
Com 3012 neg | O-Phospho-L-serine C3H8N OGP 185.00872 1.288 | 1840013  No results No results Full match__| 1335005.068 | 1415414.215 | 2321968.818 | 2145995.856 | 2620705.131| 4257365.874| 7814137787 | 21111479.95| 10452101.2 | 18357913.34| 4495412.063 | 20654328.6 | 0.170072 | -2.55579 | 0.000401| 1 | 1149008 | down
G-amino-4-(3,4-
Com_4077_pos d‘:‘::;‘:"’;ly("ﬁ:‘"yi)sz CI4HI2N202 52 168.0326 5185 | 169.0398| Invalid mass No results Noresults | 3003694.645 | 2421761.27 | 3780625.035 | 4246669.405 | 3268930.458 | 3689635.161| 24031797.27 | 19926388.26 | 20804981.88 | 14203623.83 | 23768544.02 | 20988074.7 | 0.164975 | -2.59968 | 1.91E-08 | 1 | 1.299598| down
carhanitrile
Com 1574 pos | _17beta-Trenbolone CI8H22 02 70.16165 7111 | 271.1689|  Full match 0 results Full match__| 8251525379 | 9122424.055 | 5414577.387 ] 5788103.982 | 8189761.213 | 9171097.965 | 44083615.92 | 64746709.11 | 5622824347 | 5429245547 26332070.65 | 352146263 | 0.163538 | -2.6123 | 2.22E-06| 1 | 1.270644| down
Com 4558 neg. Chrysin CISHI1004 54.05754 6908 | 253.0503| _Full match o results o results__| 715358.6034 | 642209.2128 | 696886.253 | 704459.9873 | 619637.1594] 1273354.037| 1423679245 | 2062835.109 | 3760400.289 | 3775074.066| 763978.1541 | 3307614.92 | 0.161431| -2.63101 | 0.009292 | 0.972 | 1020625 | down
Com 1566 pos | 2-Thio-acetvl MAGE C21H4203S 96.26583 7.612_| 397.2731| Invalid mass o results o results__| 4109170.722 | 3990727.513| 3252394.572| 4119111178 4216936.127 | 3684860.413 | 1859006357 | 11680562.67 | 12038936.18| 12275261.01| 76821831.86 | 136357211 | 0.161147] -2.63355 | 0.00346 | 1 | 1.124871| down
Com 330 neg | C: acid C8 11402 42.09912 5308 | 187.0973|  No results o results ull match | 1929810102 15603950.95 | 13017930.53 | 1200004148 | 15147666.06] 13216737.93 | 41880328.81 | 46466330.57 | 51635255.05 | 52606862.46| 277384438.5 | 79509690.3 | 0.160662 | -2.6379 | 0.002356| I | 1.13627 | down
Com 2591 pos Acid C17H34 02 92.23989 7.821 | 293.2471] Invalid mass o results o results__| 4945236088 | 4326665.67 | 4587844.378 | 6251632.109 | 4599280.456 | 4506421.234 | 43330344.13 | 36311455.74] 27886117.09| 3676124027 15379310.57 | 23369592.1 | 0.159623 | 2.64726 | 2.77E-05| 1| 1272194] down
Com_11209_pos G'W::g‘fft:‘f:[“‘d €26 H42 N'Na 06 487.29158 9.662 | 488.2980|  Noresults No results Full match | 457702.2371 | 358529.6182 | 472148.038 | 246780.8711 | 404560.3746 | 342184.2463 | 1779243.502 | 3423521.661 | 1334282.396 | 2160922.946 | 4278246.132 | 1692338.46 | 0.155564 | -2.68442 | 3.23E-05| 1 | 1244804| down
Benzyl 6-O-betaD-
Com 3483 neg | glucopyranosyl-betaD- | C19 H28 O11 432.16282 558 |431.1554|  Full match No results Noresults | 1141986.631 | 4708603246 | 1191912.416| 1239027.612 | 1293031226 | 1366026.461 | 10543975.57 | 19025029.15| 12981012.77 | 3536280928 | 10527671.29 | 15756044.1 | 0.151176 | -2.7257 | 0.000158 | 0.972| 116733 | down
Com_3383_pos 2-Amino-1,3- CISH39N 02 301.29768 6.696 | 3023049  Full match Full match Fullmatch | 2521048246 | 1418682.043 | 1323136.794 | 1235545.933 | 2886425.743 | 1604337.279 | 13423448.61 | 26235795.92 | 4956751359 | 4990363.547 | 8258552.586 | 15235740.9 | 0.150329 | -2.7338 | 0.000506| 1 | 1.161191| down
Com 5029 pos Ethvl oleate C20 138 02 310.28687 749 | 311.2942|  Full match No results Full match | 903164.1413 | 1123384.784] 1775606.231| 1423756.84 | 940465.282 | 955844.1809 | 4030588.734 | 6040851111 | 9620331438 | 1755083145 | 3813154.433 | 6467912.77 | 0.149782 | -2.73907 | 0.000216| 1 | 1204565 | down
Com_5702_pos z'm"“’l:":"l“"'i"“’h“y" CI2HITN 02 189.11592 6269 | 190.1231| Invalid mass No results Noresults | 567909.4963 | 779897.6745 | 568518.666 | 568816.0216 | 697392.2077 | 466158.7606| 3364600.439 | 12589233.03 | 1073484.859 | 2973948.688 | 1297790.765 | 3712726.69 | 0.145879 | -2.77716 | 0.006179 | 1 | 1.070592| down
Com 4236 pos RNK CIGH32N8 05 208.1249 7167 | 209.1322| Tnvalid mass No results No results | 1481828.088 | 1536461414 | 1411152.066| 2535102.64 | 1483108.424 | 1358184245 | 12512928.30 | 1091357043 | 6405228.709 | 4628699173 | 22712529.15 | 10270784.1 | 0.145393 | -2.78197 | 0.000173 | 1 | 1.220267] down
Com 8879 neg | NI CSHIINO3 133.0736 1339 | 132.0663 | _ No results Full match Full match__| 240539.3558 | 324833.3686 | 292194.9623 | 235361.0397 | 373413.0713 | 437656.011 3890018.345 | 1379739.859 | 1677949.882| 2163134.487 | 309620521 | 0.145084 | -2.78504 | 0.000113| 1| 1.225509] down
Com 3003 neg Allantoin C4TH6N4 03 158.04373 1366 | 157.0363| _ No results Full match Full match__| 1003617295 | 1288232.471| 2406687.692 | 1742859.163 | 2075553.838 | 1881955.895 23452647 | 6536085.197| 9391754.549 | 8718320.672 | 21814107.9 | 0.143756 | -2.79831 | 0.002739 | 1| 1.099402| down
Com_1207_neg Z'Hyd“”‘ﬂyf‘}“‘e"yl“e"c C8 H8 03 152.04704 5478 | 151.0398 |  Full match Full match Fullmaich | 5667469.649 | 6909195.14 | 6134270.434| 6614160987 | 5407482.373 | 5163646.068 | 2040888331 | 48829479.88 | 59598064.33 | 55650862.07 | 1812640578 | 54598364 | 0.139559| -2.84105 | 0.000282| 1 | 1.236747| down
Com_5753_pos 4""""’"2’2’5"""‘““‘“ CIIHI3N O3 207.0893 1352 [ 2080966  Full match No results Full match | 1077450313 | 1931931.067 | 1120084.108 | 1023037.713 | 1448634.881| 1655169.031 | 1396491336 | 9920364.371 | 6871242.135 | 9277083.536| 4079765.568 | 15165980.1 | 0.139278 | -2.84396 | 3.63E-05| 1 | 1241829 down
Com 6766 pos FOH C20 H26 N6 05 86040109 8249 1.4089 | _Invalid mass 0 results No results | 665386.2384 | 899678.0075 | 1109193.065 | 1301444.551 | 569310.7851 | 686514.2777| 10596734.71 | 9486973.536] 5785570.039 | 1015099.874| 2006068.807 | 8718087.9 | 0.139105 | -2.84576 | 0.005821 | 0.944 | 1.057026 | down
Com 233 pos (-AT1(12)EET C20 H32 03 302.22429 7.633 | 303.2316] Invalid mass o match o match | 19258421.81| 17610783.89 | 26932285.05 | 25945021.68 | 16205643.01 | 19728280.79| 1036531386 | 41121720.85 | 63218349.27| 129720170.5| 5222269415 | 53404024 | 0.137603 | -2.86141 | 0.00751 1.051883 | down
Com 1845 pos | _(+)-ar-Turmerone C15 H200 216.1512 7409 | 217.1585 ull match o results o results__| 4038907.089 | 3723232.676] 3431854.799 | 4142712.588 3959705.111] 3988704.477| 7732131.791 | 13440414.5 | 4060: 61921587.63 | 38288660.28 | 9500392.97 | 0.135783 | -2.88062 | 0.00477 1.107652 | _down
Com 4867 neg C28 H50 N4 O7 554.36665 8.665 | 553.3589 o results o results all match 4950.9957 | 878045.7761 | 681714.1002 | 1108670.645 | 956660.9528 | 1183610.695| 7087879.14_| 4089304.334 | 7945503.188 | 8852801.963 | 8739859.393 | 5116759.92 | 0.134912 | -2.88991 | 6.89E- 128753 | _down
Com 14038 pos | _4-Hexvloxvaniline CI2HIONO 193.1465 1.428 | 194.1537 ull match o results o results 8105.6744 | 196087.9686 | 125878.7016 | 151133.9427] 2177252857 230377.0635 | 1055652.88 | 1746215.587 | 472001.0646| 714326.5037 | 1456995552 | 252346171 | 0.134189 | -2.89766 | 0.000287 207696 | _down
Com 2891 pos | Tetranor-12R-HETE C16H26 03 248.17735 9.728 | 249.1846] Tnvalid mass o results o results 78085196 | 2332522.442 | 1559456717 | 1343907.072] 3481146.016| 3739978.769 | 3777226227 | 22487338.88 | 13191774.5 | 12299031.68| 9835762911 | 17271508- 336] -2.91773 | 2.10E-05 223364 _down
Com 574 pos_| _Avocadvne l-acetate CI9H3404 308.23478 795 ] 3092421 Invalid mass o results o results 84250738 10810959.8 | 1193007831 19268137.68] 9876114.515 | 9828967277 75143036.86 | 190043224.4 | 52949047.13 | 122383351.6 | 45780194.74 | 97431423.3 | 0.129438 | -2.94967 | 7.21E-05 233702 _down
Com 338 neg Azelaic acid CoH1604 188.10452 5291 | 187.0972|  Full match o results ull match 704120.82 | 10125785.82| 8012778.162 | 7419030.953 | 0832188.7 | 8989258.559 | 36410605.88 | 37886244.1 | 42349944.56] 50254590.82 | 272020168.8 | 35012068.8 | 0.128885 | -2.95584 | 0.002115 121149 _down
S4-2-
Com_2543_neg f“”'lc“'b;"g:l"‘;mz‘“"] €20 H22 N2 05 37014723 1447 | 369.1401 | Invalid mass No results Noresults | 798248.0503 | 780534.2029 | 1557441.567 | 1245324.212 | 1076055.751 | 1000717.907| 5063375591 | 5831034795 | 7199627.128 | 2420608.621 | 27701323.93 | 3719778.11 | 0.124352| -3.0075 | 0.002524| 1 | 1.117963| down
acid
Com_1945_pos |cis-7-Hexadecenoic Acid| €16 H30 02 254.22434 8.157 |255.2316|  Noresults No results Full match | 4350420.024 | 3929872.458 | 3652678.636 | 4012444.118 | 5126039.12 | 4444989.151 | 60683260.86 | 25000715.11 | 35337231.24 | 28458190.11| 29411116.25 | 27413975 | 0.123683 | -3.01528 | 425E-06| 1 |1.294551| down
Com 7903 pos ridine-d5 CISHIG 25 NO2 | 252.18763 10201 | 253.1949|  Full match No results No results | 555716.5802 | 499452.2854 | 644712.1841 | 384262.0084| 1003780.081 | 470388.0714 6137055.958 | 7200401531 | 1751760.292 | 5751467.903 | 1540103.221 | 6386775.59 | 0.123306 | -3.01968 | 0.000423 | 1 | 1.180059]| down
Com 2715 pos cis-oondoic acid C20H38 02 310.28684 9.199 | 311.2941|  No results No results Full match__| 2200411.626 | 2786476.403 | 3792662.208 | 5332542.127| 1144307.921| 1257739.95 | 24591412.16 | 14497283.01 | 2488356444 | 39623316.77| 19149779.16 | 13128690.2 | 0.122202] -3.03265 | 5.26E-05| 1 | 1216513| down
Com 2864 neg Gly“"“”‘:f‘;"‘yc""l‘c C26 H43 N 05 44931378 714 | 4483069|  Full match No results Full match | 2538886.168 | 1380054.756 | 2936107.505 | 3693231.641 | 1315408.007 | 1090408.926 | 25547677.61 | 24567765.35 | 8943939.917 | 5354561.469 | 20003244.75 | 24931945.1 | 0.118465 | -3.07746 | 0.000143| 1 | 1179498 down
2-2,4-dihydroxyphenyl)-
Com_10879_pos | 3,5,7-trihydroxy-4H- CISH1007 302.04547 5319 |303.0523| Invalid mass No results Noresults | 460138.6994 | 472052.3053 | 430031.0703 | 400995.8743 | 387773.4063 | 423193396 | 3655921.722 | 3869130.056 | 4246274.462 | 2975968.952 | 3409859.062 | 3650273.91 | 0.118042 | -3.08263 | 1.23E-10| 1 | 1.31976 | down
chromen-4-one
Com 396 pos RKK CISH38 N8 04 430.30535 1135 | 4313126 Invalid mass No results No results 10568995 | 13255531.75 | 17161203.07| 11054703.97 | 24764993.57 | 9445963.073 | 1412313574 | 63719976.6 | 154647579.4| 16349827.53 | 132734942.2 | 224509852 | 0.117638 | -3.08757 | 0.002891 | 0.944 | 1.098219 | _down
Com_1643_neg Px""""S'kF"‘I’__Z C20 H30 05 332.1986 7872 | 331.1911|  Invalid mass No results Noresults | 5046604.868 | 3944805.003 | 3932470915 | 3290977.883 | 5047868.862 | 4675345.765 | 35052428.46 | 49206050.58 | 42106446.67 | 28140004.58 | 2799610401 | 39557829.4 | 0.116807| -3.0978 | 1.20E-08| 1 | 130571 | down
Com 144 neg 13(S)-HOTFE CISH30 03 29421919 7891 | 2932119 Full match No results Full match__| 47744788.39 | 44423526.63 | 30445586.58 | 42825433.57| 61457156.12| 41489573.91| 347235763.1 | 338852731.2| 520561820.2 | 5053489269 | 346927623.7 | 264869123 | 0.115495 | -3.1141 | 3.71E-08| 1 | 1297259 down
Com 4064 pos CIOHIINO3 193.07381 1911 | 194.081 | Full match Full match Full match__| 1510096081 | 1838684.001 | 1374149.118 | 1345329.659 | 1589783.008 | 1650106.436| 6083967.541 | 20392446.93 | 9351689.694 | 13433853.07| 8373726.092 | 231615834 | 0.115204] -3.11774 | 0.00014 | I | 1.254769| down
(3R)-4.4-Dimethyl-2-
Com 5131_neg | oxotetrahydro-3-furanyl C12H20 08 338.11483 7285 | 337.1074|  Invalid mass No results Noresults | 657467.4773 | 607647.9756 | 738318.7415 | 764337.3878 | 666517.6409 | 671906.1766| 4676082.48 | 6030607.422 | 7731348.282 | 8143070.62 | 5854166.798 | 3862767.99 | 0.113124 | -3.14402 | 2.74E-06 | 1 | 1.304013| down
hetal i
Com_6974_pos z'de::f::i“’:”" C6HI3 08 P 244.03475 5461 | 2450419  Noresults No results Fullmatch | 705545.1446 | 726901.6974 | 707473.7811 | 650850.6902 | 103845335 | 854963.8443 | 4734422.199 | 8422301.245 | 7130843.034 | 60498164 | 4053630.452 | 11101993.8 | 0.112891| -3.147 | 3.99E-06| 1 |1.285896| down
Com 7706 pos in Ca3 172011 746.50859 0333 | 7475159 Tnvalid mass No results No results | 395361.6123 | 4555923631 | 368424.0448 | 227462.1799 | 1044156.285 | 345953.9043 | 4763876.868 | 1422535535 | 3201504.141] 1614717.369 | 9049301.773 | 5431963.53 | 0.111323 | -3.16717 | 0.000244 | 1 | 1.166214] down
Com 12902 pos LDGTS 20:0 C30 H59 N 06 529.43406 10.29 [ 530.4412]  No results Full match No results | 127437.2731] 142288.4561 | 124176.7303 | 112643.6335 | 139145.8208 | 132015.5766] 938770.7765 | 758174.3403 | 416252.8653 | 914655.0874| 3045670.622 | 956144.702 | 0.110632 | -3.17616 | 0.00056 | 1| 1.221936] down
Com 6572 neg | De C21H3003 330.21909 9134 | 3292119]  No results No results Full match__| 339309.8327 | 323841.2717 344410.0692 | 406988.2053 | 343749.7917] 369175.1882 | 5829098.698 | 1094006.501 | 5313636224 | 5378101.105| 786041.1914 | 859553.211 | 0.110458 | -3.17843 | 0.006105| 1 | 1.086361| down
T-hydroxy-1-(4-
Com_5834_pos | methoxyphenyl)propan- CI8H20 05 338.11485 7202 [ 339.1221|  Invalid mass No results Noresults | 892340.8176 | 730481.5248 | 1070929.008 | 1349629.342 | 1333638.311 | 1039643.621| 10784405.94 | 7805754.942| 11097284.72| 1391090938 | 9541828.328 | 6409947.31 | 0.107752 | -3.21421 | 4.52E-08 | 1 | 1.296335| down
2-vl 4-methoxvhenzoate.
Com 2685 pos | N- i C20H39N 03 3632742 848 | 364.2814] Invalid mass 0 results No results | 2012356.336 | 2143289.846 | 1621070.722| 1745296.013 | 439508171 | 2127433.261| 41311007.84 | 20792834.4 | 21795110.85 | 2210120221 | 21816939.24 | 148142838 | 0.106608 | -3.22962 | 0.003969 | 0.972 | 1.084479 | down
Com 721 neg D-(-)-Mannitol C6 11406 182.07882 1328 | 1810715 ull match ull match Full match | 2829743171 | 286214.0669 | 3928192.542| 872592.6178 | 20260843.17| 1018655.484] 22115809, 94873.56] 34838049.55 | 22753167.51 | 116387676.3 | 35311808.1] 0.099512 | -3.32898 | 0.0031 1094625 |_down
Com 5190 neg. Bilirubin C33 H36 N4 06 584.26466 7571 | 583.2574 0 results o results Full match__| 508168.7127 | 484159.3628| 597439.421 | 7151711509 | 920250.7463 | 536326.6727] 6711459.8 7135.694] 7784269.038 | 7983891.413 | 4968221.958 | 5092341.52 | 0096505 | -3.37325 | 8.69E- 304925 | _down
Com 2504 pos Betulin C30 H50 02 44238113 10.672_| 4433879 ull match o results No results | 1928068.837 | 2232438.004| 2383912331 | 2244335492 3065322374 | 15443551 4875093, 81173.65 | 14782469.49 | 15577130.61| 18746131.39 | 25943962.5 | 0.093879 | -3.41305 | 2.20E- 269067 | _down
Com 7420 neg | _FAHFA (4:0/16:0) C20 H38 04 342.27674 11.817 | 341.2694 0 results ull match No results | 217068.3566 | 200624.9523 | 321844.8042 | 240189.1173 | 316236.2962 | 173220.3558 | 1002752.87 5831.439| 1415877.539 | 503645.9577| 5316471.281 | 3827137.62 | 0.0928 | -3.42973 | 0.0019 143112 ] down
(E)-I-(2-hydroxy-
Com_8603_pos !mmej;:g:};enym C19H20 06 366.11002 7.684 | 367.1173 | Invalid mass No results Noresults | 209601.8229 | 224162.4297 | 221280.0625 | 318530.8244| 306617.2437 | 258716.1158 | 699144.7956 | 1499219.523 | 6098472.168 | 7177532.099 | 427054.4213 | 928417.243 | 0.091439 | -3.45104 | 0.010829| 1 | 1.026178| down
Lo
Com 2899 pos Orlistat C29 153 N 05 533.34 .88 | 5343503 | Tnvalid mass o results o results__| 1439316044 | 1196499.63 | 1170728.975 | 770978.5999 | 1258650.371| 1022873.705 | 4383112597 | 7413703.122 | 10596242.37 | 36363570.88| 13642407.6 | 5384310.83 | 0.087953 | -3.50712 | 0.000628 1200354 | _down
Com 159 neg | _ B-Muricholic acid €24 H40 05 81657505 7.586_| 797.5573 | Invalid mass o results o results__| 5567093.727 | 5149430.814] 20788410.54] 38187024.59 | 8426103.248 | 12465597.1 | 716465373 | 151065896.2] 7061694679 | 4763100793 | 160386803.1 | 126858731 | 0.085708 | -3.54442 | 0.000179 1.163823 | _down
Com 2385 pos alpha-Famescne CI5 124 204.18765 7.732_| 205.1949 o results o results ull match | 1804679.188 | 1914513.246 | 1387378.558 | 2013379.604 | 1789749.776 | 1829293313 | 19519429.78 | 11906853.61 | 22129798.64] 46207270.18 | 6752285241 | 20711242.1 | 0.084408 | -3.56647 | 0.000239 1.244 own
Com 987 nex | _FAHFA (24:4/6:0) C30 H50 04 474.37039 9.734_| 473363 0 results ull match o results__| 3174110.87 | 2699196.058 | 2664742.763 | 2261109.352 | 2750933.907 | 2289118.064| 17395877.65 | 22487124.69 | 49283087.65 | 69059936.39 | 9970891.808 | 24391682.2 | 0.082244 ] -3.60395 | 0.00039 1230524 _down
Com 2596 pos | _Fmoc-L-Isoleucine C2I 23N 04 353.1626 537 | 354.1698 o results o results ull match | 1989356.321 | 1874976.389 | 1968752782 | 1803417.423 | 1740870.617 | 1920641.843 | 4314806271 | 11508901.53 | 36426230.36] 23126530.11] 11833248.67 | 12023986 | 0.08183 | -3.61123 | 0.000198 1.257576| down
N-allyl-2-(2-methyl-T-
Com_5206_pos benzofuran-3- CI4HISN 02 251.09471 5.001 | 252102 | Invalid mass No results Noresults | 634302.6653 | 581229.7003 | 398979.1077 | 688626.7236 | 550256.5788 | 505590.7615| 4569346.17 | 3419358.622 | 6654540.851 | 16647216.45| 618502116 | 515649348 | 0.07879 | -3.66584 | 3.78E-05| 1 | 1.267883| down
Com 4492 pos Kaemoferol CI5H1006 286.04744 5905 | 287.0547] Full match Full match No results | 1055370.202 | 1277404599 | 836803.6037 ] 731806.9977 | 1069418.932 | 1251865.945 | 9643384.496 | 17821817.2 | 19335724.82| 3622060507 | 9888210.751 | 20772472.6 | 0.076744 | -3.70381 | 0.000129| 1 | 1.242783| down
Com_76_neg Gly“"c""":’:‘ilj"mh“"c C26 H43N 05 44931351 7.745 | 4483062  Full match No results Fullmaich | 41580149.31 | 37836552.88 | 110678906.9 | 84940354.91 | 62940593.36 | 70582879.44 | 1523521007 | 907008538.4| 873079366.7| 288614726 | 915265880.6 | 908110531 | 0.075441| -3.7285 | 6.41E-06| 1 | 1.251676| down
T,7-bis(@-
Com 2368 pos |hydroxyphenyhheptan-3-| ~ C19H22 03 298.1566 6526 | 299.164 |  Full match No results Noresults | 1744290.354| 2006469.678 | 1388710.928 | 1212790.525 | 1155855.292 | 1430649.926| 25990615.36 | 1737595633 | 22751943.55 | 46658224.2 | 2742304.856 | 10999800.5 | 0.070652 | -3.82313 | 0.001571 | 1 | 1.164391| down
one
Com_2074_pos 3""“"‘“"“&“‘“'““‘" C21 H38 06 368.25595 8.386 | 369.2629| Invalid mass No results Noresults | 2224806.548 | 2006462.728 | 2828081.181 | 3494025.465 | 2326836312 | 1912817.26 | 50801878.83 | 38991866.79 | 23873586.87 | 7076428.151 | 31516901.37 | 57821307.9 | 0.070416 | -3.82796 | 0.000284 | 1 | 1225567| down
Com 1331 neg Tretinoin C20 128 02 300.2086 9208 | 299.2015] _ Full match No results Full match__| 1741977107 1234406.12 | 875025.5204 ] 8289753378 | 1063627.78 | 1717539.035| 12565043.55 | 6397682.17 | 8188026.245 | 8988912.106] 60997776.46 | 10602358.6 | 0.060274] -3.85155 | 0.000401] 1 | 1.195467| down




F-morpholino-3-

Com_3019_neg nitrobenzene-1- CIOHI3N3 05 S 288.06068 1.657 | 287.0535 Invalid mass No results No match 799963.8237  710835.1509 | 875043.6825 | 1165180.134 | 721851.6493 | 892276.6153 | 21340840.94 | 16338434.97 | 7489232.741 | 1268549.426 | 4912957.573 | 23404210 | 0.069095 | -3.85527 | 0.00358 1 1.121728 | down
Com 2504 neg DGMG (18:2) C33 H58 014 678.38273 8.92 677.3739 No results No results Full match 756039.9639 | 1600810.724 | 1447197.794 | 1481496.042 | 1273339.851 | 1026313.266 | 24641174.59 | 22081025.13 | 30417976.38 | 632127.7695 | 13521038.98 | 19435030.3 | 0.068503 | -3.86769 | 0.011848 | 0.833 [ 1.016419| down
(GE.I0E)-3.7.11,15-
Com_4443_pos 1:"1":]"1‘?'2'::2’:‘:1?’“;'9 €20 H34 03 33927685 6.153 | 340.2841| Invalid mass No results Nomatch | 919241.3028| 963321.0231 | 808116.0694 | 769485.4843 | 725174.8827 | 953949.4996 | 9326300.837 | 18066032.35 | 14598204.91 | 4908771.748 | 12814267.16 | 16370332.9 | 0.067548 | -3.88795 [ 2.18E-05| 1 | 1.286751| down
trinl
Com 3806 _pos Trehalose CI21H22 011 34211776 5.603 | 685.2429 | No results No results Full match | 7145665607 | 7257437151 ] 632672.2355 | 607296.7144] 695549.0878 | 703121.1107| 26569638.75 | 7417740.432| 7432945934 12596462.63 | 2045488 403 | 4740264.89 | 0.067085 | -3.89786 | 0.001019| 1| 1.200187| down
Com 14 neg | G acid C26 H43 N 05 449.3136 7.915 | 448.3064 Full match No results Full match 113777871.7 | 94898007.85 | 284378415.8 | 224571516.1{ 96713681.16 | 122343555.5| 2877109611 | 2718484246 | 607871183 | 228766714.6 4893011013 | 2687367197 0.066846 | -3.90302 | 0.002783 | 0.972 | 1.097844 | down
Com_13530_pos | N 1-pyrazin-2:yld- CIIH8 CIN3 O 215.0252 1.883 | 216.0326| Invalid mass No results Noresults | 101544.0181 | 129629.3488 | 72398.25716 | 156844.2105 | 126488.0578 | 98471.98945 | 695500.6663 | 1676374.085 | 2953568.307 | 2220037.676| 773260.921 | 2010235.18 | 0.066355 | -3.91366 | 233E-05| 1 [ 1261349 down
72-hydroxypropan-2-
Com_711_pos decynlk)lyld:‘(:\lj:ll:::}:ﬁ;]l C15 H28 02 222.19822 7.734 | 223.2055 Invalid mass No results No results 5078660.743 | 6339568.197 | 3901979.117 | 8110218.142 | 5522597.531| 3935568.104  82785862.1 | 60015717.33| 83041714.53| 1754621489 27493974.24 | 70357670.1 | 0.065888 | -3.92383 | 2.42E-05 1 1.259387|  down
ol
Com 4156 neg )%13“01 CSHI2 05 152.06824 1.337 151.061 Full match Full match Full match 634709.2209 | 636003.0688 | 515669.2747 | 399880.4079 | 655506.7159| 592676.337 | 4160915.218 | 7898238.643 | 11351217.21 | 6869422.896 | 14163376.29 | 8280827.85 | 0.06514 | -3.94031 | 2.34E-06 1 1.292622 | down
TGS)- -3 ]
Com_9787_pos py;x‘;:z;’a"fyzj};yl C19 H20 CIN3 325.13132 5.187 | 326.1386| Invalid mass No results Noresults | 235892.4483 | 241771.6285 | 218128.8305 | 190612.298 | 205162.6255 | 219463.6827 | 997755.1113 | 4850752.827 | 5845292.385 | 3153119.762| 173701.4663 | 5272331.27 | 0.064605 | -3.9522 | 0.010168 | 0.833 [ 1.039069 | down
10
Com 2137 pos Luteolin CI5HI10 06 286.04732 6.048_| 287.0545 | _ Full match Not the top hit No results | 2206485223 | 2080173.749 | 2753168.731 | 1882680.066] 1545082.156| 1878511.277| 34112018.16 | 45546789.77| 373646582 | 27293782.67| 15644870 | 319264854 | 0.06434 | -3.95814 | 417E-07| 1 | 1.299459]| down
Com 5319 neg FAHFA (20:0/22:2) C42 H78 04 646.58744 11.351 | 645.5801 No results Full match No results 197873.4911{ 329412.9179 | 752963.9655 | 100579.3036 | 700815.8312 | 143529.7859 | 7870728.705 | 5693188.063 | 3363983.675 | 7701389.755 | 5803758.915 | 5303605.83 | 0.062266 | -4.00541 | 0.00012 1 1.2385 down
Com_182 neg 'S(R)’m‘m'ny‘:z‘:‘y €20 H36 06 35424035 7.414 | 353.2331| Invalid mass No results Nomatch | 8550108.675 | 7652818.172 | 7986856.305 | 8689373.455 | 8382052.036 | 7418700.914| 110145938.4 | 96485965.43 | 25553412.13 | 2515088332 | 483098700.1 | 66075132.4 | 0.060359 | -4.05029 | 0.003941| 1 | 1.121276| down
Com 1999 pos F i Cl [0] 268.0731 7.158 | 269.0804 ‘ull matcl o results No results 794295.8961 | 600567.2805 | 858389.846¢ 121581.664 | 874352.4965 | 764218.1518 478071.81 | 7037750.504 | 2641199.704 | 5009598.055 | 1315274.965 | 9524926.02 | 0.059679 | -4.06664 | 0.011192 .02137: lown
Com 1470 pos | Nor-9-carboxv-89-THC C2 O. 344.1983 7.806_| 345.2058 ull matcl 0 results No results | 2306765449 | 2453162.226 | 1920238.246 | 2122038.096 | 2077770.866 | 1744872.55 | 64843158.01 | 12498049.04 | 37074842.03 | 81335267.19| 4590773.68 | 124949574 | 0.059317 | -4.07541 | 0.003214 13374 jown
Com 4821 pos THC C2 [0) 314.2242: 10.103 | 3152315 ‘ull matcl 0 results Full match 789207.198 | 624072.7588 | 569580.3253 | 878439.8702 | 601100.7582 | 675931.0812 378959.35 | 16188522.04| 10602414.98 | 12529215.42 | 3755255.53 | 12444449.7 | 0.057558 | -4.11885 | 2.34E-05 .27987. lown
Com 345 neg | (+)9(10)-DIHOME Cl O. 3142452 7271 | 313.238 ull matcl 0 results Full match | 9316406.047 | 8992702.989 | 9376271.015 | 13219483.23 | 9841517.991 | 8880578.959 | 141634177.7 | 167899013 | 248296751.2 217702562.1| 1299103613 | 141809919 | 0.056937 | 4.1345 | 1.46E-08 31247 jown
cthyl 5-hydroxy-4-ox0-
Com_3171_pos 4H-chromene-2- CI2HI0 05 234.05264 6.391 235.06 Full match No results No results 1054571.548 | 1015028.21 | 757322.5492 | 784002.3242 | 967468.3816 | 983896.7821 | 4901133.787 | 17148112.08 | 20767083.75| 17343079.55 | 4115869.302 | 34913909.3 | 0.056078 | -4.15643 | 0.000539 1 1.219749|  down
carhoxvlate
Com 1701 neg | D-3-Pl acid C9HI003 166.06347 5.817 [ 331.1197 No results No results Full match 1214898.702 | 1995783.857 | 1522459.039 | 1200528.171 | 1483351.388 | 226222549 | 53748067.87 | 29032601.08 | 34695486.22 | 25715995.34 | 1212823.225 | 37897064.6 | 0.053095 | -4.23529 | 0.006065 | 0.861 | 1.074974 | down
3.5 7-trihydroxy-2-
Com_2735_pos | phenyl-4H-chromen-4- CI5HI005 270.0526 6275 | 271.0598|  Full match No results Noresults | 1164958.054 | 1375418.096 | 1365922.147 | 1075885.479| 1522424.83 | 993213.1599 | 15751617.58 | 1593579421 | 24446532.9 | 39275466.28 | 30745974.56 | 15561482.6 | 0.052907 | 4.2404 | 126E-06 | 1 [ 1301161| down
Com 1617 pos Diosmetin CI6HI206 300.06317 6264 | 301.0706 | Full match No results Noresults | 1989249.094] 1550166.728 | 1836266.96 | 1407054.963 | 1388713.434] 1303822.678 | 46390090.53 | 21861874.12 | 1627984833 | 13256127.87| 7432235579 | 147394272 0.050711| 430157 | 0.000124] 1 | 1.255801] down
(SE)-7-methylidenc-10-
Com_5294_pos ox0-4-(propan-2- C15H24 03 274.15441 6.763 | 275.1617 |  Invalid mass No results No results 453682.4951 | 713161.7488 | 408579.8763 | 485344.85 | 374235.8788 | 476110.7239 | 2921536.905 | 6021245.446 | 11579080.03 [ 16244184.25| 13845675.06 | 7084414.4 | 0.050456 | -4.30883 | 3.87E-05 1 1.267591| down
viwindec-5-enoic acid
Com 258 pos Beta-Muricholic acid €24 H40 05 408.28731 7.155 | 409.2946 No results No results Full match 9528948.825 | 8291752.185 | 20404475.48 | 18922847.62 | 14948196.61 | 10274935.46 | 387945182.8 | 275934289.1 | 143460579.4] 52161851.28 | 483696740.4 | 292869460 | 0.050347 | -4.31195 | 0.00011 1 1.226424| down
Com 7827 pos RMK CI7H35N7 04§ 43324623 4946 | 4342535  Full match No results No results | 208673.4651 | 210096.6895 | 187494.4839 | 188013.9639 | 219626.6242| 216594.5357 | 8789537.992 | 1707647.375 | 2788048 818 | 4067415.456| 5827490.287 | 1973329.04 | 0.04892 | 435344 9.77E-05| 1 | 1.272744| down
Com_9219_neg Hud 17a- C21 H30 03 330.21921 11.552 | 329.2118 Full match No results Full match 117837.4311 129396.5803 | 105431.2645 | 106224.2644 | 121648.2068 | 125698.0557 | 2184288.265 | 2496113.885 | 2130378.952| 2822426.63 | 2112751.966 | 2913017.34 | 0.048178 | -4.37549 | 5.40E-11 1 1.321367| down
Com 6260 pos | 31 C21 H32 N2 02 3622605 10.781 | 363.2676 | Invalid mass No results No results | 304214.1218 | 239066.3346 | 223407.5143 | 228790.6662 | 280929.6898 [ 211619.7516 1170670093 | 10834325.18 | 371219.2858 | 639977.0516] 2721815.607 | 5069658.51 | 0.047444 | 439762 | 0.009177| 1 | 1.047725| down
Com 1025 pos Lysopa 18:0 C21 H43 O7 P 438.27477 8218 | 439.2818 No results No results Full match 2028947.396 | 2418706.993 | 3414416.479 | 2964418.729 | 3136693.465 | 3304038.941 | 33780512.38 | 104141444.6 [ 15142384.73 | 42930317.33 | 100157629.5 | 69544873.3 | 0.047217 | -4.40454 | 0.000119 1 1.252416 | down
N1-(2-amino-2-
Com_3902_pos oxoethyl)-2- C7THI4N2028 21205596 5784 |213.0633| Invalid mass No results No results 11941159 | 1028394.551| 790170.0537 | 652417.2907 | 1175134.774 | 998933.9048 | 13430583.47 | 17785473.3 | 28084862.58 | 21746928.2 | 21334451.03 | 21372624.4 | 0.047183 | -4.40558 [ 9.15E-10| 1 | 1.311133| down
(isopropylthio)acetamide
Com 1381 neg Reserpine C33 H40 N2 09 608.2633 9.708_| 607.2564| Invalid mass No results Noresults | 1481013.023 | 1680884.218 | 1668340.024 | 1376235315 | 1321932.585 | 1458557.842 | 38364289.52 | 20501062.87 | 54253832.32| 1943151.738 | 58142298.26 | 17857113.5 | 0.047037 | 441006 | 0.003615| 1 | 112801 | down
2-{2-0x0-2-[(2-0x03-
Com_760_neg | azepanyl)amino]ethoxy} CI0HI6 N2 05 244.10955 10.233 | 243.1022 Invalid mass No results No results 2416287.265 | 1647078.479 | 1872213.059 | 1873101.514 | 1117900.231 | 1187935.634 | 3354481.929 | 24906595.46 | 52365301.09 | 90618088.01 [ 18703454.72 | 27652709 | 0.046482 | -4.42718 | 0.001524 1 1.158823 |  down
aceic acid
2-(14,15-
Com_825_pos Epoxyeicosatrienoyl) C23 H38 05 394.26937 8.409 | 395.2766| Invalid mass No results No results 2467810.559  2249172.99 | 1612728.42 | 2215749.992 | 2094513.609 | 2988589.284 | 45368400.44 | 129797403.5| 82179409.92| 27077036.29 [ 11304182.51 | 21614099.9 | 0.042946 | -4.54133 | 0.000415 1 1.22238 down
olveerol
Com 3546 pos | L-Glutathione (reduced) | C10 H17 N3 06 S 307.08413 6.399 | 308.0914 Full match No results Full match 766152.4707 | 379039.5383 | 575551.8129 | 382847.4995 | 659183.4791 | 998310.5043 | 7183042.28 | 18142022.16 | 21844803.94 | 28612354.62| 611386.0196 | 18970064 | 0.039439 | -4.66422 | 0.004067 | 0.917 | 1.093896 | down
Com_1057_pos “'De‘”‘y:_"'::mg""'“l‘" €20 H36 04 36224265 8292 | 36325 | Invalid mass No results Noresults | 3977249.252 | 2484257.202 | 2104769.197 | 2628849.667 | 3925572.23 | 2135893.601 | 6085308633 | 100278789 | 42343469.83 | 30229400.48| 117501236 | 88010212.1 | 0.03929 | 4.66971 | 1.78E-06 | 1 | 1.286424| down
Com 270 pos Diosgenin C27 H42 03 414.31312 10.272 | 415.3206 Full match No results No results 6776008.682 | 8867419.088 | 8705847.119 | 6591870.592 | 9048762.089 | 7175923.842| 198229126.5 | 387096297.7 | 156656429.7| 121752332 | 30711773.05 | 339554142 | 0.038222 | -4.70946 | 0.000405 1 1.230844 | down
Com 3071 pos i -d3 C20 H20 2TH3 N 28020136 6412 | 281.2086|  Full match No results No results | 467100.4995 | 458508 3501 | 4326474191 | 402075.89 11| 415562.0115 | 447386.5457 | 282051.0676 | 5802317.686 | 1106691333 | 10986392.81| 34948353.97 | 7385755.29 | 0.037225 | -4.7476 | 0.010617 | 0.833 | 1.036168| down
Com 2581 neg Protectin D1 C22 H32 04 360.22723 8.09 359.2198 Invalid mass No results No results 703651.6953 [ 1051990.977 | 985670.3074 | 799480.9057 | 827343.4028 | 827348.8242 | 31931974.28 | 27899227.98 | 24444237.61 | 18849595.78 | 14107584.04 | 23998252.6 | 0.036787 | -4.76465 | 2.48E-08 1 1.31375 down
(3beta,9xi)-3-(beta-D-
Com_1269_pos G:;;‘;{‘;‘:’[;"‘;’&")'M' €29 H44 09 53629563 8.688 | 537.3028| Invalid mass No results Noresults | 956627.202 | 4242613.181 | 1343897.398 | 952155.674 | 1768178.772| 1083029.757| 97937163.86 | 74617991.74 | 33473712.43 | 3228453.054| 36129115.89 | 72503512.8 | 0.032547 | -4.94131 | 0.000753 | 0.972 | 1.158654| down
ennlide N
Com 53 neg Ursolic acid C30 148 03 5635975 9.556_| 4553523 ull match 0 results Noresults | 3822171812 56472320.92 | 8314532.416 7110941.074] 58166662.72| 72788510.01 | 1966309124 | 1400478689 | 1200063406 | 919421454.5| 925619154.1 | 1068205229] 0.032229 | -4.9555 | 0.000178 241679 | _down
Com 1145 pos Enalaprilat C18 H24 N2 05 348.16976 5.115 349.177 Il match o results No results 986442.2073 | 1145380.: 774191.9028 | 1004744.675| 1213198.86 | 108344424.6 | 3425315.65 173861.78 | 28425080.7 | 12012749.23 | 1959848.23 | 0.031786 | -4.97. 0.007357 .068442 lown
Com 810 neg MAG (18:4) C21 13404 50.24524 8.087 | 3492382 o results 0 results Full match | 1256342.418 | 1566450. 1706985.567 | 1938050566 | 2130146.223 | 70499840.74 | 46569134.31| 31560113.14 | 39225814.18 | 104316221 | 31770922.1 | 0.030534 | -5.03. 1.03E-06 299486 | _down
Com 378 neg MGMG (18:2) C27 H48 09 16.32881 7.114 515.322 o results 0 results Full match 5897131.134{ 4370102.. 3526431.197 | 5090370.792 | 3797110.119| 135030847.3 | 139498883.4 | 164912978.5 | 194572306.6| 150119898 105710143 | 0.028664 | -5.12: 4.23E-10 .315223 lown
Com 3712 neg LPC 20:0 C28H8 N O7 P 97.40059 10.421 | 596.3936 o results Tnvalid mass No results | 234101.8541 297390.6: 208449.8137 | 247905.9967 | 239570.355 | 1105507277 | 10324117.89 | 2232921.414] 3890946.338 | 1674170941 | 121778452 | 0.026201 | -5.25 9.43E-05 270478 | _down
T5-Deoxy-Al12,14-
Com_2461_pos prostaglandin J2-2- C23 H34 05 390.23784 8385 | 391.2452 Invalid mass Invalid mass No results 652748.0324 | 725950.7319 | 543460.9513 | 705232.8518 | 697358.323 | 835811.4843 | 38153479.02 | 32447570.25 | 20503264.09 | 2119035.112 | 27251908.95 | 47535238.4 | 0.024764 | -5.33563 | 0.000711 1 1.213896 |  down
olveeral ester
Com 2403 pos O i C19 H22 06 368.12562 7.53 369.133 Invalid mass No results No results 551432.8918 | 603082.4397 | 537815.6238 | 686738.3949 | 725230.2944 | 507851.0163 | 12159994.14 | 39848494.7 | 24640793.72| 34679932.14| 5799748.37 | 31072625.5 | 0.024373 | -5.35856 | 5.85E-05 1 1.276376 | _down
Com 2 neg. acid C26 143N 06 46530846 7234 | 4643008 | Full match No results Noresults | 145851483.5| 129508510.6| 287047360.8 | 266775004.3| 205424286 | 154465731.6| 12414064207 | 8968421448 | 3426768760 | 1382146179 | 13860952526 | 8847532838 0.024316| -5.36192 | 747E-05| 1 | 1250527 down
6-(4-
Com_20_neg | methoxyphenyl)pyrimidi CI1 HI2N4 O 216.09945 5.527 | 215.0922 Invalid mass No results No results 68304287.74 | 66974962.37 | 56564496.5 | 52686091.28 | 44903983.69 | 44845813.07 [ 1552383117 | 2710504640 | 3006123061 | 2974271747 [ 1001218197 | 2938859135 | 0.023568 | -5.407 | 7.09E-07 1 1.305198 |  down
ne-) d-diamine
Com 1743 neg | So-L C19 H30 02 290.22414 7.293 | 289.2169 Full match No results Full match 534015.7273 | 481777.8944 | 547919.2044 | 630079.2295 | 988797.6097 | 703266.2499 | 40473464.25 | 43553309.37 | 47424172.32 | 30233047.96 | 1069178.429 | 42235418.4 | 0.018956 | -5.72117 | 0.001823 1 1.1612 down
Com 5071 pos CI6H2I N 02 259.15742 4819 [ 260.1648 | Full match No results No results | 106444.5069 | 103378.5931 | 90175.53596 | 86661.59409 | 108570.7034] 112203.1572| 6965060.074 | 342949.8232 | 7416961.545 | 17355213.13 | 243049.3918 | 499449.906 | 0.018507 | -5.75582 | 0.012447| 1 | 1.021601| down
T-acetyl-3-(2-
Com_160_neg | furylmethylene)tetrahydr C11 HION2 04 234.06766 7.856 | 233.0603 Invalid mass No results No results 6835989.185 [ 6558128.162 | 6940872.489 | 5768413.566 | 6820620.937 | 6874248.535 239073902 | 420947440 | 557237714.4| 472185277.2| 115446398.8 | 400642786 | 0.018045 | -5.79228 | 1.29E-05 1 1.300249 |  down
anvrazine-? S-dione
2-hydroxy-6-[(8Z,11Z)-
Com_2636_pos | pentadeca-8,11,14-trien- C22 H3003 359.24585 5.041 | 360.2532 Invalid mass No results No results 203660.4059  214632.0245 | 183002.6166 | 188533.1308 | 218553.1681 | 230797.4209 | 15756597.78 | 763786.8755 | 12445822.77| 12180708.78 | 42174531.54 | 840445.817 | 0.014724 | -6.08571 | 0.003924 1 1.123376 | down
I-vilhenzoic acid
Com 3090 pos HKK C18 H33 N7 04 393.25136 4.873 [394.2586 | Invalid mass No results No results 163548.7494 | 173658.1919 | 154954.3067 | 148415.6389 | 154592.4984 | 150927.7802 | 1994163.581 | 1411797.803 | 8928528.044| 16407027.9 | 34808143.81 | 1354901.78 | 0.014577 | -6.10019 | 0.001626 1 1.179919| down
Com 2065 neg A3 C20 128 04 66439785 7.877 | 663.3909 | Tnvalid mass No results Noesults | 233188.1745 | 270345.0324 | 273084.454 | 2506978139 | 251934.4139] 256533.3882 | 1831021622 | 37642105.55 | 27623875.78 | 14349111.73 | 20042751.36 | 277723069 | 0.010538 | -6.56828 | 3.42E-07| 1 | 1.317922| down
Com 276 pos CI6 HI7N 03 271.12068 4.884 272.128 Full match No results No results 1909974.774 | 2166041.662 | 1641576.668 | 1409346.566 | 1726825.625 | 1324958.355| 83597758.1 | 374000900.1| 350165911 | 51136454.67| 4306824.256 | 305415552 | 0.00871 | -6.84311 | 0.00216 1 1.158617 | down
Com_59_neg | 18-B-Glycyrrhetinic acid €30 H46 04 47033903 8215 |469.3317|  Full match No results Noresults | 8797463.576 | 6557869.029 | 3511923.809 | 3977134.902 | 12727368.64| 13628343.05| 757993834.1 | 1479299349 | 1028487345 | 1284941948 | 1184547205 | 755127988 | 0.00758 | -7.0435 | 187E-07| 1 [ 1306979 down
Com_500_pos ()3(6)-EET C22 H37N 03 345.26665 5175 | 346.2739|  Invalid mass No results No results 196565.7109 | 205199.2977 | 186055.1179 | 170488.9355 | 185749.4097 | 198697.2502 | 37465744.06 | 22396689.23 | 10562708.82 | 13534395.47 [ 255597800.1 | 24412388 | 0.00314 | -8.31516 [ 0.00011 1 1.271976 |  down
Com 324 _pos Morphine CI7HI9N O3 285.13629 4884 | 286.1435|  Full match No results Noresults | 166101.5274] 317152.8388 | 3139989109 | 318781.7537] 367630.4407 | 316477.6766| 54014785.52 | 329353343.7| 271167571 | 648272904 | 2054170.002 | 252857558 | 0.001848 | -9.08007 | 0.000773| 1 | 1207179 down




Supplemental Figure S1 Venn diagram of ASVs detected in captive and

wild Cervus elaphus kansuensis based on 16S rDNA sequencing.

Supplemental Figure S1 Venn diagram of ASVs detected in captive and wild Cervus
elaphus kansuensis based on 16S rDNA sequencing. Each circle represents a group of
samples, and the numbers in the overlapping part of the circles represent the number of
ASVs shared between different groups, while the numbers without overlapping part
represent the number of ASVs specific to each group. There were 3,033 ASVs detected
both in CRD and WRD. Otherwise, there were 4,528 and 3,430 specific ASVs detected

in CRD and WRD, respectively.



Supplemental Figure S2 Boxplots of alpha diversity of gut microbiota

detected by 16S rDNA sequencing.
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Supplemental Figure S2 Boxplots of alpha diversity of gut microbiota detected by 16S
rDNA sequencing. S2A. Boxplot of Chaol index. S2B. Boxplot of Observed OUTs

index. S2C. Boxplot of Shannon index. S2D. Boxplot of Simpson index.



Supplemental Figure S3 PCoA and PCA analysis of gut microbiota

detected by 16S rDNA sequencing.
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Supplemental Figure S3 PCoA and PCA analysis of gut microbiota detected by 16S
rDNA sequencing. S3A. PCoA analysis with weighted unifrac. S3B. PCoA analysis
with unweighted unifrac. S3C. PCA analysis of gut microbiota detected by 16S rDNA
sequencing. PCoA analysis (S3A, S3B) was made based on Weighted unifrac distance
and Unweighted unifrac distance, and the principal coordinate combination with the
largest contribution was selected for presentation. The results showed that the microbial
community structure of samples within the CRD and WRD groups was very similar,
but the microbial community structure of the two groups was significantly different,
and the samples of the two groups could be clearly clustered into two clusters at the
PC1 level. PCA analysis is also an important method to reflect the differences in
microbial composition between samples. Figure S3C showed similar results to figure
S3A, S3B, and CRD and WRD groups can be clearly distinguished at the PC1 level,
with samples within the two groups being closer together and samples between the two

groups being farther apart



Supplemental Figure S4 (A) Venn and (B) flower diagram of genes

detected by metagenomic sequencing.
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Supplemental Figure S4 Venn and flower diagrams of genes detected by metagenomic
sequencing. S4A. Venn diagram of genes detected in captive and wild Cervus elaphus

kansuensis. S4B. Flower diagram of genes detected in each sample.



Supplemental Figure S5 (A) PCoA and (B) PCA analysis of gut

microbiota detected by metagenomic sequencing.
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Supplemental Figure S5 PCoA and PCA analysis of gut microbiota detected by
metagenomic sequencing. SSA. PCoA analysis of gut microbiota at phylum level. S5B.
PCoA analysis of gut microbiota at genus level. SSC. PCA analysis of gut microbiota
detected by metagenomic sequencing. The results of PCoA analysis (S5A, S5B) showed
that the microbial community structure of samples within the CRD and WRD groups
was relatively similar, but the microbial community structure of the two groups was
significantly different, and the samples of the two groups could be clearly clustered into
two clusters at the PC1 level. The microbial community structure of samples in CRD
group was relatively similar, while it in WRD group was relatively different. Figure
SS5C showed similar results to figure SSA, SSB, and CRD and WRD groups can be
clearly distinguished at the PC2 level, with samples within the CRD group being closer
together, while samples within the WRD group being farther apart. PCoA and PCA
analysis showed that the gut microbial composition of captive red deer is more similar,

whereas it varies more among different individuals of wild red deer.



Supplemental Figure S6 PCA and differential analysis of fecal

metabolites detected in captive and wild Cervus elaphus kansuensis based

on LC-MS/MS.
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Supplemental Figure S6 PCA and differential analysis of fecal metabolites detected
in captive and wild Cervus elaphus kansuensis based on LC-MS/MS. S6A. PCA
analysis of gut microbiota detected by LC-MS/MS. PCA method was used to analyze
the difference of fecal metabolites between the two groups. The results showed that the
CRD and WRD groups were significantly clustered into two clusters, and the fecal
metabolites of the two groups could be distinguished at the PC1 level. S6B. Volcano
plot of differential metabolites. There were 549 differential metabolites were screened

between CRD and WRD. Among them, 336 differential metabolites were significantly



upregulated in CRD, while 213 differential metabolites were significantly
downregulated in CRD compared with WRD. S6C. Heat map of differential
metabolites. Hierarchical clustering analysis of differential metabolites showed that the
expression patterns of metabolites in the samples within the CRD and WRD groups
differed less, whereas the expression patterns of metabolites between the two groups

were more different.



Supplemental Figure S7 Annotation of differential fecal metabolites
detected in captive and wild Cervus elaphus kansuensis. STA. HMDB
annotation of differential metabolites. S7B. Lipdmaps annotation of

differential metabolites.
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Supplemental Figure S7Annotationofdifferentialfecalmetabolitesdetectedin captive
and wild Cervus elaphus kansuensis. STA. HMDB annotation of differential
metabolites. Most differential metabolites were annotated to "Lipids and lipid-like
molecules". S7B. Lipdmaps annotation of differential metabolites. Most differential

metabolites were annotated to "Fatty acyls [FA]".
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