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Cluster of Decylbenzenesulfonic scid GASNO: 140-60-3
0899 (1000 (1000 (1000 (088 Decylbenzenesulfonic acid GASHO:140-80-2 GigHpels® 2982 2425 [ )
0865 (087 (085 081 [AEEE KDdin-FC CASNOA20004-84-4  GygHgghO, P 7104 2495 (4.15) (346
Cluster of Ala-Gly GASNO:BET-B9-4
0807 (089 100 082 Ala-Gly (+3) CASNO:BET-50-4 GgHyghy05 146.1 445 530 549
0893 (088 (099 061 5-Methyl-5.6-Dihydrouracil (+1) CASNO:696-04-8 GgHgh,0, 12681 446 508 5.15
0897 (089 100 088 082 2-Amino-3-(4-hydroxsphenylpropancate (+2)  HMDE:HMDBD3331 GSH“NO 181.1 612 . BB
0894 (086 (1000 (100 (085 Uric acid AT GASNO-69-93-2 GgH N0, 168.0 568 671 648
0894 (088 093 100 098 Dc CASHO:151-41-7 %HQSO 5 2662 2876
0892 (087 100 (098 092 2-n CASHO:149-30-4 CHgNS, 167.0 2250 rEa e
0891 (086 (099 099 095 Mantl ﬁﬁ? CASHO: 146-30-5 OmHQN O 284.1 791 449 EEE 1
0889 (088 089 (099 (088 1114 CASNO505-52-2 Giy3Haqly 42 2355
0888 (089 089 098 036 p-Tokl Sulfate CASNO:01978-69-7 CiH 05 1880 16.29 522 6.20
0867 (087 (089 (086 (086 L-Tryptophan (+1) GASNO:73-22-3 Gy HyghlDy 2041 1200 621 633
0885 100 (1000 (096 084 Gholic acid (+1) GASNO:31-25-4 CMHWOE 4083 2430 601 613
0885 (089 [1000 (096 [088 cholesterol sulfate RTI HMDE:HMDBO0G53 CipHagDys 466.3 2974 663 638
0885 081 (099 (099 (062 DL-Phenylalanine (+1) GASNO:150-30-1 Gy N, 185.1 959 573 535
0883 (088 (100 (085 [088 Gluconic acid (+1) CASNO:526-95-4 CgHygQ7 196.1 455 I 7 507
0882 (1000 (1000 095 (085 1-Stearoyl-2-hydroxy-sn-elycero-3-phosphoet.. CASNOBATAT-E5-2  CygHygNOsP 4913 2530 632 640
0882 041 [089 052 1H-Benzimidazole~T-carboxamide, 2-[(2R}-2-.. CASNOS12444-00-3 Gy N0 41 2227 437 (457)
0881 (089 (1000 1095 089 PEC181(9Z)/00) GASNO:B9576-20-4  CogHygMOLF 4793 .11 579 534
0880 (087 082 (100 081 Hypoxarthine (+1) CASHO:68-34-0 GgH MO 136.0 836 (457 Missing Value
0880 088 (100 (095 (089 cholesterol sulfate RT2 HMDE:HMDBO0BS3 G?,H%OE 4663 3430 Missing Value (8.16)
0830 (080 [089] 095 (074 16-Hydroxshexadecanoic acid CASNOB06-13-3 G gHya0y 2722 2453
0860 (089 081 100 083 PECIE0/D) INCHIKEYAWYMBNSKXK,. O HeghOF 4533 2483 519 636
0280 (100 (100 094 087 L-Glutamate CASNO:56-86-0 GgHgNO 1471 448 572 5.75
0878 (088 (100 (095 08% 22-Methylene-bis(G-tert-butyl-4 methylphenol) CASNO:119-47-1 Ongan 02 2659 455 508
0878 (087 083 (088 098 Deoxyinosine CASNO:890-38-0 GygHyaNOy 262.1 1010 (458) Missing Value
0877 (088 0 058 5-Hydraoxyindoleacetic acid (+1) CASHOE4-16-0 CygHgNO, 191.1 W57 (436) (245
0876 (088 (089 094 074 phosp. CASND: 182014-80-8 G gqHpNO, P 8115 9776 457 (395
0875 (085 089 085 098¢ Lumichrome CASHO:1086-80-2 Cyghy N0, 2421 2226 (492 Missing Value
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lE‘ Edit Experimental Design * Storing Indexed Feature Files

. . . \ . Ihdexed Feature Files are created during feature finding. They are large, so they mus
Drag and drop attribute groups to configure your experiment's design.

~Attribute Groups ————————————————— - Experimental Design
Ionization Mode ol BRL TRL

Store Indexed Feature Files in:
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i Gender Saving Indexed Feature Files
& (® (@ MS Sample ” Saving Indexed Feature Files allows wou to bypass peak picking when loading the zar]
() Save Indexed Feature Files
() Don't Bave hdexed Feature Files
Summarization Level: Treatment Lt Lelesl| M
Mass Tolerance: 00015 Da « v
@ Help Cancel RT Tolerance: 120 15| seconds o

] Require [M+0] present in analogous labeled sample
[7] Require incorparation number higher than 2 in analogous labeled sample

Use only the most intense ion in each metabolite
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