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Single Search Batch Search Batch Summaty Edit Metabolites
Repoit comments: Molecule: | Syuctwe | MOL Tent
Metabolite extract from malaria-infected erythrocyles
Q
Mass list search parameters
Mass list file:  C:\MassHunter\Metin\Mass List Fles\RBC_Metabolites_Neq.xls
Masses:  +/- 10 ppm Neuteal Search:  Neutrals
Retention lime parameters Best mass match results
RT's:  +/ 0.1 min [Optional] TotalMatches: 58 of 179 [22.3%) -
Notes: | Treatment of mental symptoms associated with old age and Al
Single Maiches:  30(16.8%) cerebrovascular disease. [
Apply Retention Times Redundant Matches: Metabolite of Idebenane |
|
Batch Summary Results: 40 matches (58 total matched, 30 single matches, 179 submitted)
A
Mass Delta Mass RT RT
Submited Mass oo Sibritad | o Delta RT Name Fomula Cas METLIN KEGG HMP
2680732 268.07291 -1.08 1.98 Homolanthionine CBH1EN206S 449 HMDE02034
270.2565 270.25588 228 2312 Margaric acid C17H3402 4208
280.2409 280.24023 239 2m Linoleic acid C1eH3202 £0333 19
202.2965 202.29568 220 229 Dleic acid C18H3402 1126011 190
2842723 28427153 27 2412 Stearic acid C168H3802 57114 189
294.187 234.18648 1.76 2168 Sodium tetradecyl sulfate C14H30045 139:88.8 2469
> 2381425 23814164 -2.88 8.99 Ideb o ehexanoic acid, 25-di.. C15H2206 58185925 2
3021741 30217562 5.03 1894 3-0xa-3-azoniatricyclof3.3.1.02. 4jnonane, Sethyl3-m... C18H24N03 752160-28-4 1678
306.0315 306.02950 £53 0.9 Pelargonidin C15H11CI05 6968 HMDB03263
3382401 338.24571 476 2281 (+/-15.6-DIHETIE C20H3404 8N
340.2081 340.21106 889 2347 Pro Lys Pro C16H28N404 19795
3412938 341.29293 236 2298 N-Acetylsphingosine C20H33NO3 102576 411
54,0576 354,05767 019 1219 S-&mino-6-{5-phasphoribosplaminajuraci CSHISHA0P 3497 Co1268
3581645 358.16411 .10 922 ProGly Tip C18H22N404 156856
3|74 38817467 147 922 Ser Trp Pro C19H24N405 16639
0315 41031848 249 512 33 5.5 Tehia-test-butyl-4, 4" dibydroxpbipheryl C26H4202 128.381 2100 -
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Name CAS Show/Hide Cpd RT Mass MFG Formula MFG Diff ([ppm) DB Formuls DB Diff (ppm) Height MNotes T’
Cpd 13 Ethylimidazale carboxylate| 23785219 13 1.2 140.05825) CEHaN202! 235 CeHEN202! 235 326143  hypnatic dug used i
Cumpumd?ﬂ 20 122 22811074 C10H1EN204 118 104388
i C7H13M02 1 SS C7H13NO2] 2032489
292

o : Acelyloa k] COH17MO4 CIH17NO4 reatment of camnitin
cpdzaoi.mmmommmm CBH17ND2 m C8H17NO2
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(# [] Compound 12
¥ Best Foimida (M) lon Formula Scoie Cioss Score Mass Cale Mass Difference (ppm)  Abs Diff (ppm) DEE
# [¥] Cpd 14: Betaine w | | CIHI7ND4] C3H1BNO4| 100| | 20311613 20311578 1.84| 184 2
s [ Abund Cale Abundt iz Caecmiz *  Diflerence (ppm)
pd 17 Symmetic dmathylugining | 1] 100] 100 20412341] 20412303 -1.83|
pd 18: Creatirine | 2| 5,45 1046  20612592] 20512624 1.55)
pd 1% Ethylimidazole catboxylate .
ompound 20 Best Formula (M) lon Formula Score Cross Score Mass Calc Mass Difference [ppm)  Abs Diff [ppm) DBE
pd 21: Tripatanol g | O | CIOHI3NS | CI0H14NS 836 0311613 203171 474] 474] 7|
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