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Innovation of Computational Mass Spectrometry

From Mass To Structure to understand metabolisms
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v Automatic data analysis
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Kaempferol-3-O-glucoside-7-O-rhamnoside (m/z 595)
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MS-DIAL 5.0 for handling the diverse techniques of MS

Chromatography lonization lon mobility MS/MS

GC, LC, CE, SFC o—o[ El, ESI, MALDI Jo—o[ TW, TIMS, DT }D—O[DDA, SWATH, AIF]

Method category

GC-MS DI-MS IM-MS LC-MS LC-IM-MS
-0~ -O-0-0  C-0-0-0 O-0-O0-O0 000
Fragmentation (MS/MS) method
CID HCD ETD ECD EIEIO EID OAD
MS/MS acquisition method
On chromatography On ion mobility
( DDA ) [ SWATH ) ( AIF ) ( PASEF ) (diaPASEF) ( AIF )

Targeted omics molecule
Metabolome Exposome Lipidome Proteome Glycome
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Lipid imaging using Bruker timsTOF (ion mobility)
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1 [Name [-|RT ~/Adduct [+]InChiIKey ~|Formula ~ | SMILES ~|Ontology [+ CCS S IM+H]+ ] [M+Nal+~ | [M+K]+ [« [M-H]- -
2 FA12:0 0.703 [M-H]- POULHZVOKOAIMA-UHFFFAQYSA-N C12H2402 CCcccecceccecc(o)=0 FA 150.3428 201.185 223.167 239.141 199.17
3 FA13:0 0.7193 [M-H]- SZHOJFHSIKHZHA-UHFFFAOYSA-N C13H2602 CCcccccececcc(o)=0 FA 153.2154 215.201 237.183 253.156 213.186
4 FA14:1 0.7269 [M-H]- YWWVWXASSLXJHU-WAYWQWQTSA-N C14H2602 CCCC\C=C/CCCCCCCC(0)=0 FA 1543501 227.201 249.183 265.156 225.186
5 FA14:1 0.7271 [M-H]- YWWVWXASSLXJHU-WAYWQWQTSA-N C14H2602 CCCC\C=C/CCCCCCCC(0)=0 FA 154.388 227.201 249.183 265.156 225.186
6 FA 14:0 0.7373 [M-H]- TUNFSRHWOTWDNC-UHFFFAOYSA-N C14H2802 CCcceccececccc(o)=0 FA 156.489 229.216 251.198 267.172 227.202
7 FA15:1 0.7481 [M-H]- DICQJZKZUCHHAL-SREVYHEPSA-N C15H2802 CCCCC\C=C/CCCCCCCC(O)=CFA 158.3325 241.216 263.198 279.172 239.202
8 FA15:0 0.7552 [M-H]- WQEPLUUGTLDZJY-UHFFFAQYSA-N C15H3002 CCCCCCCCCCCCCCC(o)=0 FA 159.7656 243.232 265.214 281.188 241.217
9 0.7555 [M-H]- WQEPLUUGTLDZJY-UHFFFAQYSA-N C15H3002 CCCCCCCCCCCCCCC(o)=0 FA 159.8411 243.232 265.214 281.188 241.217
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Welcome to our CompMS webpage

@u » Software » Database Contact Licence riken prime X Y Q

Innovative data science in"biology.
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4.80 5.00 (alpha version) Tutorial Forum

Latest version (Windows x64) Latest version (Windows x64) mtbinfo-team.github.io www.metabolomics-forum.com
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