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Building a lipid identification system using Mass++ and MassBank FIRST Program
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Table. 1. Samples

Substance (Lipid) m

1,2-Dioleoyl-sn-glycerol; DG(18:1)
1,2-Dioleoyl-sn-glycerol; DG(18:1)
1-Stearoyl-sn-glycero-3-phosphocholine; LPC(18:0)
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C Function @F S 1,2-Distearoyl-sn-glycero-3-phosphocholine; PC(18:0/18:0) DHB

1-Palmitoyl-2-oleoyl-3-linoleoyl-rac-glycerol; TG(16:0/18:1/18:2) C
1-Palmitoyl-2-oleoyl-3-linoleoyl-rac-glycerol; TG(16:0/18:1/18:2) D
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Function Create MassBank Records & Register
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Fig. 2. Plug-in Structure
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Fig. 6. Registering records into MassBank
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http://www.first-ms3d.jp/achievement/software/mass2 Substance (Lipid) mm
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Table 3. Search Samples

mm

1- Stearoyl -sn-glycero-3-phosphocholine; LPC(18:0) 524.3
1,2-Distearoyl-sn-glycero-3-phosphocholine; PC(18.0/18:O) CHCA MS?2 790.6

— v 1-Palmitoyl-2-oleoyl-3-linoleoyl-rac-glycerol; CHCA MS2 879.6
Fig. 4. Database Services in MassBank TG(16:0/18:1/18:2)
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Conclusion
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Fig. 5. Collaboration between Mass++ and MassBank




