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Lipid MAPS Mass Spectrometry Tools

Contact | Mews | Publications | Site Map

mqp& LIPID Metabolites And Pathways

Oaﬂg\aﬁ Strategy
[Shvout | Data § Toois | SHome |

Mass Spectrormetry | Structure Drawing

Show Possible Structures

Find mass, number of carbons, number of double bonds, abbreviation, MS,/MS product ions
(neutral loss), formula, and ion based on input criteria, with links to structure and isotopic
distribution,

Cardiolipins (Search by mass, mass tolerance (+/- m/z), radyl group abbreviation, and/for ion.)

Glycerophospholinids (Search by mass, mass tolerance (+/- m/z), radyl group abbreviation,
headgroup, and/or o)

Mono/DiTriacylalycerals (Search by mass, mass tolerance (+/- mfz), radyl group abbreviation,

and/or ion.)
Please address any questions or
~ HTML o~ comments about the LIPID MAPS %
- a.01 “‘3,_, CSss website to our Webrnaster, (Restricted Aocess)
- Last modified Thursday, 04-Jan-2007 Loa out
11:39:29 PST =08 -

http://www.lipidmaps.org/tools/ms
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Contact | News | Publications | Site Map

QX0 -
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Lipid Clazzification Scherme | | Experimental Results

Mass Spectrometry

Show Possible Glycerophospholipid Structures

Enter a mass (mfz) value and corresponding 1on type:

O Nominal Mass & Exact Mass 7015

Mass Tolerance (+ /- amu) | +~1.0amu w
Radyl group abbreviation {(eg. 12:0) | contains %
Headgroup | Any A

Ion

Sort by | M+H hula v
b+

Records per page M+MNa

kineutral
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Lipid MAPS Mass Spectrometry Tools

Contact | Mews | Publications | Site Map

LIPID MAR,

Cogo0

ey

Q9
O Gouwir®  LIPID Metabolites And Pathways Strategy

| “About ] DataJ Tools | Protocols J _Home |

Masz:z Spechrormetry | Structure Drawing

Possible Glycerophospholipid Structures

Exact Mass: 7015 Mazs Tolerance: +."I'1-|:| amu [ Fefine Search ]

C=Nurmber of Carbons: DE=Nurber of double bonds; =nl('1),2n2... =MS/MS Product Ions (neutral loss)

Mass C DB Abbrewv. M-snil-H M-snl-HZO0-H M-sn2-H M-sn2-H20-H sniacid(-] snZ acid(-} HG Formula
FO1.2704 20 3 20:3(82,117,142070:0  413,0251 395.0145 87,2911 &&9,2803 09,2481 20,982 GPInsP CzoHSz2C 5P
02,4348 20 2 100 200 2(117,145] S48,2988 5330,2882 412,1736 394,163 171.,1385 Z07, 2637 GPSer CaeHeaMO]QP
02,4346 20 2 12:0/18: 2097, 127] S20,2673 S02,2569 440, 2049 422,1943 1991693 279,2324 GPSer CoeHeaMOiQP
02,4346 30 2 13:0/17: 2(9F,127] S06,251% 4588.2413 454, 2206 436,21 213,1855 Z265,2168 GPSer CasHesMoiQP
02,4346 20 2 17:2(92,127)/132:0 454, 2206 436,21 S06, 2519 428,2413 265,2168 213,1855 GPSer CoeHeaMOiQP
FOZ. 4346 30 2 14:1(92/16:1(97] 494, 2519 476.2413 466, 2206 448,21 225.,1835 253, 2168 GPSer CoeHegeMO]OP
02,4346 30 2 16:1(921 141797 G456, 2206 448,21 494, 2519 476,.2413 293, 2168 225,1855 GRPSer CIeHeaMOiQP
02,4346 20 2 18:2(92,1271/12:0 440, 2049 422,1943 S20,2675 02,2569 279,2324 199,1698 GPSer CaeHeaMO]QP
FO2.4346 30 2 20:2(117,142)/10:0 412,173 394,163 o48,2988 30,2882 307, 2637 171.1385 GPSer CosHeaMoiQP
FO01.4334 21 =2 13:0/18:3(97,127,157) 505.2567 487.2461 41,2254 423,2148 213,1855 2772188 GPGro CRFHETFO]OP
01,4324 21 = 18:3(92,127 1521/13:0 441,2254 423.21485 505, 2567 487.2461 277.2168 213,1855 GPGro CRFHeTO 0P
FO1.5122 36 1 i4:0/22:i015s 491,31358 473.3032 381,.2043 363.1937 2272011 337,3107 GRA CaaHTS50O8P
FO1.5122 26 1 i9:0f1Fires 421, 2356 403,225 451, 2825 4332,2719 297,2794 2ET, 2324 GRA CooHTFsogP
FO1.5122 36 1 171092190 451,2825 4332719 421, 2356 403,225 267, 2324 297, 2734 GRA caaHTs 0P
FO1.5122 36 1 14:1(923 220 493, 3293 475.3189 379.1886 361,178 225,15855 339.3263 GRA CIoHTsO2P
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Intensity, counts
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Mass Spectrormetry | Structure Drawing

Show Possible Structures

Find mass, number of carbons, number of double bonds, abbreviation, MS,/MS product ions
(neutral loss), formula, and ion based on input criteria, with links to structure and isotopic
distribution,

Cardiolipins (Search by mass, mass tolerance (+/- m/z), radyl group abbreviation, and/for ion.)
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Lipid MAPS Mass Spectrometry Tools
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Show Possible Cardiolipin Structures

Enter a mass (myfz) value and corresponding ion type:

O Nominal Mass @ Exact Mass | 701.5]
Mass Tolerance (+/-mfz) | +-02mfz +
Radyl group abbreviation {eqg. 12:0) | containg % w
Ion | [M-2H]2- b
Sort by | kMolecular Formula hd

Records per page |50
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Lipid MAPS Mass Spectrometry Tools

Contact | Wews | Publications | Site Map

o22%0%
%0350

LIPID Metabolites And Pathways Strategy
[ “About —J Data ] Tools | Protocols J Home |

Maszs Spectrormetry | Structure Drawing

i

Possible Cardiolipin Structures

Exact Mass: 2015 Mass Tolerance: +."I'1 r'n,-"z v Eefine Search

C=Nurnber of Carbons: DBE=Murmber of double bonds; =nl('1),zn2...=MS/MS Product Ions [(neutral lozss)
Mass C DB Abbreviation snl(1") sn2(1") snl(2") sn2(2") Formula Ion

701.4939 &8 2 1o:0/180/1s: 2097, 127)/22:0 615, 4208 559,.35582 S61,3738 S31.3269 C77H14801T7PZ M-2H
F01.4939 68 2 1o:0/is /220181 2(97,127) 615, 4208 559,.3582 531,3269 S61.3738 CT7T7H14501TPF2 M-ZH
701.4939 &8 2 10:0/18:10920/12: 47920/ 22:0 €15, 4208 560,366 S60.366 531.3269 C7T7H14e01T7P2 M-2H
F01.4939 68 2 10:0/18: 1092220/ 181098 615, 4208 560,366 S531,3269 560,366 CTTH14501T7FZ M-ZH
F01.4939 &8 2 100018 2(97,1277/12:0/22:0 €15, 4208 S61,3738 559.3582 531.3269 C77H145017P2 M-2H
FO01.4939 58 2 10018292 127 200/ 2000 615, 4208 S61,3738 543, 3425 T45.3425 C7FH14621TF2 M-ZH
F01.4939 68 2 1000718 2(97, 127 22 0/158:0 615, 4208 S61,3738 531,3269 559.3582 CT7TH14e01T7P2 M-2ZH
701.4939 &8 2 10:0/20:0/18: 2092, 1270/ 2000 615, 4208 S545,.3425 S61,3738 545.3425 C77H14e01 7Pz M-2H
701.4939 658 2 100200 200015 2(9F,1257) 615, 42058 S45.3425 545, 3425 S61.37358 C77H14e01TPFZ2 M-ZH
701.4939 &8 2 10:0/22:0/12:0/15:2(92,122) €15, 4208 531,3269 559.3582 561,.3738 CT77H14801T7F2 M-2H




Intensity, counts

Cardiolipin lons

M-2H1-2 M_>= e sl N\/\/\/\/\/\)\O/\:CO’T“%O
[M-2H] 701.45 Oy OH
4.0e4 ] S R R S
O
C77H14€~O17P2
3.5e4 Exact Mass: 1404.989
T01.95
30eq . 707.45
Confirm with |7rps._70846
25ed MS MS
2 Ded | T00.44
702 .46
T700.95 708.96
15ed
1.0ed
T09.46
JT02.96
5000.0 - 695,95
T03.46 709,96
' JUUY U\
0.0 L= . A . . . . .
696 698 T0O0 TOZ T04 TO6 T08 T10

miz. amu



IMENSILY, COUrnts

4.0e4 -

3.5e4 1

3.0ed -

2.5e4 -

2.0e4d -

1.5e4 1

1.0e4 -

5000.0 -

0.0
500

ESI-MS of Fraction #10

599.26

561.22 286.26

550

600

CL
714.46

687.44
A07.45

[ r
T00.34;_ p1-46

®3. 1 Ir17.47

680.40

L I pd.47
674.43

763.88

674.93 4 &N

Jukb| L e sl J.‘-.. |

650 700 750
miz, amu

*

813.43 861.48
846 47 889.51
800 850 '900 950

1000



Intensity, counts
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Intensity, counts
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Intensity, counts
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Intensity, counts
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Intensity, counts
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Intensity, counts
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Elemental composition Calculator
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Pinning Down a Structure ..
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Compare MS, MSMS and LC-MS with synthetic standard
Develop an in vitro biosynthetic assay
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MSMS of PSE
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New Structures ldentified Using ESI-MS




Metabolite Identification
New pathways :

Enzyme identification >40 enzymes

Drug Targets
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