Table2. The precursor masses and fragments
	Number of compound
	Compound Name 
	Molecular
formula
	Molecular weights
	Retion time (min)
	Chemical structures 
	Identified fragments
	Database fragments

	1
	cyclo-(Ala-4-hydroxy-Pro)
	
	184.271
	10.5504190476
	
	166.9969-157.0399-140.0119-129.046-112.080-86.007
	168.0977-157.1405-140.1146-129.0699-112.1145-86.0978

	2
	(ile-pro)
Isoleucyl-Proline

	C11H20N2O3
	228.29
	11.4083380952
	

	194.052-183.147-15 5.06- 138.05- 85.999-69.9710 
	183.147-155.164-194.1040- 138.167-86.125- 70.1059

	3
	cyclo-(Leu-Leu)
Cycloleucylleucine
	
C12H22N2O2

	226.32
	13.0574590908
	

	199.1049- 182.087- 171.1219-154.1320-86.023
	199.1198-182.1639- 171.1198-154.166- 86.0959

	4
	Valyl-Leucine

	C11H22N2O3
	230.30
	12.0272020833
	

	185.0829-168.065-157.104-140.1029-86.0149-72.0100
	185.1647-168.1380-157.0971-140.1434-86.0965- 72.0808

	5
	Palmitamide
	C16H33NO
	255.44

	25.2192083333
	

	214.1640- 200.0980- 186.1060- 172.0630- 158.125- 130.0279- 115.9929- 101.9580- 97.0400- 87.9540
	214.2793- 200.2140- 186.1698- 172.1915- 158.1935- 144.2589- 130.1282- 116.1459- 102.1380- 97.2129- 88.1104

	6
	L-valyl-L-phenylalanine
	C14H20N2O3
	264.32
	12.8920777
	

	228.1670 -219.0820- 202.1230-174.1470- 120.0320
	228.1019- 219.149- 202.1226-174.127-  120.080-

	7
	Cyclo(L-leucyl-L-phenylalanyl)

	C15H20N2O2
	260.33
	13.0331611
	

	233.1000-216.110-188.1329-120.0199- 86.0059
	233.1782-216.1510-188.1526-120.081- 86.0954

	8
	Hexadecasphinganine
	C16H35NO2
	273.46

	14.7160520833
	

	256.2130-230.248-105.9749-101.9779-87.9729
	2 74.273-256.2634-230.248-106.0865-102.0917-88.076

	9
	cyclo-[Tyr-(4-hydroxy-Pro)]
	


	276.464
	14.04531111
	
	259.1029-249.102-231.0829-203.130-171.0919-147.0590-136.0039-85.9739
	259.1251-249.1398-231.1263-203.1284-171.0840-147.0492-136.0799-86.0607

	10
	Leucyl-phenylalanine

	
C15H22N2O3

	278.35
	13.199691666
	

	234.130- 214.1400-121.011-86.0049
	233.130- 216.1383-120.08109-86.0966

	11
	Elaidic acid 
(9-octadecenoic acid )
	C18H34O2
	282.5
	3.539962518
	

	265.1789- 247.2010- 227.1649- 213.156- 199.1329- 185.1179- 171.082- 157.0740- 143.070
	265.23- 247.2461- 227.2233- 213.1277- 199.1202- 185.0932- 171.1528- 157.125- 143.1071

	12
	3-Hydroxyoctadecanoic Acid
	C18H36O3
	300.5

	23.27316666
	

	266.1719-248.1770-214.1569-200.1719-186.1529-172.1699-130.0639-102.0329-84.9479
	265.2127- 247.1896-213.1944-199.1052-185.1147-171.0999-129.0031-101.0597-85.1142

	13
	13-keto-9Z,11E-octadecadienoic acid
	
C18H28O3

	294.4

	20.283
	

	277.2250-260.166-179.0610
	277.2250- 259.318-179.1839

	14
	(+/-)-11-Hydroxy-5Z,8Z,12E,14Z,17Z-eicosapentaenoic acid
	
C20H30O3

		
318.4

	21.4853333
	

	283.1719-265.1770-255.1790-241.1940-173.0760-145.0630-131.0390-117.0189
	283.1728-241.2179-199.2196-173.0719-145.1296-131.1631- 117.0521

	15
	1-Hexadecanoyl-sn-glycerol
	C19H38O4
	 330.5
	17.9198888333
	

	201.1710-165.1360-151.0749-137.0659-
	201.5383-168.13804-157.0971-140.1434

	16
	(.+/-.)-17-Hydroxy-4Z,7Z,10Z,13Z,15E,19Z-docosahexaenoic acid
	C22H32O3
	344.5
	24.493083333
	

	309.2820-291.2650-285.3059-257.209-248.1940-213.1889-199.1239-135.1109--121.0400
	309.1673-291.1560--285.1654-267.1355-257.0990-249.1842- 213.1375-199.0857-135.0180-121.1253

	17
	Latrunculin A
	C22H31NO5S
	421.6
	15.5125560
	

	387.22
	386.95

	18
	1-Stearoyl-2-hydroxy-sn-glycero-3-phosphocholine
	C26H54NO7P
	523.68
	24.651990666
	

	506.579- 184.011
	506.579-184.132

	19
	2-arachidonoyl-sn-glycro-3-phosphocholine
	
C28H50NO7P

	543.7
	20.6720277
	

	526.321-184.0149
	526.321-183.967

	20
	Rhapsamine


	
C34H60N4O2

	556.9
	20.751166667
	

	539.447- 521.474- 503.477-487.424- 473.424-423.38- 415.394-387.369- 369.367 -331.355- 317.298-293.296-279.256- 265.272- 201.188- 187.1049
	539.452-521.442-503.431-487.385-473.366-423.332-415.360-401.346-387.332-369.320-331.269-317.252-293.252-279.236-211.151-201.168-187.151-

	21
	Cer(d18:0/16:0(2OH)
Hydroxypalmitoyl sphinganine
	
C34H69NO4

	555.9
	
23.09933333
	

	539.3569
	538.5193
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