Appendix IX: Spectral differences



Example of spectral difference between the MS fragment patterns in the NIST library and the ones

recorded in this thesis (Fig. 3.16). Spectral differences appeared for e.g. fatty acids, 2,5-

diketopiperazines and alkylnitriles.

The reference sample of the methyl ester of palmitic acid (Appendix 1V) matches the one found in

linseed oil.

100

80

60

40

20

80

60

40

20

101

143
73

69

67

65
63 il
74

87

43
143
129

100

227
199
241
270
21 345 415 478 517
227 270
185 271
200 300 400 500

575

NL: 9.99E2
MTM_10sec_Linseedoil_c
halk_TMAH_201709015_
2#3945 RT: 36.13 AV:1
T: + cFullms
[60.00-600.00]

NL: 9.99E2

S1 656, RSI 676, mainlib,
Entry# 38248, CAS#
112-39-0, Hexadecanoic
acid, methyl ester

Figure AX-1: Comparison between mass spectrum for the methyl ester of palmitic acid in the NIST

library (below) and the methyl ester of palmitic acid identified for linseed oil (above).
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