611 Supplemental Figure 1
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Figure 2

16:0/18:0/18:1-TAG

600 800 1000
m/z

400

200

Na"
23

+
o o o’
s £ Q-
- - +%.
....I_ 1 + 7 [ W
Z ¥\
+ 5 + O——
0~ ©
s @ =
o o
O O
© ©
n_.h_v A
69 s 40 o
Q=5 B,
N © o
o ,
O
O
<
O
R
- 9 [ %
o) 2
R @
0. ol
)
o
| ©
I -T-T-Y o o e 6 8 9o o oo
S © © < © < « S © © < «

(%) Ausuaju| aAne|ey (%) Aysuaju| aAneley (%) Aysuaju| annejey




O
(0]
. /—\/\/\/\)kQ/Eo’ U N iehe

m/z 507 ° o)
L Bo/18:2118:2. TAG a-cleavage with allylic rlydgen shift (proximal, o) O/E >®:\
- O Li CyHy
loss of CyHarCOM a-cleavage with allylic hydrogen shift (distal, o) m/z 495

b O :
B _\ ' ’
/\T/‘\Q/ ) O C16H29 o

L iz sos w@/{ =
® .
o (McLafferty rearrangement)= N SR T

B-cleavage with y-hydrogen shift
(McLafferty rearrangement)

- /_\/:W Q/[ O>?\016H29

m/z 549

m/z 453

Supplemental Scheme 1. The fragmentation pathways proposed for location of double bonds along the fatty acid chain
of 18:2/18:2/18:2-TAG
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