A194:26

B184:26

B224:26

D206:26

I
-5

Amino Acid 2

I
-4



A194:26 - B184:26 HHHIW
Mo

A194:26 — B224:26

A194:26 — D206:26 %

B184:26 — B224:26

B184:26 — D206:26 WM

B224:26 — D204g;

[ I I I I I
-3 -2 -1 0 1 2 3

delta(Amino Acid 2)



A194:26

B184:26

B224:26

D206:26

I
-7

Amino Acid 3

I
-6



ST /qﬂ‘\ﬂﬂﬂ-mm"n ]ﬂﬂmm‘

B224:26 — D206:26
[ I I

-3 -2 -1 0 1 2

delta(Amino Acid 3)



A194:26

B184:26

B224:26

D206:26

Alanine



A194:26 — B184:26 m

A194:26 — B224:26 Tmm
|

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

o] M.

-6 -4 -2 0 2 4
delta(Alanine)



A194:26

B184:26

A

D206:26

-9 _ _ _6 _5

Amino Acid 4



A194:26 — B184:26 |:|

A194:26 — B224:26

A194:26 — D206:26 ”W"WWT

B184:26 — B224:26

B224:26 — D206:26 m

-3 -2 -1 0

delta(Amino Acid 4)



A194:26

B184:26

B224:26

D206:26

-9.0

-8.5

-8.0

Amino Acid 6



A194:26 - B184:26 W M
]

A194:26 — D206:26 m-ﬂ_mh

B184:26 — B224:26

B184:26 — D206:26

delta(Amino Acid 6)



A194:26

B184:26
B224:26
D206:26
[ I I I I ]
-11 -10 -9 -8 -7 -6

Valine



A194:26 — B184:26 H

A194:26 — B224:26

B184:26 — B224:26 A

]

B224:26 — D206:26

= S

[ I I I
-3 -2 -1 0 1

delta(Valine)



T
o ,.«ﬂﬂ"mm
o 1Tﬂh}hThL
D206:26
[ [ [ [ [ |
-9 -8 -7 -6 -5 -4

Amino Acid 7



A194:26 — B184:26

[
A194:26 — B224:26 '”'"H.HIHWM
il

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

-4 -2 0 2

delta(Amino Acid 7)



A194:26

B184:26 |
el
B224:26
D206:26
[ I I I ]
-10 -8 -6 -4

Glycine



A194:26 — B184:26 ""m T

A194:26 — B224:26 X

B184:26 — B224:26

B184:26 — D206:26 HH”"“M

|
B224:26 — D206:26 m””_mmmm‘
I T
-2

0 2

delta(Glycine)



A194:26

B224:26

D206:26

w"mmm” ------- -
1 ---------. M’wmmm
--- ‘HHH“H‘M"‘\
I M’N’N’m{m"w

_10 _ _

Amino Acid 8



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

|
w

|
N

|
=
o

delta(Amino Acid 8)



A194:26

B184:26

B224:26

D206:26

-10

il
.l
D

Amino Acid 10



A194:26 - B184:26
A194:26 - B224:26
A194:26 - D206:26
B184:26 — B224:26 wﬂrﬂﬂm
B184:26 ~ D206:26 mmmﬂk
__.—.-rﬂ'l'rl-l-l_
B224:26 — D206:26 Hmﬂhm\
[ I I
-6 -4 -2 0

delta(Amino Acid 10)



A194:26 1
[
B184:26
||||II|||||||”|““H ‘“““|“||""""hlu A
D206:26
[ I I I I I ]
-8.0 -7.5 -7.0 -6.5 -6.0 -5.5 -5.0

Disaccharide 2



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

delta(Disaccharide 2)



A194:26

B184:26

B224:26

D206:26
I T T T T 1
-9 -8 -7 -6 -5

Disaccharide 3



A194:26 — B184:26

-

A194:26 — B224:26

A194:26 — D206:26

B

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

.
.

-1 0

delta(Disaccharide 3)

i,

I
1



A194:26

o wﬂ"m”
o Wﬂnﬂnﬂﬂmm“““mk
[ [ [ [ [ [ [ |
-8.5 -8.0 -7.5 -7.0 -6.5 -6.0 -55 -5.0

Disaccharide 4



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26 Hﬂ”ﬂ%,_

delta(Disaccharide 4)



A194:26

B184:26

B224:26 iy

D206:26
I T T T T 1
-8 -7 -6 -5 -4

Disaccharide 5



A194:26 — B184:26 mm}m\
A194:26 - B224t mﬂm
-h—'l'h-n-.__
B184:26 - B224:26
i
I AMWWM

B224:26 — D206:26 mm

?

delta(Disaccharide 5)



A194:26

D206:26 Jﬂ”'m
[ I I I I I I ]
-9 -8 -7 -6 -5 -4 -3 -2

Disaccharide 6



A194:26 — B184:26

A194:26 — B224:26

el

A194:26 — D206:26

B184:26 — B224:26 A"m"""mmmmw
[

B184:26 — D206:26

B224:26 — D206:26

Ll

I
-2

0

delta(Disaccharide 6)



o /rfﬂm "H-HHMTH»N
B224:26
D206:26
[ [ [ [ [ |
-7 -6 -5 -4 -3

Disaccharide 7



A194:26 — D206:26

B184:26 — B224:26 Mm

B224:26 — D206:26

B184:26 — D206:26 Mm”"mﬂm
[

I

-3 2 -1 0

delta(Disaccharide 7)

[y



A194:26 :

B184:26 |

B224:26

I I I
8 7 6

-9 - - - -5 -4 -3
Disaccharide 8



A194:26 — B184:26
T
A194:26 — 3224:‘2:Wmn
[
A194:26 — Dzomn %
B184:26 — B224:26 ’_ﬂmﬂmﬂ T

B184:26 — D206:26 Mm”m"m

B224:26 — D206:26 Mﬂﬂ{mﬂm WM

-3 ) 1 0 1

delta(Disaccharide 8)



A194:26

B184:26 ]
il
B224:26
ol M.
D206:26 |m
[ I I I I ]
-10 -9 -8 -7 -6

Disaccharide 9



A194:26 — B184:26 H:H |:|:|:|

A194:26 — B224:26

X

A194:26 - D206:26 _ﬂﬂﬂ wm

B184:26 — B224:26

d

B184:26 — D206:26 w

y
I

[ I
-3 -2

I
-1

I
0 1 2

delta(Disaccharide 9)



Al194:26 A'"""H
o MMWW""H
o HHM
[ [ [ [ [ [ [ |
-11 -10 -9 -8 -7 -6 -5 -4

C12:0 Fatty Acid



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

.

0

delta(C12:0 Fatty Acid)

I
2



A194:26

B184:26

B224:26

D206:26

-10

I I
-8 -7

C14:1 Fatty Acid



A194:26 — B184:26

=
?

A194:26 — B224:26

A194:26 — D206:26

.

B184:26 — B224:26

B184:26 — D206:26

b
=

B224:26 - D206:2ﬁ:| | H

[ I I I
1

delta(C14:1 Fatty Acid)

|
w

|
N

|
=
o



A194:26

o Mﬂﬂnﬂ
B224:26
D206:26
[ [ [ [ [ [ |
-9 -8 -7 -6 -5 -4

C14:0 Fatty Acid



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

a3 §?

—— =

I
2

delta(C14:0 Fatty Acid)




o MWH
D206:26
[ I I I I I 1
-10 -9 -8 -7 ) -5

C16:1 Fatty Acid



A194:26 — B184:26

—4

A194:26 — B224:26

A194:26 — D206:26

E;ELI

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

= e
[

4

delta(C16:1 Fatty Acid)



A194:26

B184:26

B224:26

D206:26

A

-
Edi

-10

I
-8

.

—_ _4 _

y

C16:0 Fatty Acid



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

-

b

el
...

-10

I
0 5

delta(C16:0 Fatty Acid)

10



A194:26

B184:26

D206:26

.l
»

I I
-10 -8 -6 -4

Polyunsaturated Fatty Acids 1



A194:26 - B184:26
A194:26 — B224:26 M
A194:26 - D206:26 AMWWH T
B184:26 — B224:26 Mﬂﬂmﬂﬂﬁ HHWWWM
B184:26 - Dzoe:2emmﬂm-:—-----—--___---ﬂ ﬂmm%k
B224:26 — D206:2;ﬂmm Hmm]%‘
[ T T | :
-6 -4 ) 0 ) 4

delta(Polyunsaturated Fatty Acids 1)



A194:26

B184:26

B224:26

D206:26

I I I I
-10 -9 -8 -7

Polyunsaturated Fatty Acids 3



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Polyunsaturated Fatty Acids 3)



A194:26
]
B184:26
B224:26
D206:26
[ [ [ [ [ |
-11 -10 -9 -8 -7

C18:2 Fatty Acid



A194:26 — B184:26

P

A194:26 — B224:26

A194:26 — D206:26 H

B184:26 — B224:26

S

B184:26 — D206:26

B224:26 - D206:2

[ I I I I I
-3 -2 -1 0 1 2 3

delta(C18:2 Fatty Acid)



A194:26

B224:26

B184:26 mm
el

-

D206:26

I I I I
-8 -6 -4 -2

C18:0 Fatty Acid



A194:26 — B184:26 TH

e

A194:26 — B224:26 H”HHM

__.-.-—rHﬂ-IT
A194:26 — D206:26 Mﬂwmm
B184:26 - B224:26 e ulntl "M””mﬂmm

B184:26 -~ D206:26 ”M
B224:26 - D206:26 mhm
[ I I I I
-6 -4 -2 0 2 4

delta(C18:0 Fatty Acid)



B184:26 lmm"m"m
o HHHMHMWR
o MM"""H
[ [ [ [ [ [ [ |
-9.5 -9.0 -8.5 -8.0 -7.5 -7.0 -6.5

Unidentified Fatty Acid 2

-6.0



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

I I I
-1 0 1 2

delta(Unidentified Fatty Acid 2)



o WHHMWWM
o mﬂﬂﬂmmmm_
B224:26 m
D206:26
[ [ [ [ [ [ [ |
-5.0 -4.5 -4.0 -3.5 -3.0 -2.5 -2.0 -1.5

Glycerol



A194:26 — B184:26 "

A194:26 — B224:26 1

]

B184:26 — B224:26

A194:26 — D206:26 mﬁﬂﬂm"m
e
] Hﬂmmmm\

!

B184:26 - D206:26 H-mm
B224:26 — D206:26 HWW

[ I I I
-3 -2 -1 0 1

delta(Glycerol)



A194:26

o ““ H ‘
o
|I||||||““ m““ll"m .

D206:26

Inositol 1



Al194:26 — B184:26
¥y & =

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

delta(Inositol 1)



A194:26

B184:26

B224:26

D206:26

-6

Inositol 2



A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

delta(Inositol 2)



A194:26

B184:.26
B224:26
___,,,dnmfﬂﬂ mTﬂm.._
D206:26
I T T T T 1
-11 -10 -9 -8 -7

C29 Sterol 1



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

delta(C29 Sterol 1)



A194:26

_

B224:26

D206:26

-11 -10 - -8 -7

C29 Stanol 1



A194:26 — B184:26 |:|:|

A194:26 — B224:26

A194:26 - D206:26 Mﬂmmmﬂ

B184:26 — B224:26

B184:26 — D206:26 |:|

[ I I

-3 -2 -1

0

delta(C29 Stanol 1)

= -



A194:26

B184:26

B224:26

D206:26

C27"5,22 Sterol



A194:26 — B184:26 Mﬂﬂﬂmﬂﬂmmm\
ol
A194:26 — B224:26 Jﬂﬂm I

=
L

A194:26 — D206:26 ”l

11
B184:26 — B224:26 ’mﬂﬂ
B184:26 — D206:26
||||I|||||||‘|HH ‘ H“m""”"lln
[ [ [ [ [ [
-4 -3 -2 -1 0 1 2

delta(C27"5,22 Sterol)



Al194:26 m“mm"""n

o ”HWNM
[ [ [ [ |
-8 -7 -6 -5 -4

C27"5 Sterol



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

i

M.

[

T
0

delta(C27"5 Sterol)

[



A194:26

B184:26

B224:26

D206:26

-10

I
-8

C28"5,22 Sterol

I
-6



A194:26 — B184:26 ‘ H]

il
...... |I||||||||| |||||II|..._.
...... II|||||| |||||||I||..._

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D3 I! m l H ||m““
..... ||I|||||| || ||| || || |||||||I||... .
[ [ [ [
-6 -4 -2 0 2

delta(C28"5,22 Sterol)



A194:26

B184:26

B224:26

D206:26

-12

-10

I
-8

C28"5 Sterol

I
-6



A194:26 — B184:26

A194:26 — B224:26

\H\“““\“WHH
.mlll""“ """Ihm.

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

delta(C28"5 Sterol)



A194:26

B184:26 1
B224:26
D206:26
I T T T 1
-12 -10 -8 -6

C29"5,22 Sterol



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

delta(C29"5,22 Sterol)



A194:26

B224:26
o /«vﬂ"’m"""m
[ [ [ [ [ [ [ 1
-9 -8 -7 -6 -5 -4 -3

C29 Sterol 2



A194:26 - B184:24

Il
] ||||||III|||... ........

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(C29 Sterol 2)



A194:26

B184:26

B224:26

D206:26

C29 Stanol 2



A194:26 — B184:26 |:I:I

A194:26 — B224:26

A194:26 — D206:26

B184:26 - B224:26
B184:26 - D206:26 Aﬂ(ﬂm
||||||||||H”|Hm HHM"“IIII i
[ [ [ [ [
) -1 0 1 2 3

delta(C29 Stanol 2)



A194:26

B184:26

B224:26

D206:26

I
-5

C29 Sterol 3



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

!

I
0 1

delta(C29 Sterol 3)



A194:26

-
B184:26
PR | ].|.|.|T|Trrm-ﬂ_
B224:26
] ..
D206:26
__..mrrﬂn nﬂﬂmm._
- ]I_2 - Ill - I10 —I9 —I8 —I7

C30 Sterol



\“““““““““““
...|I|||| ||||I||II|
Al194:26 — D206:26 |:|

B184:26 — B224:26

B184:26 — D206:26 [|

delta(C30 Sterol)



A194:26

B184:26

B224:26

D206:26

-12

-10

I
-8

C30"5 Sterol



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

I I
-2 0 2

delta(C30"5 Sterol)



A194:26

B184:26
B224:26
D206:26
[ I I I I I I ]
-10 -9 -8 -7 -6 -5 -4 -3

Open Hexose 1



A194:26 - 8184:2;"”"“"'"'”""’"’”"“

A194:26 — B224:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 - D206:2

0 2

delta(Open Hexose 1)

] WWWWWWWMM
A194:26 — D206:26 MM""”W”H



A194:26
B184:26
||I||||"|||”|H““H ‘“H“"""""lllm.. o
D206:26
[ I I I I I 1
-10 -9 -8 -7 -6 -5

Closed Hexose 1



A194:26 - B184:26 T

A194:26 — B224:26

A194:26 — D206:26 ”H-mm_h»\

B184:26 — B224:26

B184:26 — D206:26 Mﬂmﬂﬂmm M

delta(Closed Hexose 1)



o Wmm
et

B184:26

D206:26

[ I I I
-10 -8 -6 - -2

o Wmmwmwm\
[
4

Closed Hexose 2



A194:26 — B184:26

A194:26 — D206:26

A194:26 — B224:26 M«mﬂﬂﬂn Wmﬂﬂmmm
]

B224:26 — D206:26 wmﬂ %

-5 0

delta(Closed Hexose 2)



A194:26

B184:26

B224:26

D206:26

Open Hexose 2




A194:26 — B184:26

A194:26 — B224:26

é

A194:26 — D206:26 m”mm

B224:26 - DZOGZZGIM(HM Hﬂmmv
Mhrr——

[ I
-4 -2 0

delta(Open Hexose 2)



A194:26

il
B184:.26
B224:26
‘m-»rﬂ]'r[m.[ M
D206:26
I T T T T 1
) -5 -4 -3 -2

Open Hexose 3



A194:26 — B184:26 wﬂm”m{

A194:26 — B224:26

A194:26 — D206:26 Jﬁﬂm Hﬂﬂﬂm_

B224:26 — D206:26 mﬂﬂ
T

B

delta(Open Hexose 3)



A194:26

-

B184:26
o /M""""M”mmmm‘wmmmm
[ [ [ [
-8 -6 -4 -2

Closed Hexose 3



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

I
-2 0

delta(Closed Hexose 3)

I
2



Al194:26
B184:.26
B224:26
[ I I I I I 1
-8 -7 -6 -5 -4 -3

Closed Hexose 4



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — D206:26

i —
B184:26 — B224:26 MWWWHWWWHMM

B224:26 — D206:26

&
- B

-4 -2 0 2

delta(Closed Hexose 4)



o ,ﬂwﬂm WM

B224:26

D206:26
[ [ [ [ [ |
-8 -7 -6 -5 -4 -3

Hexose 1



A194:26 — B184:26

§

Al194:26 — B224:26

A194:26 — D206:26 Jmm

B184:26 — B224:26

B184:26 — D206:26

.

)

B224:26 — D206:26

b

?

I 4 § ; 4

0
delta(Hexose 1)

[y



A194:26

B184:26

B224:26

D206:26 ‘mm'""m
T T T
6

-8 - -4 -2
Closed Hexose 5



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

d

B184:26 — D206:2

B224:26 - DZOGi"m”W”

[
-4

I
-2

I
0 2

delta(Closed Hexose 5)



A194:26

B184:26 o mH

B224:26

D206:26

Open Pentose 1



A194:26 — B184:26

A194:26 - B224:26

A194:26 — D206:26

”“W“W”M

'Y

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

Al

-

I I
-2 0 |

delta(Open Pentose 1)



o MM""H
B 18426 Mﬁmﬂw—_—__
[ I I I I I 1
-8 -7 -6 -5 -4 -3

Open Pentose 2



A194:26 - B184:26

A194:26 — B224:26

A194:26 - Dzofi:mmmm

B184:26 - D206:26

B224:26 — D206:26

-
I
-~
|-

-4 2 0 2

delta(Open Pentose 2)



A194:26

l

B224:26

D206:26

M

_lo : _8 T M -5 -4 -3
Closed Pentose 1



A194:26 — B184:26

A194:26 — B224:26

.

A194:26 — D206:26

-

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

I
-2 0

delta(Closed Pentose 1)

_atll .

2

4



y

B224:26

D206:26

I I I I
_10 _9 _8 : T -5 -4 -3

Closed Pentose 2



A194:26 — B184:26 mﬂﬂ
A194:26 — B224:26 Wﬂﬂm_

A194:26 — D206:26

B184:26 — B224:26

ol [ —

B184:26 — D206:26 Mrmmm

I I

-6 -4 -2 0 2 4

delta(Closed Pentose 2)



A194:26

B184:26

B224:26

D206:26

-10

Pentose 1



A194:26 - B184:26 mmm

A194:26 — B224:26 Mﬁﬂmm M

A194:26 — D206:26 I

e __-vﬂ'ﬂﬂﬂ-m _________mmﬂmm-m?'h-m

[
-6 -4 -2 0

delta(Pentose 1)



A194:26

B184:26

B224:26

D206:26

I
-4

Open Pentose 3

I
-2




A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

’

B184:26 — D206:26

B184:26 — B224:26 wmﬂﬂm

B224:26 — D206:26 M""m‘"n MNM

T I ! I I
-6 -4 -2 0 2 ‘

delta(Open Pentose 3)




A194:26

B184:26
B224:26
D206:26
[ I I I I ]
-10 -9 -8 -7 -6 -5



A194:26 — B184:26

——r

Mt
y -

A194:26 — D206:26 I
ermmmmﬂmmﬂ 11—

A194:26 — B224:26 H

——

ST MWM""WHHWMM

B224:26 — D206:26
I I

[ I I
-3 -2 -1 0 1 2

delta(Sugar 1)



A194:26

B184:26
B224:26
D206:26
[ I I I I ]
-11 -10 -9 -8 -7



A194:26 - B184:26 mﬂm

M
A194:26 — B224:26 ”HHW“M
B

B184:26 — B224:26

A194:26 — D206:26 m

.
E

B184:26 — D206:26

B224:26 — D206:26

=
?

delta(Sugar 3)



A194:26

B184:26

B224:26

D206:26

-10



A194:26 — B184:26 | |:|:|

A194:26 — B224:26

o ooz \HHH I
||||I|||||||||”“ “m"""ll"llm
S ll
..||||II||||||“N N"""""IIIH
B184:26 — D206:26 |:I:|:|

B224:26 — D206:26

delta(Sugar 4)



A194:26
e
o Mﬂ‘ﬂmﬂ
B224:26
o %{""H
[ [ [ [ [ |
-10 -9 -8 -7 -6 -5



A194:26 — B184:26

A194:26 — B224:26 |:|
_ .|II|||||| |||||

B184:26 — B224:26

B184:26 — D206:26

delta(Sugar 5)



Al194:26 Iﬂ
wﬂlﬂ
o WWMW
D206:26 |]
T T T T T 1
-10 -9 -8 -7 -6



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 J«T‘ﬂ_ﬂm mﬂ_’_’m}‘;

B184:26 — B224:26

B184:26 — D206:26 Mﬂ M

delta(Sugar 6)



A194:26

B184:26
B224:26 mﬂm“m\
D206:26 JM""H
[ [ [ [ [
-10 -8 -6 -4 -2



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

|

i

B184:26 — B224:26

B184:26 — D206:26

et

B224:26 — D206:26

Mg

0 2

delta(Sugar 7)



A194:26

B184:26
B224:26
D206:26
[ I I I I I
-12 -10 -8 -6 -4 -2



A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

A194:26 — B184:26 ww"m""

B184:26 — D206:26

.
”““"H"m“mm
..

_al
B224:26 — D206:26 /WM"”"”H Wﬂnmmm

b ; y > 10

delta(Sugar 8)



A194:26

B184:26

B224:26

D206:26

-9.5

-9.0

-8.5

-8.0

-7.5 -7.0 -6.5 -6.0

Sugar 9



A194:26 — B184:26

I MW

1

A194:26 - D206:26 m ﬂmmmk

B184:26 — B224:26 mﬂm
B184:26 — D% M
B224:26 — D206:26 m
T
[ T I :
_2 _1 0 1 2

delta(Sugar 9)



A194:26

B184:26

B224:26

D206:26




A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26 {

B224:26 — D206:26 HWM

-6 -4 -2 0 2

delta(Sugar 10)



A194:26

B184:26
B224:26
D206:26
[ I I I I ]
-10 -9 -8 -7 -6 -5

Sugar 11



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

\

B184:26 — B224:26

B184:26 — D206:26

L

B224:26 — D206:26

I
I

delta(Sugar 11)



A194:26

B184:26

B224:26

D206:26

[ I I I I I I ]
-10.0 -9.5 -9.0 -85 -8.0 -7.5 -7.0 -6.5

Sugar 12



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Sugar 12)



A194:26

B184:26
B224:26
D206:26
[ I I I I I I ]
-10.0 -9.5 -9.0 -85 -8.0 -75 -7.0

Sugar 14

-6.5



A194:26 — B184:26

A194:26 — B224:26

o gl
|||I|||||||||||“| "H""llllu i

B184:26 — B224:26

—— |
il Il

delta(Sugar 14)



A194:26

B184:26
B224:26
D206:26
[ I I I I ]
-11 -10 -9 -8 -7 -6

Sugar 16



A194:26 — B184:26

A194:26 — B224:26

N

A194:26 — D206:26

— =
—
i

B184:26 — B224:26

B184:26 — D206:26

(i,
I

B224:26 — D206:26

4

delta(Sugar 16)



A194:26
.l .
B184:26
.l .
B224:26
D206:26
.l b
[ [ [ [ [ [
-10 -8 -6 -4 -2 0

Sugar 17



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

-10

delta(Sugar 17)

10



A194:26

B184:26
B224:26
D206:26
[ I I I I I ]
-9 -8 -7 -6 -5 -4

Sugar 18



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

e

M

Awm

0 2

delta(Sugar 18)



A194:26

B184:26
B224:26
‘@ﬂfﬂﬂ[ﬂ] M
D206:26
[ I I I I 1
-10 -9 -8 -7 -6

Sugar 20



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

e i
: mllll||||||||||“” “N""""huu

B224:26 — D206:

delta(Sugar 20)



A194:26

B224:26

D206:26

-

-10 ) )



A194:26 - B184:26 WWHWN

A194:26 — B224:26

%H‘ %

A194:26 — D206:26 mmmﬂmm

=1

B184:26 — D206:26

M.
B184:26 - B224:26 WHHH“WM

é

B224:26 — D206:26 ””WWW

[ I I
-4 -2 0 2

delta(Sugar 21)



A194:26

B184:26

B224:26

D206:26

Sugar 22



A194:26 — B184:26 m
el

A194:26 — D206:26 "m mmmn\

B184:26 — D206:26 |]

delta(Sugar 22)



A194:26

B184:26
B224:26
D206:26
[ I I I I I ]
-8.5 -8.0 -75 -7.0 -6.5 -6.0

Sugar 23

-5.5



A194:26 — B224:26 “ “ ‘ ‘ |
o [T
Al194:26 — D206:26
mmﬂﬂ”” m”m]‘mm,.,_
B184:26 — B224:26
|

B184:26 — D206:26 T

[

B224:26 - D206:2m

[ I
-2 -1

mmmn._
[
0 1

delta(Sugar 23)



A194:26 I
-I-h'n—'-._
B184:26
B224:26
[
D206:26
[ [ [ [ [ [ |
-9 -8 -7 -6 -5 -4

Sugar 24



A194:26 — B184:26

A194:26 — B224:26

B184:26 — B224:26

A194:26 — D206:26 wm’”"ﬂ"mw

B184:26 — D206:2:mﬂmm---""""_'"_

B224:26 - DZOG:MH

I

M.

[ I
-4 -2

0 2

delta(Sugar 24)



=l

Alcohol 1



A194:26 — B184:26 IMWH"”H-H_H_W 1

A194:26 — B224:26

B184:26 — B224:26

A194:26 — D206:26 wwm

B184:26 — D206:26 W Hﬂm

B224:26 — D206:26

\

e

-6 -4 - 0

delta(Alcohol 1)



A194:26

B184:26
__M nn."'lhﬂ'rn_‘
B224:26
sl Mg
D206:26
_.ﬂmﬂ]l[l]ﬂ hThth'h-r—_
[ I I I I ]
-10 -9 -8 -7 -6

Hydrocarbon 1



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

b b b

g

o

delta(Hydrocarbon 1)



A194:26 |
B184:26 ‘
B224:26
D206:26
[ I I I I ]
-9 -8 -7 -6 -5

Hydrocarbon 2



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

.
llli.
..
.

-2

_al
A
A

A

-1 0 1 2

delta(Hydrocarbon 2)



A194:26

B184:26

B224:26

D206:26

-12

-10

I I
-8 -6

Hydrocarbon 3



A194:26 — B184:26

1
A194:26 — B224:26 ]HHHHHM
il

A194:26 — D206:26 -

e
B184:26 — B224:26 Hﬂﬂmm_
il

B184:26 — D206:26 AT mﬂhﬁm\

B224:26 — D206:26

-6 -4 -2 0 2 4

delta(Hydrocarbon 3)



A194:26

B184:26

B224:26

D206:26

[ I I I ]
-10 -9 -8 -7 -6

Hydrocarbon 4



A194:26 — B184:26

A194:26 — B224:26

.|||||I|||||m” m“"lllnu

m ‘ e
i H\

delta(Hydrocarbon 4)



A194:26

B184:26

B224:26

D206:26

-10

.
_

Unidentified Metabolite 1



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

. =
?

N4

I I I
-1 0 1 2

delta(Unidentified Metabolite 1)



A194:26

B184:26
B224:26
D206:26
[ I I I I I I 1
-11 -10 -9 -8 =7 -6 -5

Unidentified Metabolite 2



A194:26 — B184:26 M

A194:26 - B224:26 ﬂﬂm_

A194:26 — D206:26 M

B184:26 — B224:26 m

]

B184:26 — D206:26 ”mﬂmﬂm_
B224:26 — D206:26 mmmw
Tn'l'rrn-.h

[ I I I
-4 -2 0 2 4

delta(Unidentified Metabolite 2)



A194:26

B224:26

D206:26

[ I I I I I I ]
-11.0 -10.5 -10.0 -9.5 -9.0 -85 -8.0 -7.5

Unidentified Metabolite 3



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

P

L b B
g

I I
-1 0 1

delta(Unidentified Metabolite 3)



A194:26

B184:26
____.mm:l]ﬂﬂﬂm ﬂnTﬂnh-L
B224:26
i M
D206:26
el i
_'11 10 § . S .

Unidentified Metabolite 4



A194:26 — B184:26 mm

A194:26 — B224:26

A194:26 — D206:26 H

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 4)



A194:26

B184:26
B224:26
D206:26
| T T T T T |
-11 -10 -9 -8 -7 -6

Unidentified Metabolite 5



A194:26 — B184:26

A194:26 — B224:26

= =

I

A194:26 — D206:26

B184:26 — B224:26

b
Y,

B184:26 — D206:26

B224:26 — D206:26

= % ;
7

L
o
o
N

delta(Unidentified Metabolite 5)



Al194:26
o ,Mﬂmm"
B224:26
D206:26
[ [ [ [ [ [ |
-9 -8 -7 -6 -5 -4

Unidentified Metabolite 6



A194:26 — B224:26

A194:26 — D206:26

B184:26 — D206:2 WH"H mmﬂmmv\
B224:26 - D206:26

[ I I
-4 -2

o
N

delta(Unidentified Metabolite 6)



B184:26 I | m

B224:26

D206:26
[ [ [ [ [ |
-9 -8 -7 -6 -5

Unidentified Metabolite 7



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

B
?.

!

..

s

I I I
-2 - 0 1

delta(Unidentified Metabolite 7)

-



B184:26

A194:26 HH-”“
[

B224:26

D206:26

[ I I I ]
-10 -8 -6 -4 -2

Unidentified Metabolite 8



A194:26 - B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26
]
[ [ [ [
-4 -2 0 2 4

delta(Unidentified Metabolite 8)



o Mﬂ"’"ﬂ
o MMWH
B224:26
D206:26
[ [ [ [ [ [ |
-10 -9 -8 -7 -6 -5

Unidentified Metabolite 9



A194:26 — B184:26

|

A194:26 — B224:26

I\N\“““““““““‘“
||I||||II|||

B184:26 — B224:26

5

B184:26 — D206:26 y M
B224:26 — D206:26 Hmmm%m

S

-4 -2 0 2

delta(Unidentified Metabolite 9)



A194:26
el -
B184:26
it
B224:26
-Inﬂm""-l-[ W
D206:26
[
—::.0 —Ig —IS —I7 —I6 —I5

Unidentified Metabolite 10



A194:26 — B184:26 mﬂh}_

“““““““““““\H
.||I|||| ||||||I||..

A194:26 — D206:26 H]

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 10)



o HHHTM
B184:26
B224:26
D206:26
[ [ [ [ [ [ |
-8 -7 -6 -5 -4 -3

Unidentified Metabolite 11



A194:26 — B184:26 w

Mt
A194:26 ~ B224:26 ”MHW[HW““M

A194:26 — D206:26 Hﬂﬂ}m

B184:26 — B224:26

B184:26 - D206:26 HIH{HM
B224:26 — D206:26 mﬂﬂ%

!

-4 -2 0 2

delta(Unidentified Metabolite 11)



A194:26 mﬂ |
B184:26 M
B224:26
[
D206:26
[ [ [ [ [ |
-11 -10 -9 -8 -7

Unidentified Metabolite 12



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26 Wﬂﬂmﬂﬂm

B224:26 — D206:

delta(Unidentified Metabolite 12)



A194:26
B184:26
B224:26
D206:26
[ I I I I ]
-10 -9 -8 -7 -6 -5

Unidentified Metabolite 14



A194:26 — B184:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26 m

delta(Unidentified Metabolite 14)



A194:26

B184:26

B224:26

D206:26

Unidentified Metabolite 16



A194:26 — B184:26

A194:26 — B224:26

B184:26 — B224:26

I,
..
s,
M.

B184:26 — D206:26 ) W”"”mm

B224:26 - D206:2

\

[ I I I I
-3 -2 -1 1 2

delta(Unidentified Metabolite 16)

o



A194:26

o Mmm

o m_ﬂﬂ_mM
D206:26 M
[ [ [ [ [ |
-10 -9 -8 -7 -6 -5

Unidentified Metabolite 17



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 m]]

B184:26 — B224:26

B184:26 — D206:26

>

delta(Unidentified Metabolite 17)



A194:26

B184:26
o /«mﬂm""""m
[ [ [ [ [ [ [ 1
-85 -8.0 -75 -7.0 -6.5 -6.0 -5.5 -5.0

Unidentified Metabolite 18



A194:26 — B184:26

_ll.
_afllhy

A194:26 — D206:26

B184:26 — D206:26

B224:26 — D206:26

[ I I I
-3 -2 -1 0 1

delta(Unidentified Metabolite 18)



A194:26

B184:26

B224:26

D206:26

Unidentified Metabolite 20



A194:26 - B184:26 J"""m""mm"mﬂ

A194:26 — B224:26

A194:26 — D206:26 |:| m

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

-4 -2 0 2

delta(Unidentified Metabolite 20)



A194:26 m”‘m“m

B184:26

B224:26

D206:26

[ I I I I I I ]
-10.0 -9.5 -9.0 -85 -8.0 -7.5 -7.0 -6.5

Unidentified Metabolite 22



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 22)



A194:26

B184:26
B224:26
D206:26
I I I I
-10 -8 -6 -4

Unidentified Metabolite 23



A194:26 — B184:26

A194:26 — B224:26 il

S

A194:26 — D206:26 m

MM

T "WWHWMN
4_.-rrr'|ﬂ_

B184:26 — D206:26 ] M
el

B224:26 — D206:26

el ..

[ I I I I
-6 -4 -2 0 2 4

delta(Unidentified Metabolite 23)



A194:26 |

e
B184:26
B224:26
D206:26
[ I I I I I ]
-9 -8 -7 -6 -5 -4 -3

Unidentified Metabolite 24



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 H

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 24)



A194:26 T
B184:26
B224:26
D206:26
[ I I I I I ]
-11 -10 -9 -8 -7 -6 -5

Unidentified Metabolite 25



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

.

I
-2 0

delta(Unidentified Metabolite 25)



A194:26

B184:26
B224:26
D206:26

I I I I
-10 -8 -6 -4

Unidentified Metabolite 26



A194:26 - B184:26

A194:26 — B224:26

A194:26 — D206:26 Mmmmm"
B184:26 — B224:26 )’mmm“m

B224:26 — D206:26 Mwmm"m”

[ I
-4 -2 0

delta(Unidentified Metabolite 26)

T
4

[
B184:26 ~ D206:26 H”M“M
i



A194:26

B184:26

B224:26

D206:26

Unidentified Metabolite 27



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 M

B184:26 — B224:26

B184:26 — D206:26 n

B224:26 — D206:26

delta(Unidentified Metabolite 27)



A194:26

B184:26
B224:26
D206:26
I T T T T 1
-10 -9 -8 -7 -6

Unidentified Metabolite 29



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 W

B184:26 — B224:26

B184:26 — D206:26 mmﬂ-ﬂ.’m»\

B224:26 — D206:26

[ I I I I
-3 -2 -1 0 1 2

delta(Unidentified Metabolite 29)



A194:26

o Aﬂ""""m"mn”
B224:26
[ [ [ [ [ [ [ |
-105 -10.0 95 9.0 -85 -8.0 -75

Unidentified Metabolite 30

-7.0



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 30)



A194:26

B184:26

B224:26

D206:26

-12

-11

I I I
-10 -9 -8

Unidentified Metabolite 31



A194:26 — B224:26

A194:26 - B184:26 Hﬂm

B184:26 — B224:26

B184:26 — D206:26 HHWM

!

B224:26 — D206:26 ”Wm
e

[ I
-4 -2 0

delta(Unidentified Metabolite 31)



A194:26

o IAWMWH"”WW:“
B224:26
D206:26
[ I I I I I I 1
-13 =12 -11 -10 -9 -8 -7

Unidentified Metabolite 32



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26 ’mﬂﬂm

B184:26 — D206:26 ‘Hm

B224:26 — D206:26

ol [l

[ I I I
-6 -4 -2 0 2

delta(Unidentified Metabolite 32)



A194:26

B184:26

D206:26

d
y

_10 — —

Unidentified Metabolite 33



A194:26 — B184:26

I

A194:26 — B224:26

A194:26 — D206:26

il

.

B184:26 — B224:26

B184:26 — D206:26

\

B224:26 — D206:26

Mﬂﬂwwwmm
.

I
1

delta(Unidentified Metabolite 33)

N -



A194:26

B184:26

B224:26

D206:26

[ I I I I I I ]
-10.5 -10.0 -9.5 -9.0 -8.5 -8.0 -7.5 -7.0

Unidentified Metabolite 34



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 34)



A194:26

B184:26

B224:26

D206:26

[ I I I ]
-9 -8 -7 -6 -5

Unidentified Metabolite 35



A194:26 — B184:26 |:|

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

[ I I I
-3 -2 -1 0 1

delta(Unidentified Metabolite 35)



B224:26 |
D206:26
[ [ [ [ [ [ |
-9 -8 -7 -6 -5 -4

Unidentified Metabolite 36



A194:26 — B184:26

el I

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26 m{ﬂm

B184:26 — D206:26

B224:26 — D206:26

\
'

[

[ I I I
-6 -4 -2 0 2

delta(Unidentified Metabolite 36)



A194:26
M
B184:26 N
o wﬂmm
D206:26
[ [ [ [ [ [ |
-10 -9 -8 -7 -6 -5

Unidentified Metabolite 38



A194:26 - B184:26 WWWHWHW

S

A194:26 — B224:26 M
A194:26 — D206:26 WM
B184:26 — B224:26 wmﬂmm\

.

B184:26 — D206:26 MNWWH Hﬂhﬂﬂm

ST MTH-‘-H"H m”m-ﬂ-Mrm\

-4 -2 0 2

delta(Unidentified Metabolite 38)



A194:26

B184:26

B224:26

D206:26

[ I I I I
-10 | _8 _7 _6

Unidentified Metabolite 39



A194:26 — B184:26 ’I:H

A194:26 — B224:26

ey
....||II||||||||”H N"""Illllu..

B184:26 — B224:26

il
....|||II|||||||N” H“Nllllmm.....

B224:26 - D206:2

delta(Unidentified Metabolite 39)



A194:26

B184:26

D206:26 /dﬂ"mm
[ [ [ [ [ |
9 8

-10 - - -7 -6 -5 -4

Unidentified Metabolite 42




A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 - B224:26

B184:26 — D206:26

y

[
-4

I
-2

O 2

delta(Unidentified Metabolite 42)



A194:26

B184:26

B224:26

D206:26

-10.0

-9.5

-9.0

-8.5 -8.0

Unidentified Metabolite 43



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

\“““““““““““““HHWN
||I||||||||” H""h"llm :

B184:26 — D206:26

delta(Unidentified Metabolite 43)



A194:26
B184:26 ]
B224:26
D206:26
[ [ [ [ [ [ |
-11 -10 -9 -8 -7 -6

Unidentified Metabolite 45



A194:26 — B184:26

A194:26 — B224:26

g

A194:26 — D206:26

B184:26 — D206:26

é

B224:26 — D206:26 ]HWW

e —
B184:26 — B224:26 ”"”W”HH”“‘"MM_
il
i —

delta(Unidentified Metabolite 45)



A194:26

B184:26

B224:26

D206:26

-10

I I
-8 -7

Unidentified Metabolite 47



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 47)



A194:26

B184:.26
B224:26
[ I I I I I I 1
-10.0 -9.5 -9.0 -85 -8.0 -7.5 -7.0

Unidentified Metabolite 48



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 48)




B184:26
B224:26
| i
D206:26
[ I I I I ]
-11 -10 -9 -8 -7 -6

Unidentified Metabolite 49



A194:26 — B184:26 |]

A194:26 — B224:26
A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

-4 -2 0 2

delta(Unidentified Metabolite 49)



o AMTH""H
B184:26 /ﬁd_‘_"m
B224:26
o Mﬂ'""m
[ [ [ [ [ |
-10 -9 -8 -7 -6

Unidentified Metabolite 50



A194:26 — B184:26

A194:26 — B224:26 “_mﬂm
e |

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26 Wﬂ”ﬂmﬂm

B224:26 — D206:26

s

<

delta(Unidentified Metabolite 50)



A194:26 =
B184:26
B224:26
D206:26
[ I I I I ]
-10 -9 -8 -7 -6 -5

Unidentified Metabolite 51



A194:26 — B184:26 ﬂ]

A194:26 — B224:26

A194:26 — D206:26

%’ é‘-.,

I

B184:26 — B224:26

B184:26 — D206:26 _ ””Hﬂmk
]

B224:26 — D206:26 Hmmm
Thee

-4 -2 0 2

delta(Unidentified Metabolite 51)



A194:26 hﬂm

B184:26 |

B224:26

D206:26
[ I I I I I 1
-7 -6 -5 -4 -3 -2 -1

Unidentified Metabolite 55



A194:26 — B184:26

A194:26 — B224:26 {

A194:26 — D206:26 wmm"m”"””mwﬂ {

B184:26 — B224:26

.
.

B184:26 — D206:26 HH"”H

N

B224:26 — D206:26 Hm““y

M.

[ I I
-6 -4 -2 0 2

delta(Unidentified Metabolite 55)



y

-10 _ _ |

Unidentified Metabolite 56



A194:26 — B184:26 H

A194:26 — B224:26

. ||||I||||||||H|HH HH“H“”""IIM

B184:26 — B224:26

B184:26 — D206:26

[ I I I I
-3 -2 -1 0 1 2

delta(Unidentified Metabolite 56)



A194:26 -
—I_I_l_l—l—_
B184:26
B224:26
D206:26
[ I I I 1
-9 -8 -7 -6 -5

Unidentified Metabolite 58



A194:26 — B184:26 Hmﬂ}%_

A194:26 — B224:26

A194:26 — D206:26 m

B184:26 — B224:26

L

B224:26 — D206

:

[ I I I I I
-3 -2 -1 0 1 2 3

delta(Unidentified Metabolite 58)



A194:26

B184:26
B224:26
D206:26
[ I I I I I ]
-9 -8 -7 -6 -5 -4

Unidentified Metabolite 59



A194:26 — B184:26 W”mm '

A194:26 - B224:26
l

A194:26 — D206:26

S|

B184:26 — D206:26

B224:26 — D206:26

4

The—

-4 -2 0 2

delta(Unidentified Metabolite 59)



A194:26

B184:26

B224:26

D206:26

-11

-10

I I
-9 -8

Unidentified Metabolite 60



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 60)




A194:26

B184:26 "m
ol
B224:26 mﬂT
I
D206:26
[ [ [ [ [ |
-10 -9 -8 -7 -6

Unidentified Metabolite 61



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

.
— =
4

delta(Unidentified Metabolite 61)



A194:26

o

...

8184:26“”-‘-”-‘_‘_‘-”_

8224:26/47’”""‘

[

D206:26

[
-10

I
-9

I I I
-8 -7 -6

Unidentified Metabolite 62



A194:26 - 8184:2;ﬂ"mmmmmmmm

A194:26 — B224:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26 M{m"""“ m““mmm\
I I
-2 0 2

delta(Unidentified Metabolite 62)



o M‘Tﬂ"’”ﬁ

B184:26 m

B224:26

D206:26 M
[ [ [ [ [ |
-9 -8 -7 -6 -5

Unidentified Metabolite 63



A194:26 — B184:26

|

B184:26 — B224:26

A194:26 — D206:26 W

B184:26 — D206:26

4

[ I I I I
-3 -2 -1 0 1 2

delta(Unidentified Metabolite 63)



A194:26
B184:26
| [ —
B224:26
~umﬂmﬂﬂ ﬂmMmmn,_____
D206:26

[ I I I I ]
-11 -10 -9 -8 -7 -6

Unidentified Metabolite 65



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 ﬂ".’_hh-k

B184:26 — B224:26

B184:26 — D206:26 |:|

[ I I I I
-3 -2 -1 0 1 2

delta(Unidentified Metabolite 65)



A194:26 J‘ﬂ_"n u

B224:26

D206:26
I I I I
-9 -8 -7 -6

Unidentified Metabolite 68



A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

i

e

B184:26 — D206:26

B224:26 — D206:26

T,

I I I
-1 0 1 2

delta(Unidentified Metabolite 68)



A194:26 ﬂ I
el M
B184:26 | |
4-11111‘"["1- hml'l'l-m.__
B224:26
] [
D206:26
[

Unidentified Metabolite 69



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

I I
-1 0 1

delta(Unidentified Metabolite 69)



A194:26

B184:26
] [
B224:26
el
D206:26
Mmrrﬂm Iﬂmmm_

Unidentified Metabolite 70



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

delta(Unidentified Metabolite 70)



A194:26

I
9

B224:26

D206:26

-11 -10 - -8 -7

Unidentified Metabolite 71



A194:26 — B184:26 mwmm

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

delta(Unidentified Metabolite 71)



A194:26

B184:26

B224:26

D206:26

I I I I
-8 -7 -6 -5

Unidentified Metabolite 72



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

4l
y -
ul

L

[ I
-3 -2

I I
-1 0 1

delta(Unidentified Metabolite 72)



A194:26 I
il
B184:26 |
B224:26
] [T
D206:26
[
[ I I I I ]
-10 -9 -8 -7 -6 -5

Unidentified Metabolite 73



A194:26 — B224:26

A194:26 — B184:26 Mmmm””mmmmm

A194:26 — D206:26 H:H

B184:26 — B224:26

B184:26 — D206:26 M
B224:26 — D206:26 Hﬂﬂm_\

-4 -2 0 2

delta(Unidentified Metabolite 73)



A194:26

B184:26
B224:26
o
.|||II|||||“|‘HH H“h|||"lllm....... :
[ [ [ [ [ [ 1
-12 -11 -10 -9 -8 -7

Unidentified Metabolite 74



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 m

B184:26 — B224:26

B184:26 — D206:26 ﬂﬂmm_

delta(Unidentified Metabolite 74)



A194:26

o Mwﬂ""m""""m
o HHH[”M
D206:26
[ [ [ [ |
-12 -11 -10 -9

Unidentified Metabolite 75



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 M

B184:26 — B224:26

B184:26 — D206:26

B224:26 - D206:2

[ I I I
-3 -2 -1 0 1

delta(Unidentified Metabolite 75)



A194:26 /«ﬂmm'm
B184:26
o Mﬂﬂ’mnm
[ [ [ [ [ [ [ |
-10 -9 -8 -7 -6 -5 -4

Unidentified Metabolite 76



A194:26 - B184:26

_allly.



A194:26

B184:26

B224:26

D206:26

-10 -9 -8 -7 -6 -5 -4

Unidentified Metabolite 77



A194:26 — B184:26 mﬂ m

A194:26 — B224:26

A194:26 — D206:26
B184:26 — B224:26
B184:26 — D206:26
[ [ [
-4 -2 0 2

delta(Unidentified Metabolite 77)



B224:26
D206:26
[ I I I I I 1
-10 -9 -8 -7 -6 -5

Unidentified Metabolite 78



A194:26 — B224:26

A194:26 - B184:26 ”"”’HH"

.

A194:26 — D206:26 H‘““W“M

B184:26 — B224:26

:

B184:26 — D206:26 thmm\

B224:26 — D206:

[ I I
-4 -2 0 2

delta(Unidentified Metabolite 78)



A194:26

B184:26
B224:26
D206:26
[ I I I I ]
-10.0 -9.5 -9.0 -8.5 -8.0

Acid 2

-7.5



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 m“mM

B184:26 — B224:26

B224:26 — D206:26

B184:26 - D206:26 "W’"""H"m "m“mM
et

O —

-2 -1 0

delta(Acid 2)



A194:26
B184:26
B224:26
e
D206:26
[ [ [ [ [ |
-9 -8 -7 -6 -5 -4



A194:26 — B184:26

A194:26 — B224:26

mnTHT”
A194:26 — D206:26 M

B184:26 — D206:26

[
B184:26 — B224:26 ””H[HM‘““M
il

é

B224:26 — D206:26 M

-4 -2 0

delta(Acid 3)

N



A194:26

B184:26

B224:26

D206:26

é




A194:26 — B184:26

A194:26 - B224:26

A194:26 — D206:26

B184:26 - B224:26

E
%

B184:26 - Dzoe;iwmﬂm_

B224:26 — DZOG:imﬂﬂm
[
-2

0

delta(Acid 6)



A194:26

B184:26
B224:26
ol -
D206:26
__M [

Acid 7



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

0

delta(Acid 7)



A194:26

B184:26

B224:26

D206:26
I T T T T 1
-6 -5 -4 -3 -2



A194:26 — B184:26

A194:26 — B224:26 mm"m
r
A194:26 — D206:26 wm"mmm"wmwmm

B184:26 — D206:26

R MWMWWWWM\
JﬂﬂTﬂ

é

B224:26 — D206:26

-4 | O 2

delta(Acid 8)



A194:26

B184:26

B224:26

D206:26




B B o B B
N N N N N
o o o o o
| | I | |
O ) oY) ) o8]
£ S 3 £ R
o e > o o
N ) N ) )
o o o o o
U
N
| | é
| |
| )
| |
| |
| |
I T : .
| | ) |
I I 2 =
I T ) L
|I =
I ]
I
I

..

0
delta(Acid 9)



A194:26

B184:26

B224:26

D206:26

-12 -10 -8 -6 -4 -2

Acid 10



A194:26 — B184:26

A194:26 — B224:26

:

-

A194:26 — D206:26

i

B184:26 — B224:26

B184:26 — D206:26

e
.

B224:26 — D206:26

delta(Acid 10)



o MMMH
o M
D206:26 AT'""H
[ [ [ [ [ [ |
-10 -9 -8 -7 -6 -5



A194:26 — B184:26
SN At m]]]mm__
A194:26 — B224:26 mﬂﬂﬂm
——-m .................... M
A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26
|
- |II|"||||||| ||||||"||I||..

delta(Acid 11)



A194:26

B184:26 T
B224:26
-I-h'l'l'h‘
D206:26
[ I I I I I ]
-10 -9 -8 -7 -6 -5 -4

Acid 12



A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26

B184:26 — B224:26

B184:26 — D206:26 |“]

B224:26 — D206:26

delta(Acid 12)



A194:26

B184:26

D206:26

Yy
Y
_d

-11 -10 - - -7 -6 -5 -4

Acid 13



111

B184:26 — B224:26 T ‘___Wﬂ_ﬂ'ﬂ_h_hm
B184:26 — D206:26




B184:26

D206:26

Acid 14




A194:26 — B184:26

A194:26 — B224:26

A194:26 — D206:26 m-m-’_’m»\

B184:26 — B224:26

B184:26 — D206:26

B224:26 — D206:26

delta(Acid 14)



