B184:240

B184:120

B184:45

-55

-5.0

-4.5

I
-4.0

Amino Acid 2

-35

-3.0

-2.5



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

-2.0 -15

-1.0

I
-0.5 0.0

delta(Amino Acid 2)



B184:240

B184:120
B184:45
[ I I I I I I ]
-75 -7.0 -6.5 -6.0 -5.5 -5.0 -4.5

Amino Acid 3

-4.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

-2 -1 0

delta(Amino Acid 3)



B184:240

B184:120
B184:45
[ I I I I I ]
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B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

0
delta(Alanine)




B184:240

B184:120
B184:45
[ I I I I I ]
-8.0 -75 -7.0 -6.5 -6.0 -5.5

Amino Acid 4

-5.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

I
0 1

delta(Amino Acid 4)



B184:240

B184:120
B184:45 |
[ [ [ [ [ |
-8.0 -7.5 -7.0 -6.5 -6.0 -55

Amino Acid 6



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45
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0.0

delta(Amino Acid 6)

15



B184:240

B184:120

B184:45

I T T T T T 1
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Valine



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

0

delta(Valine)




B184:240

B184:120

B184:45

I I I
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Amino Acid 7



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

I
-1 0

delta(Amino Acid 7)
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B184:120

B184:45
| T T T T |
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Glycine



B184:240 - B184:120

B184:240 — B184:45
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B184:120 — B184:45
e
I T T T
-4 -3 -2 -1 0

delta(Glycine)



B184:240

B184:120
B184:45
| T T T T |
-9.0 -8.5 -8.0 -7.5 -7.0

Amino Acid 8

-6.5



B184:240 - B184:120

B184:240 — B184:45

y

B184:120 - B184:45

0

delta(Amino Acid 8)



B184:240

B184:120

B184:45

Amino Acid 10



B184:240 - B184:120
¥ | P—
B184:240 — B184:45
e
B184:120 - B184:45
[ I I
-6 -4 -2 0

delta(Amino Acid 10)




B184:240

B184:120

B184:45

-7.0

-6.5

T
-6.0

Disaccharide 2

-55

-5.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

[

-15 -1.0

T
-0.5

0.0

delta(Disaccharide 2)

I
0.5

1.0

15



B184:240
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B184:45

-8.0

-7.5

-7.0

T T
-6.5 -6.0

Disaccharide 3

-5.5
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-4.5



B184:240 — B184:120 i
B184:240 — B184:45
B184:120 — B184:45

[ [

-2 -1 0

delta(Disaccharide 3)
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B184:45
[ I I I I ]
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Disaccharide 4

-5.0



B184:240 - B184:120
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pos o
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[ I I
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0.0
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I
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15
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-7.0
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T T
-6.0 -5.5

Disaccharide 5

-5.0

-4.5
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B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

0

delta(Disaccharide 5)



B184:240

B184:120

B184:45

I
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Disaccharide 6



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

i R

0

delta(Disaccharide 6)



B184:240

B184:120

B184:45

-55
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Disaccharide 7
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I
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delta(Disaccharide 7)
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T T
-5.5 -5.0
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B184:45
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Disaccharide 9
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C12:0 Fatty Acid



B184:240 - B184:120
]
B184:240 — B184:45
B184:120 - B184:45
e
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delta(C12:0 Fatty Acid)
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B184:120
B184:45
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-8.5 -8.0 -7.5 -7.0 -6.5 -6.0 -5.5

C14:1 Fatty Acid



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

waofl]

[

-1 0

delta(C14:1 Fatty Acid)



B184:240

B184:120

B184:45

-7.0

-6.5

-6.0

T T
-5.5 -5.0

C14:0 Fatty Acid

-4.5

-4.0

-3.5



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

[ I I
-3 -2 -1 0

delta(C14:0 Fatty Acid)



B184:240

B184:120

B184:45
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C16:1 Fatty Acid



B184:240 — B184:120 Il

B184:240 — B184:45

B184:120 — B184:45
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-3 -2 -1 0 1

delta(C16:1 Fatty Acid)



B184:240

B184:120

B184:45

C16:0 Fatty Acid



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

..

-10

0

delta(C16:0 Fatty Acid)

10



B184:240 MMNNM

B184:120 ""m
il

B184:45

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

Polyunsaturated Fatty Acids 1



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

ﬂrw'm .

0 2

delta(Polyunsaturated Fatty Acids 1)



B184:240

B184:120
B184:45
[ I I I I I ]
-9.5 -9.0 -8.5 -8.0 -75 -7.0

Polyunsaturated Fatty Acids 3

-6.5



B184:240 - B184:120

B184:240 — B184:45

il

B184:120 - B184:45

i

delta(Polyunsaturated Fatty Acids 3)

I
1



B184:240

B184:120
B184:45
[ I I I I I I ]
-9.5 -9.0 -8.5 -8.0 -75 -7.0 -6.5

C18:2 Fatty Acid

-6.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

0

delta(C18:2 Fatty Acid)




B184:240

B184:120

B184:45

C18:0 Fatty Acid



B184:240 - B184:120

B184:240 — B184:45

_alllllh.

B184:120 - B184:45

et Mo

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

delta(C18:0 Fatty Acid)



B184:240

B184:120

B184:45

-8.5

-8.0

I I
-7.5 -7.0

Unidentified Fatty Acid 2

-6.5

-6.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

[ I I I I
-15 -1.0 -0.5 0.0 0.5 1.0

delta(Unidentified Fatty Acid 2)

15



B184:240

B184:120
B184:45
[ I I I I I ]
-4.5 -4.0 -35 -3.0 -2.5 -2.0 -15

Glycerol



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

il

0 1

delta(Glycerol)



B184:240

B184:120

B184:45

-4.0

-3.5

-3.0

Inositol 1

-2.5

-2.0

-1.5



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45
[ I I I I I ]
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delta(Inositol 1)
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Inositol 2
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e THT] e
B184:120 - B184:45
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delta(Inositol 2)



B184:240

B184:120

B184:45

-10.0

-9.5

-9.0

T
-8.5

C29 Sterol 1

-8.0

-7.5

-7.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

...

0

delta(C29 Sterol 1)



B184:240

B184:120
B184:45
[ I I I I I ]
-10.0 -9.5 -9.0 -8.5 -8.0 -75

C29 Stanol 1

-7.0



B184:240 - B184:120

B184:240 — B184:45

.

B184:120 - B184:45

-2 -1 0

delta(C29 Stanol 1)



B184:120 'mm

B184:45

I T T T T T 1
-9.5 -9.0 -8.5 -8.0 -7.5 -7.0 -6.5

C27"5,22 Sterol



B184:240 - B184:120

B184:240 — B184:45

_al
mﬂﬂ

B184:120 - B184:45
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[ I I I I I ]
-1.0 -0.5 0.0 0.5 1.0 15 2.0 2.5

delta(C27"5,22 Sterol)




B184:240

B184:120 ]
B184:45
[ I I I ]
-7.0 -6.5 -6.0 -55

C27"5 Sterol

-5.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

-15 -1.0

-0.5

0.0

delta(C27"5 Sterol)

0.5

1.0

15



B184:240

B184:120

B184:45

-8.5

-8.0

I I
-7.5 -7.0

C28"5,22 Sterol

-6.5

-6.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

[ I I I I I ]
-15 -1.0 -0.5 0.0 0.5 1.0 15 2.0

delta(C28"5,22 Sterol)



B184:240

B184:120

B184:45

I
-7

C28"5 Sterol



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

0

delta(C28"5 Sterol)




B184:240

B184:120
B184:45
| T T T T T T |
-11 -10 -9 -8 -7 -6 -5

C29"5,22 Sterol



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

I
0 2

delta(C29"5,22 Sterol)




B184:240

B184:120

B184:45

C29 Sterol 2



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

0

delta(C29 Sterol 2)



B184:240
B184:120 |
B184:45
[ [ [ [ [ 1
-5.0 -4.5 -4.0 -3.5 -3.0

C29 Stanol 2

-2.5



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

-15 -1.0 -0.5

0.0

delta(C29 Stanol 2)

0.5 1.0 15



B184:240
B184:120
B184:45
[ I I I I 1
-6.0 -5.5 -5.0 -4.5 -4.0

C29 Sterol 3

-3.5



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

I
0 1

delta(C29 Sterol 3)



B184:240
B184:120 I |
B184:45 |
[ [ [ [ [ |
-9.5 -9.0 -8.5 -8.0 -7.5

C30 Sterol

-7.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

o

aill

-15 -1.0

-0.5

I
0.0 0.5

delta(C30 Sterol)



B184:240

B184:120

B184:45

I
-6

C30"5 Sterol



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

I
0 1

delta(C30"5 Sterol)



B184:240

B184:120

B184:45

I I
-7 -6

Open Hexose 1



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

delta(Open Hexose 1)



B184:240

B184:120

B184:45

I I I
-7 -6 -5

Closed Hexose 1



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

I I
-2 -1

delta(Closed Hexose 1)

0




B184:240

B184:120

B184:45

-10

I I
-6 -4

Closed Hexose 2



B184:240 - B184:120

B184:240 — B184:45 __'_
B184:120 - B184:45 |
[ I I I
-8 -6 -4 -2 0

delta(Closed Hexose 2)



B184:240
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B184:120
B184:45
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Open Hexose 2



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

0

delta(Open Hexose 2)



B184:240

B184:120

B184:45

[

I I
-4 -3

Open Hexose 3



B184:240 — B184{{1{20

B184:240 — B184:45

B184:120 - B184:45

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

delta(Open Hexose 3)



B184:240

B184:120

B184:45

I I
-5 -4

Closed Hexose 3



B184:240 - B184:120 I

B184:240 — B184:45

B184:120 - B184:45

-4 -3 -2 -1 0

delta(Closed Hexose 3)



B184:240

B184:120

B184:45

I I
-5 -4

Closed Hexose 4



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

I I
-2 -1

delta(Closed Hexose 4)

0




B184:240

B184:120

B184:45

I T T T T T T
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Hexose 1



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45
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-3 -2 -1 0 1

delta(Hexose 1)



B184:240

B184:120

B184:45

Closed Hexose 5



B184:240 - B184:120
B184:240 — B184:45
B184:120 - B184:45
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delta(Closed Hexose 5)



B184:240

B184:120

B184:45
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Open Pentose 1



B184:240 — B184:120
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|
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delta(Open Pentose 1)



B184:240
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B184:45
[ [ [ [ [ [ |
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Open Pentose 2



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

delta(Open Pentose 2)

w -



B184:240

B184:120 I

B184:45
[ [ [ [ [ |
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Closed Pentose 1



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

[ I I I
-4 -3 -2 -1 0

delta(Closed Pentose 1)



B184:240

B184:120

B184:45

I
-6

Closed Pentose 2



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

[ I I I
-4 -3 -2 -1 0

delta(Closed Pentose 2)



B184:240

B184:120

B184:45

-10

I
-6

Pentose 1



B184:240 - B184:120

B184:240 — B184:45

el

ol

B184:120 - B184:45

0

delta(Pentose 1)
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B184:45

Open Pentose 3



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

delta(Open Pentose 3)




B184:240

B184:120
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[ I I I I I I ]
-8.5 -8.0 -75 -7.0 -6.5 -6.0 -5.5

Sugar 1
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B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

-2 -1 0

delta(Sugar 1)



B184:240

B184:120

B184:45

-10



B184:240 - B184:120
B184:240 — B184:45 il
B184:120 - B184:45

[ I I
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delta(Sugar 3)



B184:240

B184:120

B184:45
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Sugar 4



B184:240 - B184:120

B184:240 — B184:45
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|

B184:120 - B184:45
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0

delta(Sugar 4)
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Sugar 5
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B184:120 - B184:45
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delta(Sugar 5)
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Sugar 6
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0

delta(Sugar 6)
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Sugar 7
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B184:120 - B184:45
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delta(Sugar 7)
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Sugar 8
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0

delta(Sugar 8)
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Sugar 9
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Sugar 11
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0

delta(Sugar 11)
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Sugar 12
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delta(Sugar 12)
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delta(Sugar 14)
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Sugar 16
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Sugar 18

-5.0

-4.5

-4.0



B184:240 - B184:120

B184:240 — B184:45

B184:120 - B184:45

I
-1

delta(Sugar 18)
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