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Crotonic.acid

1le+07 -
[ ]
5e+06 -
Oe+00 -
]
1e+07 ' )
°
[ ]
[ ]
5e+06 - [ ]
0e+00-
1le+07 - ;
5e+06 -
[ ]
0e+00 - ?
Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Abundance

cyclo.Dopa.5.0.glucoside

1.5e+07 -

1.0e+07 -

5.0e+06 -

0.0e+00 -

1.5e+07 -

1.0e+07 -

5.0e+06 -

0.0e+00 -

1.5e+07 -

1.0e+07 -

5.0e+06 -

0.0e+00 -

Cadenza

AM

Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

5e+07 -

4e+07 -

3e+07 -

2e+07 -

le+07 -

0e+00 -
5e+07 -

4e+07 -

3e+07 -

2e+07 -

1le+07 -

0e+00 -
5e+07 -

4e+07 -

3e+07 -

2e+07 -

le+07 -

0e+00 -

D

Quinic.acid

AM

Cadenza

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Dhurrin.or.isomer.1

PM

AM

16 -

15thFeb

15-
14 -
13-

16 -

1
Lo
—

21
27

o
S BB
T
28thFeb
o« o
[ ] ® 00
( X I N N}
[ ] @ o oo
< ™
— —

aouepuUNgY

16 -

15-

7thMar

00000 -

o @0 e 0 o -
[ [
< ™
i i

Paragon

Cadenza

Paragon

Cadenza

Line



Abundance

16 -

15-

14 -

13-

16 -

15-

14~

13-

16 -

15-

14-

13-

Dhurrin.or.isomer.2

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

DIBOA.glucoside.l

1500 -

1000 -

500 -

1500 -

1000 -

500 -

1500 -

1000 -

500 -

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

4e+06 -

2e+06 -

0e+00 -

4e+06 -

2e+06 -

0e+00 -

4e+06 -

2e+06 -

0e+00 -

DIBOA.glucoside.ll

Cadenza

AM

Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

5000 -

4000 -

3000 -

2000~

1000 -

5000 -

4000 -

3000 -

2000~

1000 -

5000 -

4000 -

3000 -

2000 -

1000 -

DIMBOA.glucoside.putative

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

5000 -

4000 -

3000 -

2000 -

5000 -

4000 -

3000 -

2000 -

5000 -

4000 -

3000 -

2000~

Disaccharide

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp



Abundance

Ferulic.acid

[ ]
[ ]
[ ]
1000 - )
[ ]
500 -
0 -
1000 - !
500 -
O -
1000 - o
s
]
[ ]
[ ]
500 -
0 = 1
Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Abundance

Ferulic.acid.glucoside.isomer.1

AM
3000 -

2000~

1000 -

O -
3000 -

2000~

1000 -

3000 -

2000 -

1000 -

1 1
Cadenza Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

6000 -

4000 -

2000 -

6000 -

4000 -

2000 -

6000 -

4000 -

2000~

Ferulic.acid.glucoside.isomer.2

AM

[ ]

8

[ ]

°

[
:
[ ]

°

H

[

H

°

8

[

°

[ ]
s

Cadzanza Pare'lgon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

1.0e+07 -

7.5e+06 -

5.0e+06 -

2.5e+06 -

0.0e+00-
1.0e+07 -

7.5e+06 -

5.0e+06 -

2.5e+06 -

0.0e+00 -
1.0e+07 -

7.5e+06 -

5.0e+06 -

2.5e+06 -

0.0e+00 -

Ferulic.acid.glucoside.isomer.4

AM

[ 4

. :

s s

7 °
°
L

* °
[

- s
°

[
[

8

4 o

° [

H o
[ ]
s
°

Cadenza Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

17-

16 -

15-

14-

17-

16 -

15-

14 -

17-

16 -

15-

14 -

Feruloylcoumaroylglycerol

AM

¥ s
° °
° [
(]
(]

°
[ ] [ ]
e

v
° °
(]
[ ]

[ ]
1 0
e

[
° o
°
[
°

Cadenza Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

16.5-

16.0-

155-

15.0-

145~

14.0-

135~
16.5-

16.0-

155-

15.0-

14.5-

14.0-

13.5-
16.5-

16.0-

15.5-

15.0-

145~

14.0-

13.5-

Feruloylcoumaroylglycerol.isomer

AM
°
8
: i
°
8
[ Jd
[ ]
(]
o °
°
°
[ ]
:
' 8
g .
Cadenza Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

feruloyl.D.quinic.acid

16 -

15-

14 -

16 -

15-

14~

16 -

15-

14 -

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

Ticetin.trimethyl.ether

AM
14 -
13-
12 -
[ ]
°
11-
14 -
()
°
13-
°
12 -
[ ]
11-
14 - +
[ ]
-
13- °
$
12 -
11-
Cadenza

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

1500 -

1000 -

500 -

1500 -

1000 -

500 -

1500 -

1000 -

500 -

Flavonoid.diglycoside

AM
8
°
[
o
°
e
e
[ ]
s
[ ]
8
8
Cadenza Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

FlavonoidGlycoside.Derivative.l

AM

14 -
12-

10-

14~
12-

10-

14 -
12 -

10-

g "

Cadenza Paragon

Line

0
Cadenza

PM

Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

16 -

15-

14 -

13-

16 -

15-

14-

13-

16 -

15-

14~

13-

FlavonoidGlycoside.Derivative.2

Cadenza

AM

Paragon

Line

Cadenza

PM

Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

15-

14~

13-

12-

11-
15-

14-

13-

12 -

11-
15-

14 -

13-

12 -

11-

FlavonoidGlycoside.Derivative.3

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

16 -

14 -

12 -

10-

16 -

14~

12 -

10-

16 -

14 -

12 -

10-

FlavonoidGlycoside.Derivative.4

Cadenza

AM

Paragon

Line

Cadenza

PM

Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

Guanosine.or.isomer.4

AM
[ ]
17.5- i !
15.0-
12.5-
10.0-
0
17.5- '
e
[
°
15.0-
12.5-
[ ]
10.0- 4
17.5- ' !
°
15.0- ¢
[ ]
12.5-
°
10.0-
Cadenza Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

1.2e+07 -

1.0e+07 -

8.0e+06 -

1.2e+07 -

1.0e+07 -

8.0e+06 -

1.2e+07 -

1.0e+07 -

8.0e+06 -

Like.methyl..3R.5R..5.hydroxy....D.glucopyranosyloxy..hexanoate

Cadenza

AM

Paragon

Line

Cadenza

PM

Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

Luteolin.C.hexoside

AM
19- '
°
s
18- '
o
17-
[ ]
16 -
19- °
8
e
18- :
[ ]
17- r
16 -
19-
0
8
[ ]
18- T +
s
17- .
c
16 -
Cadenza Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Luteolin.C.hexoside.C.Pentoside.2

PM

AM

16 -

15thFeb

14~

12 -

10-

16 -

Temp
21
27

28thFeb

<
—

N
—

aouepuUNgY

10-

16 -

7thMar

14-
12-

Cadenza

10-

Cadenza

Paragon

Paragon

Line



Abundance

18-

16 -

14 -

12 -

10-

18-

16 -

14 -

12 -

10-

18-

16 -

14~

12-

10-

Luteolin.6.C.hexoside.O.hexoside

AM

°
. ¢
$

[ ]

°
o B
|
[ ]

°
g .
[ ] [

[ ]

Cadzanza Para'{gon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

17.5-

15.0-

125~

10.0-

17.5-

15.0-

12.5-

10.0-

175~

15.0-

12.5-

10.0-

Malic.acid.or.isomer.1

AM

s
° @
(]
[ ]

[ ]
°
l :
[ ]

[ ]

[ ]
] °
°

(]

[ ]

°
[ ]

°
[ ]
1 1

Cadenza Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Malic.acid.or.isomer.2

PM

AM

18.5-

15thFeb

18.0-
17.5-

18.5-

Temp
21
27

28thFeb

1
©
[ce}

17.5-

—

aouepuUNgY

18.5-

7thMar

18.0-
17.5-

Cadenza

Cadenza

Paragon

Paragon

Line



Phenylpropanoid.glycoside

PM

AM

15thFeb

15.0-
145~
14.0-

13.5-

15.0-

Temp
21
27

28thFeb

1
L
<

14.0-

—

aouepuUNgY

13.5-

15.0-

7thMar
° oo -
® o0 o -
° e o -
o ®» -
1 1 1
[T} o T}
< < ™
— — —

Paragon

Cadenza

Paragon

Cadenza

Line



Abundance

18-

16 -

14 -

12 -

10-

18-

16 -

14 -

12 -

10-

18-

16 -

14 -

12 -

10-

Propane.1.2.diol.diglucoside.isomer.1

Cadenza

AM

Paragon

Line

Cadenza

PM

Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

16 -

14~

12 -

10-

16 -

14 -

12-

10-

16 -

14 -

12 -

10-

Propane.1.2.diol.diglucoside.isomer.2

AM

Cadenza Paragon
Line

Cadenza

PM

Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

18-

16 -

14 -

12 -

18-

16 -

14~

12 -

18-

16 -

14 -

12-

Propane.1.2.diol.glucoside.isomer

AM
() 8
° [ ]
t $
[
[ ]
[
t i
[ ]
' [
4
[
[ ]
[ ]
Cadenza Paragon

Line

Cadenza

PM

Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

14 -

13-

12 -

11-

10-

14-

13-

12 -

11-

10-

14 -

13-

12 -

11-

10-

Propanediol.glycoside.derivative

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Luteolin.6.C.Glucoside

PM

AM

15thFeb

16 -

15-
14 -

13-

16 -

Temp
21
27

28thFeb

L0 <
— —

aouepuUNgY

13-

16 -

7thMar

15-
14 -

Cadenza

13-

Paragon

Cadenza

Paragon

Line



Abundance

Rhoifolin

4e+07 -

3e+07 -

2e+07 -

le+07 -

4e+07 -

3e+07 -

2e+07 -

le+07 -

4e+07 -

3e+07 -

2e+07 -

1le+07 -

Cadenza

AM

1
Paragon

Line

Cadenza

PM

Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Luteolin.6.C.hexoside.O.hexoside..2.

PM

AM

15thFeb

16 -

15-

14 -

Temp
21
27

28thFeb

1 1
© Lo
— —

aouepuUNgY

14 -

16 -

7thMar

15-

14 -

Cadenza

Paragon

Cadenza

Paragon

Line



Abundance

Sulfate.analogue.of.C13H2003

4e+07 -

3e+07 -

2e+07 -

le+07 -

0e+00 -

4e+07 -

3e+07 -

2e+07 -

le+07 -

0e+00 -

4e+07 -

3e+07 -

2e+07 -

le+07 -

0e+00 -

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

syringic.acid.4.0.arabino.hex.fur.1

16 -

14 -

12 -

10-

16 -

14 -

12 -

10-

16 -

14~

12 -

10-

AM

Cadenza Paragon Cadenza
Line

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

syringic.acid.4.0.arabino.hex.fur.2

AM
]
14.5- ]
[
8
14.0-
13.5- :
[ ]
13.0- ’
12.5-
14.5-
[ ]
14.0- : °
s
13.5- s [
[
. °
13.0- s
°
12.5-
145~
14.0-
[ ]
13.5- $ s
§ .
13.0-
H
12.5-
Cadenza Paragon

Line

Cadenza

PM

Paragon

ged4yist

geduige

TeNYIL

Temp



Abundance

Tartaric.acid

16 - !

14~
12-

10-

16 -
14 -
12 -

10-

16 -
14 - l
12 -

10-
Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Abundance

Tricin.analogue

AM
15000000 -
12500000 -
10000000 -
[ ]
7500000 - ¢
[ ]
5000000 - PY
15000000 -
12500000 -
[ ]
H
10000000 - °
0
7500000 -
[ ]
5000000 -
15000000 -
12500000 -
10000000 - !
$
7500000 -
5000000 -
Cadenza

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp



Abundance

Tricin.or.Isomer.2

7e+06 -

6e+06 -

5e+06 -

4e+06 -

7e+06 -

6e+06 -

5e+06 -

4e+06 -

7e+06 -

6e+06 -

5e+06 -

4e+06 -

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TeNYIL

Temp
o 21
o 27



Abundance

Tryptophan.1

15-

14 -

13-

12 -

11-

15-

14 -

13-

12 -

11-

15-

14 -

13-

12-

11-

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Abundance

16 -

14 -

12 -

10-

16 -

14 -

12 -

10-

16 -

14 -

12 -

10-

Unknown.13

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Abundance

8e+06 -

6e+06 -

4e+06 -

2e+06 -

0e+00 -
8e+06 -

6e+06 -

4e+06 -

2e+06 -

0e+00 -
8e+06 -

6e+06 -

4e+06 -

2e+06 -

0e+00 -

Unknown.15

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Unknown.16

PM

AM

15thFeb
oM evove
o G [ )
ome o
(1 _J o» e
© 10 <
— — —

13-

12-

1
©
—

Temp
21
27

28thFeb

1
Lo
—

1 1
< ™
i i

aouepuUNgY

1
N
—

16 -

15-

7thMar

14~
13-

12 -

Cadenza

Paragon

Cadenza

Paragon

Line



Abundance

4e+07 -

3e+07 -

2e+07 -

le+07 -

4e+07 -

3e+07 -

2e+07 -

1le+07 -

4e+07 -

3e+07 -

2e+07 -

le+07 -

Unknown.18

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Abundance

16 -

15-

14-

13-

12 -

16 -

15-

14 -

13-

12 -

16 -

15-

14~

13-

12-

Unknown.19

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Unknown.21

PM

AM

16.0-

15thFeb

woeo e ©

® e ® e
) ) )
0 o 0
o} o} <
i i i

Temp
21
27

28thFeb

16.0-

1
L
Lo

15.0-

—

aouepuUNgY

145~

7thMar
o0 o® o
e oe
e oo o
owe ®
1 1
Q 0
© [Te}
— —

15.0-

145~

Cadenza

Cadenza

Paragon

Paragon

Line



Unknown.22

PM

AM

21
27

o
S BB
T
15thFeb 28thFeb 7thMar

c
o
e o o o8 o o0 OO e ®e00 0 ° -W
&
©
g
® @ o o0 o » e o0 oo -9
S
O
c
o
crec eoemo o0 o eoe o-@
&
©
g
o0 e o0 Lo o e ewo o -8
S
O

1 1 1 1 1 1 1 1 1

© L0 < [{e) Ln < © 19} <

— — — — — — — — —

aouepuUNgY

Line



Abundance

16 -

15-

14~

13-

16 -

15-

14 -

13-

16 -

15-

14 -

13-

Unknown.23

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Unknown.24

PM

AM

16.5-

15thFeb

16.0-
155~

15.0-

145~

16.5-

1
<
(]
—

Temp
21
27

28thFeb

1 1
w9
Ln L0
— —

aduepunqy

14.5-

16.5-

16.0-

7thMar

155~

15.0-

145~

Cadenza

Paragon

Cadenza

Paragon

Line



Abundance

1.0e+07 -

7.5e+06 -

5.0e+06 -

2.5e+06 -

0.0e+00 -
1.0e+07 -

7.5e+06 -

5.0e+06 -

2.5e+06 -

0.0e+00 -
1.0e+07 -

7.5e+06 -

5.0e+06 -

2.5e+06 -

0.0e+00 -

Unknown.26

Cadenza

AM

1
Paragon

Line

Cadenza

PM

1
Paragon

ged4yist

geduige

TelNyIL

Temp
o 21
o 27



Abundance

2.0e+07 -

1.5e+07 -

1.0e+07 -

5.0e+06 -

2.0e+07 -

1.5e+07 -

1.0e+07 -

5.0e+06 -

2.0e+07 -

1.5e+07 -

1.0e+07 -

5.0e+06 -

Unknown.28

Cadenza

AM

1
Paragon
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