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Spectrum fiom 20191 202:U-Y Lwiff (sample 1) - 2019-1202-U-Y 1, Experiment 8, -TOF MS*2 (50 - 1050) from 16.152 min
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pectrum from 20191 202,U-Y Lwiff (ssmple 1) - 2019-1202-U-Y 1, Experiment 2, -TOF MS“2 (50 - 1050) from 10.060 min
Precorsor: 1770 Da CF=.35

M23 177.0181 HO o lm HO T e T lew
90%; 1 ~CoHyO, C3H;0
HsOs | 2t
s HO'
s % OH O ol
z 6% miz 177.0181 ¢ miz 133.0299 miz 91.0192
= M23 e
= 5% £
£ am o. )
i 30% 133.0299 S
20% 67.0212 910192 109.0316 121.0337 135.0072
OH
0 | ] | e 135072
- 1 I 11 o [ 1
60 70 80 9 100 10 R ) M0 150 160 170 180 1%
Spectrum from U-Y Lwiff (sample 1) - 2019-1202-U-Y 1, Experiment 3, -TOF MS*2 (50 - 1050) from 8.399 min
Precursor: 161 L
119.0508
= -
g 0 e " .
F -H -H
z "“pn__-C0; \T( ) oM, e
T s = =
£ HO' HO' HO
[ miz 163.0399 miz 119.0508 miz 93,0353
= 30%
5 g M24
20%
503 117.0353
1% 91.0569 L : 163.0399
o X, 1, L
60 70 80 90 100 110 Mﬂ&&harg!sﬁn 140 150 160 170 180 190
Spectrum from 2019-1202-U-Y L.wiff (sample 1) - 2019-1202-U-Y 1, Experiment 3, -TOF M§*2 (50 - 1050) from 5.723 min
BRecursor: 2430 Da €
M25 119.0506
90%
- 80%
5 o o
5 % o i o i B
= S y
i on 505 OH €0, <l
& . . - L
*; 50%
z HOS0 HO'
0 a0m E HO'
§ 163.0401 m/z 242.9967 m/z 163.0401 miz 119.0506
:
£ M25
&
242.9967
1
60 30 100 120 130 g J8arge, DI 200 20 240 260
Spectrum from 2019-1202-U-Y Lwiff (sample 1) - 2019-1202-U-Y1, Experiment 5, -TOF MS#2 (50 - 1050) from 8931 min
Precursar: 165.1 Da €l S
M26 106.0427 119.9498
90%
50%
s %
&
= 0%
T 0%
z 40%
g - - -
E g 103.0554 147.0449 OH |(H) oH 0 | o em
=
20% aD <0, OH S on
117.0354
i 72 vlssq 910549 1010407 l
oM L s T | miz 121.0658 o, miz 165.0547 nifz 147.0449
60 70 80 90 100 Mauf&ﬁrge, D;ZU 130 140 150 160 M26/M27
Em&rg{wfﬁ? \Z‘HHDE!%EZ'%"YI wiff (sample 1) - 2019-1202-U-Y 1, Experiment 4, -TOF MS#2 (50 - 1050) from 10.280 min —li -C;H;0, -COy
OH |1y 3
121.0636 OH |-H
9| M27 X _l( )
80%
g % mis 1190498 miz 1030554
£ s = /e 106.0427
S am 106,0439
£ 40%
E
= 30%
W% 119.0489
147.0451
10% 105.7133 121.0891 I
T 11 | ST 1
6 70 9% 10 Maskiharge! B 10 150 160 170 id0 10
Spectrum from 2010-1202:4/-Y Lwiff (sample 1) - 2019-1202-U-Y1, Experiment 3, TOF MS°2 (0 - 1050) from 6.963 min
recursar: 243.0 Da C|
121.0663 bt P
| M28 — o ew o em ;
0% oH __-50; o -0, e
g 0%
g HO;80 HO HO
= 6% 1190502 mz 2450125 miz 165.0557 miz 1210663
= 50% M28
£ 245.0125 -CH,0.
£ 4% 252 ~
E s e - em
= 106.0423 S
20%
10% 164.5360 HO HEy
\ s f“ miz 19,0502 miz 106.0423
0o L . .
60 80 100 120 140 Mas@;d{ﬁq'ge Da 180 200 220 240 260

Supplementary Figure 1-5



om 2019

ectrum )
rsor: 341.1 Da Cl

VEwif (sample 1) - 2019-1202-U-Y1, Experiment 4, ~TOF M8"2 (50 - 1050) from 4.135 min

5

wes| M29 1650549 ¥
. -
% 1210655 e
s %
2 113.0233 3410931 Q j‘ H) I _“ M o miz 121.0655
3 o G0, /
z s 99.0097
z 850338 -
R miz 341.0931 miz 165.0549 \—l‘ t
# 1290153 21701 2951125 3230691 .
L 25 323 #: possible binding site itz 1190496

60 80 100 120 140 160 IHUM.MMgé% 240 260 280 300 320 340

Spectrum fr m ;0! EJ}ZgZiEJ'YI wiff (sample 1) - 2019-1202-U-Y 1, Experiment 3, -TOF MS*2 (50 - 1050) from 2.663 min

Precursor: 1811 Da

135.0442 &
sl M30 g T
-Hy0
_ a0% 134.0373 OH 20
g 0% HO o HO
b4 60% 119.0506 miz 181.0498 miz 1630396
% Tk M30 ﬁ’?q,
g 40% l—c‘H_‘Oz
S 3% il

20% 72.9947

79.0569
A b il ¢ | nl

0%’ m/z 134.0373 m/z 135.0442

60 080 S0 100 10 028, J30p, 140 150 160 170 150 190

Spectrum from 2010-1202-U-Y Lwiff (sample 1) - 2019-1202-U-Y1, Experiment 3, -TOF MS*2 (0 - 1050) from 6.307 min
Precursor: 2730 Da (o

T( H)

_ o @/\

miz 119.0506

7 S
107.0518 117.0364 181.0498 m
10% J 93.0351 | 132.0218 || 133.0207 | o 0 HO OH

e

m/z 178.0274

lrcoz

m/z 34,0380

134.0380 -

9ol M31 o e “em .
_am H,CO. Non 50, ”]LOD/\)J\ _on :@(\/n\
:,,‘. 0%
< 60% HO,80 HO'
- B 1780274 iz 273.0076 m/z 193.0508
> 3
z 193.0508 M31 l{ou
g 40% 2
£
; 30%
E it 149.0610 lh(oD/\ H) o

133.0296
m%‘ 96,9604 L 273.0076
[ 4
60 80 100130 10 e dfo pa00 220 240 260 280 300 490610

;pcmum from 21 I9 Iéﬂ}&)r\’l wiff (sample 1) - 2019-1202-U-Y |, Experiment 7, -TOF MS*2 (50 - 1050) from 2.511 min
recursar: 3691 Da CF=

193.0502 HO._O [
e
(OH
_ i o {,,on,_ D/-\,U\
B !
3 y H,CO. o
5 &M mz 193.0502
r 113.0240 HO iz 369.0830 l_mz
£ M32
E
g H;COD/\ m
192.4570 369,0830
/2 149.0601
100 150 Zma“’.cmwge DaZSlJ 300 350 "
gr:‘ﬁi:‘u:: [g%rél IZ?)IQ(']FZ'UZ U-Y Lwiff (sample 1) - 2019-1202-U-Y 1, Experiment 2, -TOF MS"2 (50 - 1050) from 3.757 min _‘( H)
1340372 193.0499 H;CO. e
90%
so] M33 1780263 _C0, :©/\)J\
g m
T iz 1930499
2 .
= 50% H 1—::0z
-] 40% OH ©
2 149.0598 miz 369.0527 H;C0 & H)
s 0% 113.0239 M33 N
20% 85.0309
% !9 0178 189.009% o 369.0827
e il | L. A il PO L L miz 149.0598
101 150 msxﬂchal‘ge Da 250 300 350

§pectrum from 20191202, U-Y Lwiff (sample 1) - 2019-1202-U-Y 1, Experiment 6, -TOF MS"2 (50 - 1050) from 1.864 min
Precursar 327 1 D Oﬂ( ) DH_I( H)

107.ps07 :
| M34 . Y eme., D/\f

g 7w 85.0292 2830805 Ho., IS0
s 117.0188  151.0392 HO' t H)
e 50% 87.0131
Z 327.0751 H /©/
g A se0167 1510558 m/z 327.0751
;Z 30% 175.0241 M34
I [ T T oH ©
100 150 V8 Charge, Do 250 300 350 m/z 283.0805

Supplementary Figure 1-6

e
D.:@NL
m/z 178.0263
l.m,

ot

m/z 134.0370

O‘IDA)L
HO'
mi/z 1780263
Irco2

—I: H)
Jo

miz 1340372

&

e

0H_|( 1)

m/z 151.0392



Spectrum from 2019-] 20:
PBrecursar: 137.0 Da

% Intensity (of 685.0)

U-Y Lwiff (sample 1) - 2019-1202-U-Y 1, Experiment 3, -TOF MS“2 (50

93.0354

65.0430

- 1050) from 11.613 min

137.0228

HO'

m/z 137.0228

[} . . =
e “em em
-CO

R /@
_—
HO'

m/z 93.0354

m/z 65.0430

M35

019
Da

M36

Spectrum lmr%\

2
Precirsar: 217.0

9% Intensity (of 3725.0)

60

70 80 90 120

Mdchnarge, B

93.0355
137.0242

96,9606

130 140

1 202:U-Y Lwiff (sample 1) - 2019-1202-U-Y1, Experiment 4, -TOF MS"2 (50 - 1050) from 2.933 min

2169792

150

2 e

OH

HOS0
m/z 2169792
M36

Spectrum fon
recursor: 247 4

M37

90%

% Intensity (0f 6717.0)

1520113

167.0348

108.0218
123.0450

96.9612
i L

Z019-1 202,0-Y Lwiff (sample 1) - 2019-1202-U-Y 1, Experiment 5, -TOF MS"2 (50 - 1050) froim 3.305 min
5 CF=

H,CO.

" il L L
60 70 80 90 100 110 120 130 Iaﬂ?»sfdéggclﬂ 170 180 190 200 210 220 230 240

9 em

OH -S03

HO,50

246.9909
1

m/z 2469909
M37

pectrum
Fecursnr

B 0

M38

% Tntensity (of 2141.0)

65.0431
1

80 100 120 140 200

MES/Charddiba

93.0359

150.0555

121.0299
L

220

260

{‘ZQ‘I;?‘;!&EVZ.;EIVV\.MWGEMNE 1) - 2019-1202-U-Y 1, Experiment 3, -TOF M§*2 (50 - 1050) from 8.622 min

194.0448
L

280

miz 194.0448
M38

60

P o
90%
80%
T0%
60%
50%
40%
30%

% Intensity (of 2502.0)

20%
10%
0%

560177

L
70080 90 100 110 120 0. 4d0 [P 160 170

77.0414

134.0611

178.0500

132,048

L

Y Lwiff (sample 1) - 2019-1202-U-Y 1, Experiment 4, -TOF MS"2 (50 -

190 200

1050) from 5.744 min

210 220

N7 cooH
H

m/z 178.0500
M39

Spectrum from
Precirsar: 553

90%
80%
0%
60%
50%

% Intensity (af 316.0)

100

80 100 120 200

\
1490 Massitffrge, Da! 30

553.0806

391.0451

433.0554
459.0352

159.0421 347.0571

300 600

40 ass/ChargtBa

220 240

700

260

Liver-I-Y1wiff (sample 1) - 2019-1202-Liver-1-¥ 1, Experiment 5, “TOF MS"2 (50 - 1050) from 15.285 min

mz 583,0806
M)

Supplementary Figure 1-7

H,CO.

e

(-H:
OH  -CO, /@j( )
HO

mi/z 93,0355

80,

HO
mz 137.0242

9

OH

OH

HO
i 167.0348
€0,

miz 1520113
-Co,

HCO A [ on, d:dl;m

HO
m/z 123.0450 m/z 108.0218

o em
7
N _cHNO

ok
H
HO'

m/z 150.0555 m/z 93.0359

o

" em

-CO,

" e

-
N~ _catno

e

e

m/z 134.0611 miz 77.0414

L, _

9 -H)
”
W

%
mrz 132,048
OH

" em

HO'

miz 3470571

miz 3910451



Speetrum from 20191202 Liver-1-Y Lwiff (sample 1) - 2019-1202-Liver-I-Y1, Experiment §, -TOF MS"2 (50 - 1050) from 16.258 min
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