Supplementary Table S2. The product ion spectra of
metabolites in the Table 1.

Putative name |[NAME: 7-oehydropragnencione

Spectrum | Detected Mass 315.2365
Mumber

Adduct 1051 113102

Formula

Metlin: x
Acc # HMDB:HMDE13121
KEGG:x

Interpretation

+TH- CH4-H,0 =135

7-Dehydropregnenolone

+2H-H,0 = 255
“H-H,0=171

+5H = 109

+H =153
HO +H =315
+H-H,0 = 297
Product ion spectrum
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Spectrum

2 Detected Mass 318.1915
Mumber
Adduct | e H24N502
Formula

Putative name NAME: p-coumaroylagmatine

Metlin: 66195
Acc# HMDB:x
KEGG:C04498
Interpretation
+5H =175
HO +5H-H,0 = 157

2H+H,0=139 ©

. +H+ACN =318
p-Coumaroylagmatine +H-H,0 = 259
Product ion spectrum
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Spectrum
Mumber

Detected Mass 185.1286

Adduct
Formula

CaH17N202

Putative name

MNAME: 1-Aminocyclohexanecarboxylic acld

Metlin: 6589

Acc# HMDB:HMDBO2279
KEGG:x
Interpretation
COOH
MH,
I-Aminocycloheranecarboxylic acid
+H+ACM =185
TH+ACN-HL O = 167
+2H =145
NH; = 126
-HA = 123
Product ion spectrum
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Spectrum
MNumber

4 Detected Mass

207.1107

Adduct
Formula

COH1EN2MNaOD2

Putative name INAME: 1-aminocyclohaxanecarbawylic zcld

Metlin: 5589
Acc # HMDB:HMDB02279
KEGG:x
Interpretation
COCH
MH;

l-Aminocyclohexanecarboxylic acid

+MatACMN =207

Nt ACN-H,0 = 189
“MatAUN-MN Hy=5H =193

+NH, =161
+5H-NH, = 131

Product ion spectrum

Imem. NEE2[200. 7], 10.7mn wEns
%]
o 1810
&
i
41 1851
1308 2.7
R l N
u T T




Spectrum
Number

5 Detected Mass 344.2436

Adduct FormulaC18 H34NO5

Putative name MNAME: z 3-dinor-11b-PGF2a

Metlin: 36202
Acc # HMDEB:x
KEGG:C14794

Interpretation
+H =157
2H =225 = 267
-4H -H_;_D = 205 COOH 2,3-dlnnr—l 1b-PGF2a

/

HO
+5H = 105 OH +NH, = 344
+5H = 119 :EI{-‘E?EDDH = 108
+2ZHAH, O = 147
+IHA2HL0 = 165
Product ion spectrum
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Spectrum | Detected Mass 441.2987
Number

Adduct | 42 Na 04

Formula

MAME: 2a8)-10,24-dibydroxy-22-oxacholecalciferol

Putative name
(| 245)-1a, 24-dihydroxy-22-oxacholecalciferol

Metlin: 41995
41998
Acc #
HMDB:x
KEGG:x
Interpretation
+SH-CH, = 305
=315
+2H =289
+6H-CH,y =237 \’ aH
Ja\/l.‘
| -2H =3T3
“H =259
| “Ha —441
(ZAR - Lo, 24-dilyydrocy-22-omavitamin D3
(24} 12 24-dihydroxy-2 2-oxacholecalei ferol
HO Ok
Product ion spectrum
Inleng +MEE A1 1) 2 0min @163
(i1
o 4 ey
B
B
.{g_
4 el aram
204
{ 267 . 351
l 1 I 3
Q

6 0 i 00 15 a0 m 400 428 iz




Spectrum

7 Detected Mass 3341135
Number
Adduct | H17N5Na 05
Formula

Putative name

NAME: M2, N2-Dimethylguanosine

Metlin: 7086
Acc # HMDB:HMDBO04824
KEGG:x
Interpretation
+H +MNa =202
/ oH
N HO aH
):N M2 M2-DimethylFusnosine
H'}%\ o
M
H =266 4 NF’J FNa =334

Product ion spectrum
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Spectrum | Detected Mass 187.0225
Mumber
Adduct | ANANaO2
Formula
Putative name INAME: wmazine
Metlin: 44770
Acc # HMDB:x
KEGG:x
Interpretation
+2H+Na= 103
O
P
HM | M‘“*
}\ f,,f"
0 N7 N
H
. +Na= 187
Lumazine +3H = 167
+3H-CH,0 = 137
+3H-CH,0-NH, = 120
Product ion spectrum
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Spectrum

9 Detected Mass 679.4108
MNumber
Adduct | o ssN606
Formula

Putative name INAME: r-urobilinogen

Metlin: »
Acc # HMDB:HMDEB0O4157
KEGG:x

Interpretation

HM

L:Urabilinogen

+H+ZACN = 672

M e H-HCOOH-AH = 547
e L L sl-r.r-m; = 503
+3H-H,0 =280

/10 T N
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-CHCO0H < 337

Product ion spectrum
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Spectrum

10 Detected Mass 459.3336
Number

Adduct Formula [C29H 47025

MAME: 10,25 dihydromy-24a-home-26,27-dimethyl-22-thiavitamin 03
Putative name 1o, 25-dibydrosy-24a-homo-26,27-dimethyl-22-thlacholecal ciferol

1o, 25-dihydrosy-26, 2 7-dimet hyl-24a-hormo-22-thia-20-epivitamin D3

1a, 25-dihydroxy-26, 2 7-dimet hyl-24a-hormo-22-thia-20-epichalecalclf

Metlin: 42352

42353
42354
Acc # 42355
HMDB:x
KEGG:x
Interpretation
A0 67 +2H+H,0 =367
3, Y
LH
QH
| | +H-H,0 = 459
-CHOH = 427
_".;]:"H']:ﬁﬂ py -CHOH-H0 = 409

-CH,OH-H,0 = 4110

HO OH HO OH

(52, TEM 15,3R)-26,27-dimethyl-24a-homo-9, 10-seco-22-thia-5. 7, L 1 9-chol estatriene- 1,3, 2 5-4ral
(5€,TEH 18,31 )-24a, 24k 2Me-arhomo-9, 1 0-seco-22-thia-5, 7, 1 1 9-cholestatrene-1,3 25-1ri0]

Product ion spectrum
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Spectrum | 4, Detected Mass 227.0599
Number
Adduct
! C7H12N2NaO5
Formula
Putative name INAME: ala asp
Metlin: 23507
Acc# HMDB:x
KEGG:x
Interpretation
+Ma-H =182
+4H-HCOOH = 118 Ala Asp
— +5H =106
N
e
HzN \I/ ECUDH
+MNa =227
o COOH  Na+H,0-HCOOH =199
4H = 91 +3H-CH, =191
Product ion spectrum
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