Supplementary Material

PART I: MS/MS spectra of standards and identified potential markers

There were ten of the putative markers were confirmed with available reference
standards by matching their retention time and accurate mass measurement. The
MS/MS spectra of each standard and corresponding identified potential marker are

shown in Figure 1-10.
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Figure S1. The MS/MS spectra of standard 5-Hete (A) and identified potential marker (B)
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Figure S2. The MS/MS spectra of standard 16(r)-Hete (A) and

identified potential marker (B)
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Figure S3. The MS/MS spectra of standard 21-Deoxy-Cortisol (A) and

identified potential marker (B)
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Figure S4. The MS/MS spectra of standard 30, 21-dihydroxy-5p-pregnane-11, 20-dione (A)
and identified potential marker (B)
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Figure S5. The MS/MS spectra of standard 19(s)-hete (A) and

Identified potential marker (B)
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Figure S6. The MS/MS spectra of standard Deoxycorticosterone (A) and

identified potential marker (B)



A 47.2220 MS/MS Spectrum of Reference Standard

1004
Cortexolone (Rt: 12.81 min)
E?D‘-_
106.8133
143 0248
3492273
O-prerdpreprbeprbetey BAEAR T T T T T T T T T T T T T T T T ™ Mz
100 200 300 400 500 600 700 300 300 1000 1100 1200
100+ B 347 2232 MS/MS Spectrum of the Identified
Potential Marker(Rt: 12.82 min)
=a
105.8505
3482260
1430260
2341162 36.2145
ol 1051185 . \399'1249.4/421-2305?5'1934539'3031 go7oa7a 7104651 708.3050 .
1 T T T T | T T T T T T T T T T T

100 150 | 200 250 | 300 | 350 | 400 @ 450 | 500 | 550 | 600 | 650 | 700 | 750 | 800
Figure S7. The MS/MS spectra of standard Cortexolone (A) and

identified potential marker (B)
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Figure S8. The MS/MS spectra of standard Phytosphingosine (A) and

identified potential marker (B)
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Figure S9. The MS/MS spectra of standard Sphinganine (A) and.

identified potential marker (B)
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Figure S10. The MS/MS spectra of standard Arachidonic acid (A) and

identified potential marker (B)



PART II: MS/MS spectra of the identified potential markers by comparing

accurate molecular weight and tandem mass spectrometry with HMDB database

There were other five putative structures of the metabolites were identified by
comparing accurate molecular weight and tandem mass spectrometry obtained in the

study with the information recorded in biochemical database (HMDB).

The MS/MS spectra of each identified potential marker and corresponding

information recorded in HMDB database are shown in Figure 11-15.
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Figure S11. The MS/MS spectra of identified potential marker 7a-Hydroxy-pregnenolone (A)
and the MS/MS spectrum in HMDB database (B, C)
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MS/MS Spectrum of identified potential marker 17-Hydroxy-proesterone (Rt: 8.91 min)
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Figure S12. The MS/MS spectra of identified potential marker 17-Hydroxy-proesterone (A)
and the MS/MS spectrum in HMDB database (B, C)



MS/MS Spectrum of identified potential marker Androstenedione (Rt: 9.59 min)

A
100+ 287.2028
1000778
248 16894
3311425
EE_
1851164
14510645
1230831 159.1127
1731918 288.20584
113 9657 285.1906
193.1245 2221182 251 12265931924
| | SINEAE AT A T |
0_| :lll‘JJII l‘j |‘1lu |l|L|JI|\|IJ ill I'”JJI | ] ‘wll \‘ i I-I L IlwllI Llyh ‘Illn 4 ‘l JIIJJ IJJ Jlll. It I'IIH miz
100 120 140 160 180 200 220 240 260 230 300
Predicted MS/MS spectrum -20v, ESI*, HMDB
B
5 8
- ‘ H
m/z
Predicted MS/MS spectrum -40v, ESI*, HMDB
C

Relative Intensity

s R \,\HHJ | :Uh :\M s

miz

Figure S13. The MS/MS spectra of identified potential marker Androstenedione (A) and the
MS/MS spectrum in HMDB database (B, C)



MS/MS Spectrum of identified potential marker Leukotriene A4 (Rt: 9.82 min)
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Figure S14. The MS/MS spectra of identified potential marker Leukotriene A4 (A) and the
MS/MS spectrum in HMDB database (B, C)



MS/MS Spectrum of identified potential marker 21-hydroxy-pregnenolone (Rt: 12.64 min)
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Figure S15. The MS/MS spectra of identified potential marker 21-hydroxy-pregnenolone (A)
and the MS/MS spectrum in HMDB database (B, C)



