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Compound 1

Peking University Mass Spectrometry Sample Analysis Report
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Peking University Mass Spectrometry Sample Analysis Report
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Compound 3

Peking University Mass Spectrometry Sample Analysis Report
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Compound 4

W I SR FA M F AFi A= #4542 [E] S 0 A S B S
Analysis NameC\data_sampie\ESI_12140220_ 30WWassES|_F4F3IB_2 Acquisition Date 2/21/2014 3:11:44 PM
0140222'P0OS5_1
) Operator bpfxsh@bjmu.edu cn; Tet 010-82801
Instrument FT_MS _Bruker APEX IV (7.0

Comment ESI C3TH42015 MW 726 2524
CALSBE; 270,156

S09. 2540761 1.26126.68,26.47121,842.44514
SAE. 40054870 51166, 701 45361 826 47121
Acguisition Result Exact Mass Measured Mass Emor ( mDa) Emor(ppm) Description
7492441598 01 1749.24055 1.04 1.38 MeNa ;-e

T65.21552 TE5.21354 1.88 2.59 MK e

Tabie 'GenFormulniResuits’ could not be found inthis analysis
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HO
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Figure S4-1. HRESIMS Spectrum of Compound 4
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Figure S4-2. IR Spectrum of Compound 4
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Compound 6

W I B 24 A2 T2 ATi .

Analysis NameC \data_sample'ES8|_12140220_30WassES! F4FID
O140ZZRPOS_8

= 24 27 K] =2 85 o =i 58 w52

2 Acquisition Date 2/21/2014 3:27-50 PM
Operator bpfxsh@bymu.edu cn, Tel010-82801

Instrumeant FT_MS _Bruker APEX IV (7.0
Comment ESI C40H48016 MW TES 26542
CALSBE; 27915603310, 14158,322 04812 2A483;
413, 2664 7:453. 34363475 A2548;500 25407,
509, 25407611, 261 26:8:26 47121 B4Z.44514
588 40054:679.51166.701.49381;826 47121,
Acquisiion Result Exact Mass Measured Mass Error (mDa) Error (ppm)  Description
B02. 32806 BOZ.32BAT .81 -1.13 M+NH4 ¢
BO7.28346 BO7 28486 -1.40 “1.74 M+MNa ;-e
Table "GenFormulaResuts’ could not be found in this analysis
"':*_"’ MassES|_F4F 30 2040222 P0OS 4 +ME
2.04
!
il HsCO
BOT 28486
o 3\}0
1] oH B2 AT
HO'
OH
5 HO 1
52325004
it A R AT P T
B0 TOO T8 A0 aso miz
Figure S6-1. HRESIMS Spectrum of Compound 6
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Compound 8

Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name 13060961_20130626_000036.d Acquisition Date 6/26/2013 7:36:20 PM
Sample 34 Instrument Bruker Apex IV FTMS
Comment ESI Positive Operator Peking University
Intens. 13060961_20130626_000036.d: +MS
x107]
HO, 62023293
o) (R) fo) 625.18784
- T(\/ OH
0.8 (R) H
HO o - O
(R)
OyRr (0]
ol W
OH O [¢] (6]
0.4+
603.20590
0.2 l
641.16124
61127720 | |
648.26040
- | P T AL AL, SEn L
580 590 600 610 620 630 B840 650 miz
Meas.miz # Formula Score m/z_err [mDa)] err[ppm] mSigma rdb e Conf N-Rule
B0320590 1 C30H3I5013 100.00 603.20722 13 - 181 135 even ok
62518784 1 C30H34NaO13 100.00 62518916 13 24 42 135 even ok

Figure S8-1. HRESIMS Spectrum of Compound 8

HO
o ®o
DY Y OH
HO 0O * o
OWO (R) ..: [=l
OH O 0 0o i

Figure S8-2. IR Spectrum of Compound 8
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Compound 9

o I R B A I AR A 25 4 1] B a sk S B S
Analysis NameC:\data_sample\ES|_12131020_30\LowMassES|_FID3 Acquisition Date 10/24/2013 10:31:52 AM
201310247
o - Operator bpfxsh@bjmu edu.cn; Tel:010-82801
Instrument FT_MS _Bruker APEX IV (7.0
Comment D14 WY 620
50
1 47121842 44514
588 4 . 879.51166, 701 49361 826 47121
Acquisition Result Exact Mass Measured Mass Error ( mDa) Ermror (ppm) Description
638.24433 638.24491 -0.58 0.810101 M+NHE e
643.19873 643.18912 0.61 0.94 M+Na ;-e
659.17366 65917147 2.19 3.32 M+K ;-
Tabite "GonFormulaResusts” could not be found In this snalysis
HO OH
104 (R)
. 9 o
0.8 HO 0O * O o)
- Oyr OH HOR
084 (\‘)/\"/ s
OH O (6]
D4
i | |
30 L V. S—— -
Bl [ A0 ] 20 .
Figure S9-1. HRESIMS Spectrum of Compound 9
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Figure S9-2. IR Spectrum of Compound 9
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Figure S12-2. IR Spectrum of Compound 12
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