Analysis Info
Analysis Name

Sample Name  C4-1

ESI(P),C4-1,20160315

D:\Data\ES\2016\2016-03\0315\C4-1_000001.d

Acquisition Date 3/15/2016 10:39:21 AM

Instrument

solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Thu Mar 10 09:43:56
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 2048576
Broadband Low Mass  57.7 m/z Source Accumulation 0.001 sec Data Processing Size 2097152
Broadband High Mass ~ 300.0 m/z lon Accumulation Time 100 sec Apodization Sine-Bell Multiplication
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[— C4-1_000001.d: +MS |
Meas. m/z # lonFormula Score m/z err[ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
183.044998 1 C7H12Na02S 100.00 183.045021 -0.1 -0.0 263 15 even ok
201.001305 1 C4H5N6S2 100.00 201.001163 0.7 -1.4 109 55 even ok
1 CBH10Na02S2 100.00 201.001442 -0.7 0.8 93 1.5 even ok



Analysis Info
Analysis Name

Sample Name  C4-2

ESI(P),C4-2,20160315

Acquisition Date 3/15/2016 10:56:48 AM

D:\Data\ESI\2016\2016-03\0315\C4-2_000002.d

Instrument

solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 20 Calibration Date Thu Mar 10 09:43:56
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 2048576
Broadband Low Mass ~ 57.7 m/z Source Accumulation 0.001 sec Data Processing Size 2097152
Broadband High Mass  250.0 m/z lon Accumulation Time  .200 sec Apodization Sine-Bell Multiplication
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|[— C4-2_000002.d: +MS
Meas. m/z # lonFormula  Score m/z err[ppm] Mean err[ppm] mSigma rdb e Conf N-Rule
183.045004 1 C7H12NaO2S 100.00 183.045021 -0.1 -0.0 262 1.5 even ok



ESI(P),d4-1,20160315

Analysis Info Acquisition Date

Analysis Name D:\Data\ESI\2016\2016-03\0315\d4-1_000001.d

Sample Name  d4-1 Instrument

3/15/2016 11:10:40 AM

solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 4 Calibration Date Thu Mar 10 09:43:56
Polarity Positive No. of Cell Fills il Data Acquisition Size 2048576
Broadband Low Mass  57.7 m/z Source Accumulation 0.001 sec Data Processing Size 2097152
Broadband High Mass ~ 500.0 m/z lon Accumulation Time 100 sec Apodization Sine-Bell Multiplication
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[— d4-1_000001.d: +MS |
Meas. m/z # lonFormula Score m/z err[ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
253.123087 1 C12H22NaO2S 100.00 253.123272 -0.7 0.6 270 1.5 even ok



ESI(P),d4-2,20160315

Analysis Info Acquisition Date 3/15/2016 11:22:36 AM

Analysis Name  D:\Data\ESI\2016\2016-03\0315\d4-2_000002.d

Sample Name  d4-2

Instrument

solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 10 Calibration Date Thu Mar 10 09:43:56
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 2048576
Broadband LowMass  57.7 m/z Source Accumulation 0.001 sec Data Processing Size 2097152
Broadband High Mass  500.0 m/z lon Accumulation Time (. 100 sec Apodization Sine-Bell Multiplication
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Meas. m/z # lon Formula Score m/z err[ppm] Meanerr[ppm] mSigma rdb e Conf N-Rule
253.123104 1 C12H22NaO2S 100.00 253.123272 -0.7 0.6 279 1.5 even ok



ESI(P),F4-1,20160804

Analysis Info Acquisition Date 8/4/2016 9:20:11 AM
Analysis Name  D:\Data\ESN\2016\2016-08\0804\F4-1_000002.d

Sample Name  F4-1 Instrument solariX

Acquisition Parameter

Polarity Positive Acquired Scans 4
Broadband Low Mass 57.7 miz Broadband High Mass 300.0 m/z
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Meas. m/z # lonFormula Score m/z err[ppm] Meanerr[ppm] mSigma rdb e Conf N-Rule
211.076337 1 C9H16Na02S 100.00 211.076321 0.1 -0.2 260 1.5 even ok
227.053507 1 C9H16Na0S2 100.00 227.053478 0.1 -0.1 92 1.5 even ok
269.064004 1 C11H18Na02S2 100.00 269.064043 -0.1 0.4 24 2.5 even ok



Analysis Info
Analysis Name

ESI(P),F4-2,20160804

Acquisition Date 8/4/2016 9:33:06 AM

D:\Data\ESI\2016\2016-08\0804\F4-2_000001.d

Sample Name  F4-2 instrument solariX
Acquisition Parameter
Polarity Positive Acquired Scans 4
Broadband Low Mass  5§7.7 m/z Broadband High Mass 300.0 m/z
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Meas. m/z # lonFormula Score m/z err{ppm] Meanerr [ppm] mSigma rdb e Conf N-Rule
211.076328 1 C9H16Na0O2S 100.00 211.076321 -0.0 -0.1 251 1.5 even ok
227.071261 1 C9H16NaO3S 100.00 227.071236 0.1 -0.2 27.0 1.5 even ok
269.064062 1 C11H18Na02S2 100.00 269.064043 -0.1 0.2 6.3 25 even ok




ESI(P),H4-1,20160804

Analysis Info

Analysis Name  D:\Data\ESI\2016\2016-08\0804\H4-1_000001.d

Acquisition Date 8/4/2016 10:08:36 AM

Sample Name  H4-1 Instrument solariX
Acquisition Parameter
Polarity Positive Acquired Scans 10
Broadband Low Mass  57.7 m/z Broadband High Mass 340.0 m/z
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|[—— H4-1_000001.d: +MS |
Meas. m/z # lonFormula Score m/z err[ppm] Meanerr[ppm] mSigma rdb e Conf N-Rule
201.001428 1 C6H10Na0O282 100.00 201.001442 0.1 0.2 29.7 1.5 even ok
225.091918 1 C10H18Na02S 100.00 225.091972 -0.2 0.6 140 15 even ok
283.079652 1 C12H20Na02S2 100.00 283.079693 0.1 0.5 115 25 even ok




ESI(P),H4-2,20160804

Analysis Info Acquisition Date 8/4/2016 10:20:11 AM
Analysis Name  D:\Data\ESN2016\2016-08\0804\H4-2_000001.d

Sample Name  H4-2 Instrument solariX

Acquisition Parameter

Polarity Positive Acquired Scans 10
Broadband Low Mass 57.7 miz Broadband High Mass 340.0 m/z
Intens. +MS
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[— H4-2_000001.d: +MS |
Meas. m/z # lonFormula Score m/z err[ppm] Meanerr[ppm] mSigma rdb e Conf N-Rule
225091949 1 C10H18Na02S 100.00 225.091972 0.1 -0.0 266 1.5 even ok
241,069077 1 C10H18NaOS2 100.00 241.069128 0.2 0.4 7.2 15 even ok
283.079635 1 C12H20Na02S2 100.00 283.079693 0.2 0.5 57 25 even ok



Analysis Info

Analysis Name

ESI(P),B4-2,20160315

Acquisition Date 3/15/2016 11:37:45 AM

D:\Data\ESI\2016\2016-03\0315\B4-2_000002.d

Sample Name  B4-2 Instrument solariX
Acquisition Parameter
Acquisition Mode Single MS Acquired Scans 6 Calibration Date Thu Mar 10 09:43:56
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 2048576
Broadband Low Mass ~ 57.7 m/z Source Accumulation 0.001 sec Data Processing Size 2097152
Broadband High Mass ~ 800.0 m/z lon Accumulation Time 200 sec Apodization Sine-Bell Multiplication
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Meas. m/z # lonFormula Score m/z err[ppm] Meanerr [ppm] mSigma rdb e Conf N-Rule
363.069199 1 C16H20Na0O4S2 100.00 363.069522 0.9 1.2 135 65 even ok
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Meas.m/z # lonFormula Score m/z  err [ppm]
377085262 1 C17H22Na0O4S2 100.00 377.085172

Mean err [ppm]

mSigma rdb e Conf N-Rule
13.7 6.5 even ok

Scanned by CamScanner



Peking University Mass Spectrometry Sample Analysis Report

Analysis Info
Analysis Name

FTMS-16060206_Pos_20160620_000002.d

Acquisition Date

6/20/2016 8:53:32 AM

Sample F3-2 Instrument Bruker Solarix XR FTMS
Comment Operator Peking University
|ntensé FTMS-16060206_Pos_20160620_000002.d: +MS
x10
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6 L
0] 0 0
PPN
44 .
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269.06104
256.26373
209.13789 231-110481 246'2|4T921 || 262.23790 |
oL liradd ) . . : i . . L4 . . | . ; TN | [ .
210 220 230 240 250 260 270 m/z
Meas. m/z_# lon Formula Score m/z__err [ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
231.104814 1 C11H1903S 100.00 231.104942 0.6 0.3 19.8 2.5 even ok
253.086752 1 C11H18NaO3S 100.00 253.086886 0.5 0.2 27 25 even ok
269.061043 1 C11H18KO3S 100.00 269.060824 -0.8 -1.1 15.0 2.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 6/20/2016 8:56:13 AM Page 1 of 1



ESI(P),B4-1,20160318

Acquisition Date 3/18/2016 11:31:08 AM

Analysis Info
Analysis Name

Sample Name  B4-1

D:\Data\ES\2016\2016-03\0318\B4-1_000002.d

Instrument

solariX

Acquisition Parameter

Acquisition Mode Single MS Acquired Scans 8 Calibration Date Thu Mar 10 09:43:56
Polarity Positive No. of Cell Fills 1 Data Acquisition Size 2048576
Broadband Low Mass ~ 57.7 m/z Source Accumulation 0.001 sec Data Processing Size 2097152
Broadband High Mass ~ 450.0 m/z lon Accumulation Time ¢ 100 sec Apodization Sine-Bell Multiplication
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Meas. m/z # lonFormula Score m/z err[ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
245060583 1 C12H14Na02S 100.00 245.060671 0.4 0.3 276 55 even ok



ESI(P),B4,20170426

Analysls Info Acquisition Date 472672017 10:39:30 AM
Analysis Name  D:AData\ESN2017\2017-04\0426\84_000001.d

Operator
Sample Name B4 Instrument solariX
Acquislition Parameter
Polarity Positive Calibration Date Thu Apr 13 09:19:13
2017
Broadband Low Mass 57,7 m/z i
Broadband High Mass  330.0 m/z Acquired Scans 10
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Meas. m/z # lonFormula Score m/z err[ppm] Mean err [ppm] mSigma rdb e Conf N-Rule
239055920 1 C12H150S2  100.00 239.055884 -0.2 0.1 73 55 even ok

Scanned by CamScanner



ESI(P),E4,20170526

Analysis Info Acquisition Date  5/26/2017 9:56:59 Al
Analysis Name D:\Data\ESN2017\2017-05\0526\E4_000001.d

Operator
Sample Name E4 Instrument solari/,
Acquisition Parameter
Polarity Positive Calibration Date ;/Ion—an'/ B091529
Broadband Low Mass  57.7 m/z _ 01
Broadband High Mass 3150 m/z Acquired Scans 10
Intens. | MY
X1OB [J 1
w
T A
)
.
4 S :Q
(3]
6-
!
3 -
u
4 -
10b >
o
2-
0"‘"""jfrllllll‘lI|Illl|1l|l|'1'l|LIYv‘l]v|‘\vvLvy'h#,llly
75 100 125 150 175 200 225 250 275 300 m/z
Intens.q 3
x109| *
[Te)
[Ye)
0.8 @
o
[7e]
~
o
0.6
0.4 +
) +
o - 3
& g .
G o g &
N K S
o~ [+ ]
~
| L g
0.0 —rT T 7T — T —
2745 275.0 275.5 276.0 276.5 277.0 277.5 m/z
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Meas.m/z # lonFormula Score m/z err[ppm] Mean err[ppm] mSigma rdb e Conf N-Rule
275053554 1 C13H16Na0S2 100.00 275.053478 0.3 0.1 1.8 5.5 even ok
291.048510 1 C13H16Na02S2 100.00 291.048392 -04 -0.1 8.0 55 even ok

Scanned by CamScanner



ESI(P),B2-S,20171025

Lnalysis Info

fnalysis Name DO Uata ES1 2017 2097101025 8B2-4_ 000001 o

Sarnple Harme  B2.%

Acquisition Parameter

Polanty Fus
Broaduand Low Mass g7
Broaduand Hign Wass 4

Lequisiion Date 1012502017 10 56 48 AN
Onerator

Instrurnent asolans,

Calibration Dale FriSep 22 030005 2017

G mlz fenuired Seans 10
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Meas. m/z # lonFormula  Score mfz et [ppm]  Mean err [ppm)  mSigma  rdb e~ Conf N-Rule
203050192 1 CAOHIZNa05 10009 207 050107 04 02 58 45 even ok

Scanned by CamScanner



ESI(P),B3-S,20171025

Analysis Info Acquisilion Date 10/26/2017 10.50:53 AM
Anzves Name  DADatzg\ESI\20172017-10\1025\B3-S_000002.d

Operator
Szmople Name B3-S Instrument solariX

Acguisition Parameter

Calibration Dale FriSep 22 03:.00:05 2017
Acquired Scans 10
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Meas m/z & lonFormula Score m/z err[ppm] Meanerr[ppm] mSigma rdb e Conf N-Rule
281027808 1 C11H14Naz0352 100.00 281.027657 0.5 -0.3 106 45 even ok

Scanned by CamScanner
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