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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

Acquisition Date
D:\Data\2018\180920000002.d

9/20/2018 3:05:08 PM

Method Tuneposlow.m Operator fabien
Sample Name 180913799///EEG5 Instrument micrOTOF-Q  228888.00098
Comment CH2CI2/MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. | C26H22N2Na10381, [M+Na] +MS, 0.2-0.4min #13-25
x10° ’
| O
6 0
Holeg apoe
: 4421304
" 442.1324 907.25%5 ] z )
] il : N ) S
2_
3c
234.0921
o T Y O .
500 1000 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
443.1407 1 C26H23N203S 443.1424 1.7 3.7 3.5 1 100.00 16.5 even ok
465.1231 1 C26H22N2NaO3S 465.1243 1.3 2.7 1.7 1 100.00 16.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 9/20/2018 3:16:45 PM by: fabien Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

D:\Data\2018\180920000003.d

Acquisition Date

9/20/2018 3:21:17 PM

Method Tuneposlow.m fabien
Sample Name 180913800///EEA5 micrOTOF-Q  228888.00098
Comment CH2CI2/MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
MenS]  C27H24N2Na103S1, [M+Nal +MS, 0.4-1.4min #25-81
0.8+ ) O
'H+§?9+1%gg10 935.2806 456.1513 H
0.6- - 456.1491 N Z
0.4 N @) S
l l L 139114409
0.0+——rtpu L WL R e e ——
500 1000 1500 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule

457.1576 1 C27H25N203S 457.1580 0.4 0.9 1 100.00 16.5 even ok
479.1405 1 C27H24N2NaO3S 479.1400 0.6 -1.2 1 100.00 16.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 9/20/2018 3:26:44 PM by: fabien Page 1 of 1
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Analysis Info

Analysis Name

D:\Data\2018\180920000004.d

Acquisition Date

9/20/2018 3:36:36 PM

Method Tuneposlow.m Operator fabien
Sample Name 180913801///EEAT Instrument micrOTOF-Q  228888.00098
Comment CH2CI2/MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Men%]  C28H26N2Na103S1, [M+Na] +MS, 0.3-0.4min #17-25
6_
Q H
0831 800%70 1652 N
41 — 963 koo 470.1653 | -
963.83222 :
_ ( — N (0] S /
- O
329.1273 3e
l l 143414904
o SUNSENEENGR! VY TINO0 1 ' VWMENEIS S VN N — o ——
500 1000 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
471.1744 1 C28H27N203S 471.1737 0.7 -15 5.5 1 100.00 16.5 even ok
493.1570 1 C28H26N2NaO3S 493.1556 1.4 -2.8 5.7 1 100.00 16.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 9/20/2018 3:51:42 PM by: fabien Page 1 of 1
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Analysis Info Acquisition Date  9/20/2018 3:56:39 PM
Analysis Name  D:\Data\20181180920000005.d
Method Tuneposlow.m Operator fabien
Sample Name 180913802///EE43 Instrument micrOTOF-Q  228888.00098
Comment CH2CI2/MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. 180920000005.d: +MS, 0.5-0.8min #29-47
X105
2.5: 469.2321
2.0
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Mass Spectrum SmartFormula Report

Analysis

Analysis Name

Info

D:\Data\2018\180920000007.d

Acquisition Date

9/20/2018 4:41:19 PM

Method Tuneposlow.m Operator fabien
Sample Name 180913804///EE67 Instrument micrOTOF-Q  228888.00098
Comment CH2CI2/MeOH
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
IMenS]  C26H24N2Na10381, [M+Ne] *MS, 0.4-0.7min #23-43
0.8 O H
444 1525
4674419 N
0.6 -H+Na 4 0.000’944.14965 I / / /
1 911.2916
0.4 N O S
0.2+ (
4b
248.1089 1355|4441
00—t il b A —
500 1000 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
4451590 1 C26H25N203S 445.1580 1.0 -2.2 2.2 1 100.00 155 even ok
467.1419 1 C26H24N2NaO3S 467.1400 1.9 -4.1 2.4 1 100.00 15.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 9/20/2018 4:45:00 PM by: fabien Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

Acquisition Date

D:\Data\2018\180924000001.d

9/24/2018 11:53:25 AM

Method Tuneposlow.m Operator fabien
Sample Name 180913805///EE-69 Instrument micrOTOF-Q  228888.00098
Comment MeOH/CH2CI2
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
'”;61'2)55: C28H26N2Na103S1, [M+Na] +MS, 0.1-0.4min #7-22
4] O
] “H+Na + 0.0003 )
] 4934537 470.1691 H
31 - N Y
] 470.1644 963.3181 / /
] (* — : N O S
1 ad
248.1077
] L l \ 143314872
ol —ududad Ll —_— o
500 1000 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
4711715 1 C28H27N203S 471.1737 2.2 4.7 3.7 1 100.00 16.5 even ok
493.1537 1 C28H26N2NaO3S 493.1556 1.9 3.8 15 1 100.00 16.5 even ok
Bruker Compass DataAnalysis 4.2 printed: 9/24/2018 11:59:07 AM by: fabien Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  9/24/2018 12:02:18 PM
Analysis Name  D:\Data\2018\180924000002.d
Method Tuneposlow.m Operator fabien
Sample Name 180913806///EE-70 Instrument micrOTOF-Q  228888.00098
Comment MeOH/CH2CI2
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. +MS, 0.1-0.6min #8-33|
x10° C29H28N2Na103S1, [M+Na]
l 484.1819 o O
6 -H+Na + 0.0004341804 H
i =
44 5071693 | o S Y/
| 991.8497 :: :: ,N
2_
4e
248-11075 l 1476.5345
r—>e - . . - - v - -
500 100 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
485.1869 1 C29H29N203S 485.1893 2.4 5.0 2.7 1 100.00 16.5 even ok
507.1693 1 C29H28N2NaO3S 507.1713 2.0 4.0 2.6 1 100.00 16.5 even ok

Bruker Compass DataAnalysis 4.2 printed: 9/24/2018 12:07:25 PM by: fabien Page 1 of 1
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  9/24/2018 1:42:55 PM
Analysis Name  D:\Data\2018\180924000005.d
Method Tuneposlow.m Operator fabien
Sample Name 180913809///EE-75 Instrument micrOTOF-Q  228888.00098
Comment MeOH/CH2CI2
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Intens. C26H20CI2N2Na103S1, [M+Na] +MS$, 0.1-0.6min #5-36
x105] @)
] -H+Na + 0.0004 * H
1.5
] 5330486 ©12.0598 / N -~ /
1.0 N 0] S
] Cl
1 10451084
0.5t
1 l Cl 5¢c
) N G —
500 1000 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
511.0662 1 C26H21CI2N203S 511.0644 1.8 -3.4 3.2 1 100.00 16.5 even ok
533.0486 1 C26H20CI2N2NaO3S 533.0464 2.2 -4.1 0.7 1 100.00 16.5 even ok
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  9/24/2018 1:48:49 PM
Analysis Name  D:\Data\2018\180924000006.d
Method Tuneposlow.m Operator fabien
Sample Name 180913810///EE-76 Instrument micrOTOF-Q  228888.00098
Comment MeOH/CH2CI2
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
'”;61'2)55{ C27H22CI2N2Na10381, [M+Na] +M8 0.1-0.4min #8-23
] @)
2.0 526.0757 H
] N
. 5470650 | ~ )
] N O S
1.0 107311407 Cl
057 204.0363 l Cl 5d
oo —bujide “L.“ . ?599#'222(.5 ————
500 1000 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
525.0828 1 C27H23CI2N203S 525.0801 2.7 -5.2 6.8 1 100.00 16.5 even ok
547.0650 1 C27H22CI2N2NaO3S 547.0620 3.0 -5.5 7.5 1 100.00 16.5 even ok
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  9/24/2018 1:55:36 PM
Analysis Name  D:\Data\2018\180924000007.d
Method Tuneposlow.m Operator fabien
Sample Name 180913811///EE-78 Instrument micrOTOF-Q  228888.00098
Comment MeOH/CH2CI2
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
Iniens C28H24CI2N2Na103S1, [M+Na] *MS, 0.1-0.7min #6-41
1.5
i o (@)
] H
| 561€0802 540.0918 N
1.0- I . 540.0934 | = /
i — N (@) S
1 110111721 Cl
0.5
Cl
302.0162 5f
0.0y “.Lu ! l.L I\ WO —hL ; . 16‘}1‘26.55 —— 7
500 1000 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
539.0979 1 C28H25CI2N203S 539.0957 2.2 -4.1 13.3 1 100.00 16.5 even ok
561.0802 1 C28H24CI2N2NaO3S 561.0777 2.5 -4.5 8.7 1 100.00 16.5 even ok
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Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date  9/24/2018 2:20:41 PM
Analysis Name  D:\Data\2018\180924000008.d
Method Tuneposlow.m Operator fabien
Sample Name 180913812///EE-79 Instrument micrOTOF-Q  228888.00098
Comment MeOH/CH2CI2
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.0 Bar
Focus Not active Set Capillary 4500 V Set Dry Heater 190 °C
Scan Begin 50 m/z Set End Plate Offset -500 V Set Dry Gas 4.0 l/min
Scan End 3000 m/z Set Collision Cell RF 250.0 Vpp Set Divert Valve Source
'”;61'2)55: C31H30CI2N2Na10381, [M+Na] *MS, 0.1-0.7min #7-42
15- 0 0
i H
. H+ 09 1767.4112
1 ¥03:128009 545 1406 N~
1 0_‘ 582.1427 , /
e 364.0025 — N o S
] Cl
| Cl
| i
0.0 U {1 WU O L/ oL U
500 1000 1500 2000 2500 m/z
Meas. m/z # lon Formula m/z |err] [mDa] err [ppm] mSigma # mSigma Score rdb e Conf N-Rule
581.1451 1 C31H31CI2N203S 581.1427 2.4 -4.2 10.9 1 100.00 16.5 even ok
603.1280 1 C31H30CI2N2NaO3S 603.1246 3.3 -5.5 3.2 1 100.00 16.5 even ok
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