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Compound 10c & 11c

o

School of Chemistry Mass Spectrometry Service

SamplelD EEE19 Submitter Elghareeb Elboray
Sample Description ‘
Analysis Name EE E 19_81026_BE3_01_1370.d Supervisor Ron Grigg e
Method 3a_AccMass_Loop_Positive.m Acquisition Date 05/08/2013 18:53:53
Instrument maXis impact Source Type  ESI lon Polarity Positive Scan Begin 50 miz Scan End 1500 miz Wh— ‘
ntens. [ +MS, 1.2-1.6min #71-96, -Peak Bkgrnd
1081
© CAUTION!
Too intense, dilute sample
2.01 1+
| 210.0603
159
1.0 L
0.54
441.0913 |
485.0551 Eo411065
3421308
0.0 L | — " Las . L n : aalol iy ey . . .
200 400 600 800 1000 1200 1400 miz

D:\Data\RonGrigg\cmeeee\EE E 19_81026_BE3_01_1370.d

Bruker Compass DataAnalysis 4.1 Analysis Name 05/08/2013 18:57:05 1of2
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Intens X i -96, -| - 3
oy *+MS, 1.2-1.6min #71-96, -Peak Bkamdl  Confirm/Find Formula Results
The section below shows the results of formula calculation. If an expected formula was provided and found these are the
1+ results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
232.0402 formula constrained by the parameters listed to the left
64
Concentration too high. Dilute sample!
Meas. m/z  lon Formula z m/z err [mDa] err [ppm] mSigma Score Sum Formula Adduct
232.040196 C10H11NNa02S 1+ 232.040270 0.1 03 17.8  100.00 CIOHI1INO2S  M+Na
44 254.022041 C10H1ONNa202S 1+ 254.022215 0.2 0.7 124 100.00 M+Na2-H
N 419.109054 C20H23N204S2 1+ 419.109376 0.3 0.8 182 100.00 2M+H
441.091256 C20H22N2NaO4S2 1+ 441.091320 0.1 01 11.6  100.00 2M+Na
24
1+
233.0429 4,
234.0368
0l— - :
230 232 234 236 m/z
Smart Formula Parameter Value
Expected Formula CI0HIINO2S
Adducts Considered  ;M+H;;M+NH4;;M+Na;;M+K;;:M+Na
2-H;;2M+H;;2M+Na;
Smart Formula Search Parameters
CHNO and adducts considered
implicitly
Formula Search Minimum é
Formula Search Maximum S2
Algorithm Parameters
Tolerance 4 ppm
Match to Isotope Pattern(mSigma) 40
Electron Configuration even
Estimate No of Carbons yes
Filter by H/C Ratio 0<H/C<3
Number of Double Bonds & Rings 0< rings&DB < 80
Bruker Compass DataAnaiysis 4.1 Analysis Name D:\Data\RonGrigg\cmeeee\EE E 19_81026_BE3_01_1370d 05/08/2013 18:57:05 20f2
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Compound 10d & 11d

ot +MS, 1.1-1.1min #63-68, -Peak Bkamd  Confirm/Find Formula Results
The section below shows the results of formula calculation. If an expected formula was provided and found these are the
1251 45 results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
' 226.0535 formula constrained by the parameters listed to the left
Cmpd 1, 1.1 min
1.00
Meas. m/z lon Formula z m/z err [mDa] err [ppm] mSigma Score Sum Formula Adduct
226.053467 C10H12NO3S 1+ 226.053241 0.2 1.0 136 10000 CIOHIINO3S M+H
0754 248034899 C10H1INNaO3S 1+ 248.035185 -03 -1.2 293 100.00 M+Na
' . 270.016638 C10HIONNa203S 1+ 270.017129 05 -1.8 311 100.00 M+Na2-H
0.50-
0.25-
1+
227.0561 1+
228.0508
000 : -
224 226 228 230 miz
Smart Formula Parameter Value
Expected Formula CI0H1INO3S

Adducts Considered  ;M+H;;M+NH4;;M+Na;;M+K;;M+Na
2-H;;2M+H;;2M+Na;

Smart Formula Search Parameters
CHNO and adducts considered
implicitly

Formula Search Minimum
Formula Search Maximum S2 =

Algorithm Parameters

Tolerance 4 ppm

Match to Isotope Pattern(mSigma) 40

Electron Configuration even

Estimate No of Carbons yes

Filter by H/C Ratio 0<H/C<3

Number of Double Bonds & Rings 0< rings&DB < 80
Bruker Compass DataAnaiysis 4.1 Analysis Name EE (E 17)_80670_BC1_01_1250.d 30/07/2013 10:44.02 30of5
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Compound 10f & 11f

/

School of Chemistry Mass Spectrometry Service

ARKIVOC 2016 (vi) S1-S10

=
SamplelD EE (E 16) Submitter Elghareeb Elboray ﬁ
Sample Description o
Analysis Name EE (E 16)_80864_GC1_01_1289.d Supervisor Ron Grigg .
Method 3a_AccMass_Loop_Positive.m Acquisition Date 01/08/2013 10:29:24
Instrument maXis impact Source Type  ESI lon Polarity Positive Scan Begin 50 m/z Scan End 1500 m/z
ntens. +MS, 1.1-1.6min #66-96, -Peak Bkgrnd
x108
1.0
1+
101.0034
0.8
4 1+
= 244.0198
0.4
0.2
1+
287.9835
179.0170
365.9975 437.9945 552.9776
W T i e S 19,9690 , , ‘
200 400 600 800 1000 1200 1400 m/z

Bruker Compass DataAnaiysis 4.1

Analysis Name

D:\Data\RonGrigg\cmeeee\EE (E 16)_80864_GC1_01_1289.d

01/08/2013 11:18:56 1of2
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Y T AT o

'"’;’:)55' [ == M5, 1.1-1.6min #66-96, -Peak Bkgmd  Confirm/Find Formula Results
The section below shows the results of formula calculation. If an expected formula was provided and found these are the
results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
61 2441;198 formula constrained by the parameters listed to the left
Meas. m/z lon Formula z m/z err[mDa) err[ppm] mSigma Score Sum Formula  Adduct
4 244.019803  C10H11CINO2S 1+ 244019354 0.4 -1.8 83 100.00 CIOHIOCINO2S M+H
266.001261 C10H10CINNaO2S 1+  266.001298 -0.0 0.1 6.8 100.00 M+Na
. 287.983475  C10HSCINNa202S 1+ 287.983242 -0.2 0.8 155 100.00 M+Na2-H
509.013514 C20H20CI2N2Na04S2 1+ 509.013375 0.1 03 232 100.00 2M+Na
1+
46.0167
21 2 L
1+
245.0223 1+
247.0192
ol——_ | — ,
242 244 246 248 250 m/z
Smart Formuly prameter Value
XPected Formula CI10H10CINO2S
Ad““cvs Considered ;M*H;;M+NH4;;M+Na;,M+K;;M+Na
oS 2-H;;2M+H;;2M+Na;
Smart Formula Starch
Parameters
CHNO and dducts considered
implicitly
Formula Sear, s R
Formula Sw:: :‘:_’::::: c2s2
Algorityy, Parameters e
Match to Isotope PﬁnemI;ISCi:nn:‘) 40
Es“ma:)nNConﬁgumion ";:';
e
Filiey :yﬂé”g?: 0<HIC <3
Number of Double Bonds & Rings 0< rings&DB < 80
—_—
Bruker Compasg DataAnalysis a1 Analysis Name D:\Data\RonGrigg\cmeeee\EE (E 16)_80864_GC1_01_1289.d 01/08/201311:18:56 20f2
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Compound 10h

it *+MS, 1.0-1.6min #62-96, -Peak Bkgmd|  Confirm/Find Formula Results
2.09 The section below shows the results of formula calculation. If an expected formula was provided and found these are the
results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
29,0072 formula constrained by the parameters listed to the left
154
Meas. m/z lon Formula z m/z err[mDa] err [ppm] mSigma Score Sum Formula Adduct
255.042980 C10H11N204S 1+  255.043404 0.4 17 327 100.00 C10HION204S M+H
299.007241 C10HIN2Na204S 1+ 299.007293 -0.1 -0.2 7.9 100.00 M+Na2-H
1.0
0.5
300.0107
298.0443 l 301.0056
0.0+ —rsl—— 7 da el T
298 300 302 m/z
Smart Formula Parameter Value
Expected Formula CI10H10N204S
Adducts Considered  ;M+H;;M+NH4;;M+Na;;M+K;;M+Na
b 2-H;;2M+H;;2M+Na;
Smart Formula Search Parameters
CHNO and adducts considered
implicitly
Formula Search Minimum : .
Formula Search Maximum S2 .
Algorithm Parameters
Tolerance 4 ppm
Match to Isotope Pattern(mSigma) 40
Electron Configuration even
Estimate No of Carbons yes
Filter by H/C Ratio 0<H/C<3
Number of Double Bonds & Rings 0< rings&DB < 80
Bruker Compass DataAnalysis 4.1 Analysis Name D:\Data\RonGrigg\cmeeee\EE (E 21)_80668_BB7_01_1248. 30/07/2013 10:36:25 20f2
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Compound 12

In;e1ns, +MS, 1.1-1.5min #65-91, -Peak Bkgrnd Confirm/Find Formula Results |
1.25 The section below shows the results of formula calculation. If an expected formula was provided and found these are the
results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
277.0253 formula constrained by the parameters listed to,the left
1.004
Meas. m/z lon Formula z m/z err[mDa] err [ppm] mSigma Score Sum Formula Adduct
0751 255.043122  C10H11N204S 1+ 255.043404 0.3 11 308 10000 CIOHION204S M+H
: 277.025302 C1OHION2NaD4S 1+ 277.025349 0.0 -0.2 4.7 100.00 M+Na
« 299.007874 CIOHIN2Na204S 1+ 299.007293 -06 19 306 100.00 M+Na2-H
0.504
280.9963
0.251
278.0277
IL 279.0245
0,00 ; b a L
276 278 280 miz
Smart Formula Parameter Value
Expected Formula C10H10N204S

Adducts Considered  ;M+H;;M+NH4;;M+Na;; M+K;;M+Na
2-H;;2M+H;;2M+Na;

Smart Formula Search Parameters
CHNO and adducts considered
implicitly

Formula Search Minimum
Formula Search Maximum S2

Algorithm Parameters

Tolerance 4 ppm

Match to Isotope Pattern(mSigma) 40

Electron Configuration even

Estimate No of Carbons yes

Filter by H/C Ratio 0<H/C<3

Number of Double Bonds & Rings 0< rings&DB < 80
Bruker Compass DataAnalysis 4.1 Analysis Name D:\Data\RonGrigg\cmeeee\EE (E 22)_80866_GC3_01_1291.d 01/08/2013 11:36:37 20f2
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!menos“ +MS, 1.1-1.1min #64-68, -Peak Bkgrnd| Conﬁrm/Find Formula Results
x1
The section below shows the results of formula calculation. If an expected formula was provided and found these are the
34 o results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
372.0469 formula constrained by the parameters listed to the left
Cmpd 1, 1.1 min
Meas. m/z lon Formula z m/z err[mDa] err [ppm] mSigma Score Sum Formula  Adduct
21 372.046864 C17H14N303S2 1+ 372.047110 0.2 0.7 156 100.00 C17HI3N303S2 M+H
394.029116 C17H13N3NaO3S2 1+ 394.029054 0.1 0.2 298 100.00 M+Na
14
1+
373.0502
1+
374.0456
T = oo ¥ A 1 e T
370 372 374 376 378 miz
Smart Formula Parameter Value
Expected Formula C17HI3N303S2
Adducts Considered  ;M+H;;M+NH4;;M+Na;;M+K;;M+Na
2-H;;2M+H;;2M+Na;
Smart Formula Search Parameters
CHNO and adducts considered
implicitly
Formula Search Minimum -
Formula Search Maximum S4
Algorithm Parameters
Tolerance 4 ppm
Match to Isotope Pattern(mSigma) 40
Electron Configuration even
Estimate No of Carbons yes
Filter by H/C Ratio 0<H/C<3
Number of Double Bonds & Rings 0< rings&DB < 80
Bruker Compass DataAnaiysis 4.1 Analysis Name EER6_81030_BE7_01_1374.d 05/08/2013 19:12:14 3o0f5
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ot *MS, 1.2-1.6min #71-95, -Peak Bkamd  Confirm/Find Formula Results
15 The section below shows the results of formula calculation. If an expected formula was provided and found these are the
: 1 results that are listed. If no formula was provided or no matches were found the system has attempted to determine the
327.0629 formula constrained by the parameters listed to the left
1.04 Meas. m/z lon Formula z m/z err[mDa] err [ppm] mSigma Score Sum Formula Adduct
327.062930 C17H1SN20S2 1+ 327.062032 -0.9 2.7 214 10000 C17HI4AN20S2 M+H
349.044324 C17H14N2NaOS2 1+ 349.043976 03 1.0 16.8  100.00 M#Na
¢ 365.018738  C17H14KN20S2 1+ 365017913 038 23 124 100.00 M+K
675.099032 (C34H28N4Na0O254 1+ 675.098731 -0.3 0.4 109 100.00 2M+Na
0.51
|
1+
328.0653
1+
329.0598 4,
330.0615
0.0 T 7 1 T T l
326 328 330 332 miz
Smart Formula Parameter Value |
Expected Formula CI7H14N20S2
Adducts Considered  ;M+H;;M+NH4;;M+Na;;M+K;;M+Na
2-H;;2M+H;;2M+Na;
Smart Formula Search Parameters
CHNO and adducts considered
implicitly
Formula Search Minimum =
Formula Search Maximum S4
Algorithm Parameters
Tolerance 4 ppm
Match to Isotope Pattern(mSigma) 40
Electron Configuration even
Estimate No of Carbons yes
Filter by H/C Ratio 0<H/C<3
Number of Double Bonds & Rings 0< rings&DB < 80
Bruker Compass DataAnaiysis 4 1 Analysis Name D:\Data\RonGrigg\cmeeee\EE R8B_81025_BE2_01_1369.d 05/08/2013 18:51:28 20f2 '
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