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SCAN GRAPH. Flagging=Low Resolution M/z. Highlighting=Base Peak.
Scan 13#0:53 - 19#1:18. Entries=230. Base M/z=83.4. 100% Int.=0.18642. EI. POS.
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Low Resolution M/z

SCAN GRAPH. Flagging=High Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:50%, Res:1%]. H
Scan 52#4:30 - 56#4:51. Entries=21. Base M/z=130.99398. 100% Int.=0.31376. El. POS.
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SCAN GRAPH. Flagging=Low Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000puV, Min.Wid(MIt):10(7), Inc:50%, Res:10%]. k
Scan 19#1:10 - 28#1:44. Entries=690. Base M/z=90.6. 100% Int.=0.78848. EIl. POS.
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SCAN GRAPH. Flagging=High Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:50%, Res:1%]. H
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Scan 13#1:07. Entries=46. Base M/z=226.0663. 100% Int.=0.31616
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274_HR-c1#22 RT: 056 AV: 1 NL: 1.63E5
T: + ¢ El Full ms [ 289.50-321.50]

Relative Abundance

300.99234

C11H13 03 79Br; 328,

302.98168

305.97681
Ci11 H13 O3 81Br; 23,

303.97730 8.26858 ppm

3.20529 ppm

306.98027
C11H14 O3 81Bry 325,
-5.99652 ppm

309.98140

308.97845

305.31892 |
L L L

302.29523
B B
300 303

301 302

280_2 HR-c1#51 RT: 0.98 AV:1 NL: 2.08E7

T: + ¢ El Full ms [ 402.50-434.50]

Relative Abundance

419.18072
C20H3a7 N132S,

H
T

420.18347
C15H32 013

T
305 306 307
m/z

T
304 309

421.19211
C22H31 0O5N132S;
0.87303 ppm

422.19588
C2sH28 Os N1
-0.75626 ppm
423.19488
C14H33 013 N1
0.55351 ppm

424.18970

426.21486
C26H3201 325>

Ci3H3s Og N1 32S;

0.90691 ppm
T ] T T

T
418 419 420

-0.64816 ppm
T

1.85387 ppm -1.77683 ppm
T T T T T T

426

1 T
421 423 424 425



SCAN GRAPH. Flagging=Low Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000pV, Min.Wid(MIt):10(7), Inc:50%, Res:10%]. k
100_Scan T4#4:36 - 93#5:47. Entries=648. Base M/z=164.1. 100% Int.=1.01824. EI. POS.
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Low Resolution M/z

SCAN GRAPH. Flagging=High Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:50%, Res:1%]. H
_Scan 12#1:02 - 14#1:13. Entries=8. Base M/z=342.97924. 100% Int.=0.23408. EI. POS.
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72

391_HR-c2 #59-80 RT: 1.14-1.56 AV: 22 NL: 2.83E6
T: + ¢ El Full ms [ 179.50-194.50]

191.11106
C11H1302N;
88.85827 ppm

Relative Abundance
|

40 193.05302

204 192.12530

190.5 191.0 191.5 192.0 192.5 193.0
m/z



SCAN GRAPH. Flagging=Low Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000puV, Min.Wid(MIt):10(7), Inc:50%, Res:10%]. k
100_Scan 8#0:32 - 17#1:08. Entries=292. Base M/z=127.6. 100% Int.=1.58656. El. POS. Saturated.
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SCAN GRAPH. Flagging=High Resolution M/z. Ctd=[Thr:1000uV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:50%, Res:1%]. H
Scan 5#0:26 - 7#0:36. Entries=9. Base M/z=171.07138. 100% Int.=0.05572. EI. POS.
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371_HR3-c1 #41-51 RT: 0.74-0.92 AV: 11 NL: 3.19E6
T: + ¢ El Full ms [ 252.50-271.50]
257.10850
CsH1901N7 %S,
-0.79036 ppm

Relative Abundance

256.02610
CgHgO4N432S;

258.10925
Ci11 Ho N3 32S;
-0.27657 ppm

259.10319 260.01134

CoH15Os N4 CoH402Ng32S;
-1.96739 ppm 0.94225 ppm

0.08954 ppm
T [ T 11
256.0

255.5

256.5 257.0 257.5

I L L L L
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m/z
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93

SCAN GRAPH. Flagging=Low Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:50%, Res:10%]. k
100_Scan 52#3:13 - 56#3:28. Entries=1636. Base M/z=132. 100% Int.=2.84928. EI. POS.
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SCAN GRAPH. Flagging=High Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:50%, Res:1%]. H
_Scan 35#3:02 - 39#3:23. Entries=17. Base M/z=205.07406. 100% Int.=0.33248. EI. POS.
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64

165_HR-c1#9 RT: 1.31 AV: 1 NL: 1.46E6
T: + ¢ El Full ms [ 229.50-257.50]

235.06636
C12H1302N132S;

100 0.87164 ppm
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x 304

ZOf 235.98712

] 235.24651

104 CoH29 N7

E 234.99304|  -5.89436 ppm
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65

SCAN GRAPH. Flagging=Low Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000puV, Min.Wid(MIt):10(7), Inc:50%, Res:10%]. k
_Scan 32#1:59 - 48#2:58. Entries=298. Base M/z=230. 100% Int.=0.076. EIl. POS.
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SCAN GRAPH. Flagging=High Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:30%, Res:1%]. H

1OO_Scan 14#1:13 - 15#1:18. Entries=29. Base M/z=289.1326. 100% Int.=0.2784. El. POS.
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188_HR3-c1 #52 RT: 0.94 AV: 1 NL: 1.14E6
T: + ¢ El Full ms [ 252.50-271.50]
257.10530
Ci5 H15 03 N1
100 2.55265 ppm

] 259.98645
307 258.10906 CoHs011 N
3 255.98980 C10H16 O5 N3 s

B He O13 N3 -2.52816 ppm
= 2.35684

E 1.09746 ppm ppm szg.lléocls\l

104 3H15 06 Ng

E 0.57615 ppm

Relative Abundance
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219 HR3-c1 #38 RT: 0.73 AV: 1 NL: 3.48E5
T: + ¢ El Full ms [ 191.50-207.50]
203.09397
C12H1302 Ny

100} -0.55308 ppm

90

807
709

607
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304 204.09864
] 202.05284
= CgHio N7

Hg Og N7
-1.06693 ppm -2.83191 ppm 205.09734
C11H13 02 N2

‘ 0.90418 ppm
1 |
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496_HR3-c3 #17 RT: 1.66 AV: 1 NL: 9.02E5
T: + ¢ El Full ms [ 353.50-371.50]
361.15244
C19H23 06 N1
1.26132 ppm

362.15794
C17H22 05Ny
-1.47354 ppm
361.97305
C2106 N1
2.85601 Ppm

Relative Abundance

359.97843

C1gH20g N1
2.61348 ppm CigH3 08Ny
0.58478 ppm

360.98553

362.98564
C17H30gN2
-7.59286 ppm
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T T T T
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644_HR-c2 #21 RT: 2.07 AV: 1 NL: 1.28E5
T: + ¢ El Full ms [ 302.50-321.50]
315.11028
C17H17 Os N1
0.48146 ppm

Relative Abundance

314.98677

313.98859
C21 03N
4.22014 ppm

T T

T T
363.0

316.11641
C17H18Os5 N1
-4.86789 ppm

315.99472

C25 01

1.11567 ppm

T
314.0 315.0

m/z

T T
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SCAN GRAPH. Flagging=Low Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:50%, Res:10%]. k
100_Scan 384#2:23 - 44#2:46. Entries=315. Base M/z=110.1. 100% Int.=0.41584. EI. POS.
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SCAN GRAPH. Flagging=Low Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000puV, Min.Wid(MIt):10(7), Inc:50%, Res:10%]. k
Scan 38#2:23 - 44#2:46. Entries=315. Base M/z=110.1. 100% Int.=0.41584. EI. POS.
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SCAN GRAPH. Flagging=High Resolution M/z. Ctd=[Thr:1000pV, Min.Hgt:1000uV, Min.Wid(MIt):10(7), Inc:50%, Res:1%]. H
1OO_Scan 42#3:38. Entries=48. Base M/z=265.00944. 100% Int.=0.49776. EI. POS.
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