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A-5_141107155132 #977 RT: 4.35 AV: 1 NL: 3.05E8
T: FTMS + p ESI Full ms [66.70-1000.00]
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R=56607

C23 H21 O2 N3 Na= 394.1526
-3.6650 ppm

395.1542
R=56802

396.1575
R=54802

391.1430
R=55207

C23 H18 O2 N3 Na= 391.1291
35.4137 ppm
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A-7_141107161352 #851 RT: 3.79 AV: 1 NL: 1.10E8
T: FTMS + p ESI Full ms [66.70-1000.00]
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C20 H15 O3 N3 Na= 368.1006
-2.2578 ppm

346.1179
R=60407
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R=54007

421.1148
R=54807384.0737

R=57007
350.9863
R=59602
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C19 H2 O2 N3 Na= 327.0039
10.3091 ppm

413.2651
R=50302

362.9253
R=50402

391.2828
R=49502

399.1332
R=49807

340.8627
R=44400

375.0925
R=35700
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A-1_141107150650 #881 RT: 3.93 AV: 1 NL: 9.35E5
T: FTMS + p ESI Full ms [66.70-1000.00]
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R=55007

C23 H20 O3 N3 = 386.1499
-3.7550 ppm

381.2959
R=52802 391.2831

R=51507

387.1526
R=47300

392.2855
R=43000

 



27



28



29

 



30

A-6_141107160242 #889 RT: 3.96 AV: 1 NL: 2.10E8
T: FTMS + p ESI Full ms [66.70-1000.00]
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R=56707

C21 H15 O4 N3 Na= 396.0955
-3.4359 ppm

374.1123
R=58207

C21 H16 O4 N3 = 374.1135
-3.3635 ppm

398.1002
R=53902

412.0680
R=54107

375.1159
R=57502360.5777

R=54502
405.5956
R=46907

414.8668
R=45500

408.8500
R=49300

381.2974
R=55200

370.0862
R=31800

C21 H12 O4 N3 = 370.0822
10.5888 ppm
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C-7_141204110926 #944 RT: 4.20 AV: 1 NL: 1.41E9
T: FTMS + p ESI Full ms [66.70-1000.00]
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336.1341
R=61607

C19 H18 O3 N3 = 336.1343
-0.6076 ppm

358.1158
R=59307

C19 H17 O3 N3 Na= 358.1162
-1.2829 ppm

348.9892
R=59002

327.0071
R=56302

C19 H2 O2 N3 Na= 327.0039
9.6558 ppm

368.1611
R=51407

315.1559
R=66500

C18 H18 ON3 Na= 315.1342
68.6798 ppm

343.7370
R=51500
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A-3_141107152912 #869 RT: 3.87 AV: 1 NL: 1.93E8
T: FTMS + p ESI Full ms [66.70-1000.00]
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C22 H19 O4 N3 Na= 412.1268
-2.3131 ppm

421.1147
R=54907 480.1132
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492.1069
R=49807
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352.9835
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C20 O3 N3 Na= 352.9832
0.8581 ppm
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C-1_141202170637 #899 RT: 4.01 AV: 1 NL: 7.36E7
T: FTMS + p ESI Full ms [66.70-1000.00]
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C18 H17 O3 N4 = 337.1295
-0.7251 ppm
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R=59907

C18 H16 O3 N4 Na= 359.1115
-0.6266 ppm

338.1328
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C-7_141204110926 #944 RT: 4.20 AV: 1 NL: 1.41E9
T: FTMS + p ESI Full ms [66.70-1000.00]
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C-4 #1013 RT: 4.52 AV: 1 NL: 4.98E9
T: FTMS + p ESI Full ms [66.70-1000.00]
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C19 H20 ON3 = 306.1601
-0.4774 ppm

328.1415
R=61807

C19 H19 ON3 Na= 328.1420
-1.5022 ppm

290.1274
R=60202

C16 H17 ON3 Na= 290.1264
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301.1409
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C19 H20 ONNa= 301.1437
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336.1696
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C-5_141202175123 #1111 RT: 4.96 AV: 1 NL: 5.23E9
T: FTMS + p ESI Full ms [66.70-1000.00]
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C21 H24 ON3 = 334.1914
-0.5874 ppm
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C21 H23 ON3 Na= 356.1733
-1.5247 ppm
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C-6_141203170750 #925 RT: 4.12 AV: 1 NL: 1.12E9
T: FTMS + p ESI Full ms [100.00-900.00]
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C16 H16 ON3 S= 298.1009
0.2088 ppm

319.0510
R=63307

C16 H14 ON3 NaS= 319.0750
-75.2691 ppm
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C15 H12 ON3 S= 282.0696
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399.0334
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C13 H14 ONS= 232.0791
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C-2_141202171751 #1001 RT: 4.46 AV: 1 NL: 2.22E9
T: FTMS + p ESI Full ms [66.70-1000.00]
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B-3_141107171726 #871 RT: 3.88 AV: 1 NL: 6.72E8
T: FTMS + p ESI Full ms [66.70-1000.00]
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B-4 #865 RT: 3.86 AV: 1 NL: 1.17E8
T: FTMS + p ESI Full ms [66.70-1000.00]
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B-1 #848 RT: 3.78 AV: 1 NL: 7.96E8
T: FTMS + p ESI Full ms [66.70-1000.00]
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B-2_141107170616 #860 RT: 3.83 AV: 1 NL: 6.70E8
T: FTMS + p ESI Full ms [66.70-1000.00]
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