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Qualitative Compound Report

Data File MJ_MS_1DMSO_MK_140V_pos1.d Sample Name 1DMSO
Sample Type Sample Position Vial 5
Instrument Name DE1517B001 User Name
Acq Method Odredjivanje MM_MK_140V_pos.m Acquired Time 11/29/2019 2:03:46 PM
IRM Calibration Status i A Method EURL_target_PEST017_NNP_10V.m
Comment
Sample Group Info.
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6157)

Compound Table

Diff
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C21 H22 Cu N3 02 0.392 411.0998 19387 C21 H22 Cu N3 02 411.1008 -2.34
Compound Label m/z RT Algorithm Mass
Cpd 1: C21 H22 Cu N3 02 411.0993 0.392 Find By Formula 411.0998
x10 5 |Cpd 1: C21 H22 Cu N3 O2: +ESI EIC(411.1003, 412.1081, 413.0990, 414.1068 ...) Scan Frag=14..
gl 0.392 1
6,
4
2,
07 T T T T T T T T T T T T T T T T T T T
01 02 03 04 05 06 07 08 09 1 11 12 13 14 15 16 1.7 18 1.9
Counts vs. Acquisition Time (min)
MS Spectrum
x10 4 |Cpd 1: C21 H22 Cu N3 O2: + FBF Spectrum (rt: 0.254-0.273, 0.706-0.709 ... min) MJ_MS_1DMS..
1.75
1.5
1.251
1 413.0979
0.75. [C21H22CuN302]+
' 412.1023
0.5 [C21H22CuN302]+ 414.1009
0.251 [C21H22CuN302]+
0 ‘ ‘ ‘ ‘ ‘ — ‘ ‘
411.5 412 412.5 413 413.5 414 414.5 415

Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum
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Qualitative Compound Report

x10 4 |Cpd 1: C21 H22 Cu N3 O2: + FBF Spectrum (rt: 0.254-0.273, 0.706-0.709 ... min) MJ_MS_1DMS..

1.75+
1.5
1.25+

0.75+
0.5+
0.25-

[C21H22(

993
JUN302]+

|

385

390 395 400

MS Spectrum Peak List

410 415 420
Counts vs. Mass-to-Charge (m/z)

m/z z |Abund Formula Ion
411.0993| 1 19386.78|C21H22CuN302 M+
412.1023| 1 3551.74|C21H22CuN302 M+
413.0979| 1 7623.97|C21H22CuN302 M+
414.1009| 1 1477.12{C21H22CuN302 M+
415.1028| 1 115.38|C21H22CuN302 M+

--- End Of Report ---
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Qualitative Compound Report

Data File MJ_MS_2DMSO_MK_140V_pos1.d Sample Name 2DMSO
Sample Type Sample Position Vial 6
Instrument Name DE1517B001 User Name
Acq Method Odredjivanje MM_MK_140V_pos.m Acquired Time 11/29/2019 2:08:25 PM
IRM Calibration Status i A Method EURL_target_PEST017_NNP_10V.m
Comment
Sample Group Info.
Stream Name LC1 Acquisition SW 6200 series TOF/6500 series
Version Q-TOF B.06.01 (B6157)

Compound Table

Diff
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C23 H22 Cu N3 02 0.384 435.0998 11398 C23 H22 Cu N3 02 435.1008 -2.37

Compound Label m/z RT Algorithm Mass
Cpd 1: C23 H22 Cu N3 02 435.0993 0.384 Find By Formula 435.0998
x10 5 Cpd 1: C23 H22 Cu N3 O2: +ESI EIC(435.1003, 436.1081, 437.0991, 438.1069 ...) Scan Frag=14...
8] 0.384 1
6,
4
2,
0 0.897
01 02 03 04 05 06 07 08 09 1 11 12 13 14 15 1.6 1.7 1.8 1.9
Counts vs. Acquisition Time (min)
MS Spectrum
x10 4 Cpd 1: C23 H22 Cu N3 O2: + FBF Spectrum (rt: 0.244-0.288, 0.638-0.786 min) MJ_MS_2DMSO_...
1 i
0.8
0.6 437.0979
[C23H22CuN302]+
0.4 436.1023
4] [C23H22CuN302]+
0 | ‘ | ‘ | - | ‘
435.5 436 436.5 437 437.5 438 438.5 439

Counts vs. Mass-to-Charge (m/z)

MS Zoomed Spectrum
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Qualitative Compound Report

x10 4 |Cpd 1: C23 H22 Cu N3 O2: + FBF Spectrum (rt: 0.244-0.288, 0.638-0.786 min) MJ_MS_2DMSO_...
435.0993
14 [C23H22CuN302]+
0.8+
0.6
0.4+
0.2
0 I I
410 415 420 425 430 435 440 445 450 455
Counts vs. Mass-to-Charge (m/z)
MS Spectrum Peak List
m/z z |Abund Formula Ion
435.0993| 1 11398.25[C23H22CuN302 M+
436.1023| 1 2389.83|C23H22CuN302 M+
437.0979| 1 4626.48|C23H22CuN302 M+
438.1009| 1 1034.49(C23H22CuN302 M+
439.1027| 1 31.45|C23H22CuN302 M+

--- End Of Report ---
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