Qualitative Analysis Report

Data Filename

HF_Cu_PF6_1-Iso_2.d

Sample Type Sample
Instrument Name QTOF
Acq Method Test_DI_Pos.m

IRM Calibration Status
Comment

Sample Group
Stream Name

Acquisition SW

Sample Name
Position

User Name
Acquired Time

Info.
LC1

6200 series TOF/6500 series

Acquisition Time
(Local)
QTOF Driver Version 10.01.00

HF_Cu_PF6_1-Iso
P1-A2

8/3/2022 4:05:37 PM (UTC-04:00)
Default.m

8/3/2022 4:05:37 PM (UTC-
04:00)

Version Q-TOF 10.1 (48.0)
QTOF Firmware 25.809 Tune Mass Range 3200
Version Max.
Chromatograms
Fragmentor Voltage 120  Collision Energy 0 Ionization Mode  ESI
x10 2 |+ESI TIC Scan Frag=120.0V HF_Cu_PF6_1-Iso_2.d
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Counts (%) vs. Acquisition Time (min)
Fragmentor Voltage 120  Collision Energy 0 Ionization Mode  ESI
x10 2 +ESI BPC Scan Frag=120.0V HF_Cu_PF6_1-Iso_2.d
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Counts (%) vs. Acquisition Time (min)
Integration Peak List
Peak Start RT End Height Area Area %
1 0.132 0.181 0.439 1644679.26 8416299.25 100
Fragmentor Voltage 120  Collision Energy 0 Ionization Mode  ESI
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+ESI BPC Scan Frag=120.0V HF_Cu_PF6_1-Iso_2.d
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Counts (%) vs. Acquisition Time (min)

Integration Peak List

Peak Start RT End Height Area Area %
1 0.132 0.181 0.439 1644679.26 8416299.25 100
Spectra
Spectrum Source Fragmentor Voltage Collision Energy Ionization Mode
Peak (1) in "+ BPC Scan" 120 0 ESI
x10 5 | *ESI Scan (rt: 0.147-0.156, 0.222-0.331 min, 16 scans) Frag=120.0V HF_Cu_PF6_1-Iso_2.d
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund
314.1106 180388.09
689.1356 1 1472233.31
690.139 1 1213690.53
691.1359 1 1247061.03
705.1309 277490.91
Compounds
x10 2 |Cpd 1: C2 H3 Cu N; 0.505: +ESI EIC(103.9556, 104.9634, 105.9538, 106.9616 ...) Scan Frag=12..
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x10 4 Cpd 1: C2 H3 Cu N; 0.505: + FBF Spectrum (rt: 0.206-0.830 min) HF_Cu_PF6_1-Iso_2.d Subtract
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
103.9554| 1 36228.44|C2H3CuN M+
104.9585| 1 910.08]C2H3CuN M+
105.9535| 1 15723.81|C2H3CuN M+
106.9563| 1 358.41|C2H3CuN M+
x10 4 Cpd 1: C2 H3 Cu N; 0.505: +ESI Scan (rt: 0.206-0.830 min, 76 scans) Frag=120.0V HF_Cu_PF6_...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
103.9554| 1 36228.44|C2H3CuN M+
104.9585| 1 910.08|C2H3CuN M+
105.9535| 1 15723.81|C2H3CuN M+
106.9563| 1 358.41|C2H3CuN M+
x10 2 |Cpd 2: C63 H48 Cu N3 P3; 0.172: +ESI EIC(1002.2352, 1003.2384, 1003.2430, 1004.2363 ...) Sc...
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3 [Cpd 2: C63 H48 Cu N3 P3; 0.172: + FBF Spectrum (rt: 0.139-0.264 min) HF_Cu_PF6_1-Iso_2.d...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
1002.2332| 1 471.29|C63H48CuN3P3 M+
1003.2371| 1 394.46|C63H48CuN3P3 M+
1004.2358| 1 366.58|C63H48CuN3P3 M+
1005.2338| 1 252.13|C63H48CuN3P3 M+
1006.2336| 1 46.52|C63H48CuN3P3 M+
x10 4 |Cpd 2: C63 H48 Cu N3 P3; 0.172: +ESI Scan (rt: 0.139-0.264 min, 16 scans) Frag=120.0V HF_Cu...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
1002.2332| 1 471.29|C63H48CuN3P3 M+
1003.2371] 1 394.46|C63H48CuN3P3 M+
1004.2358| 1 366.58|C63H48CuN3P3 M+
1005.2338| 1 252.13|C63H48CuN3P3 M+
1006.2336| 1 46.52|C63H48CuN3P3 M+
x10 2 |Cpd 3: C42 H32 Cu N2 P2; 0.181: +ESI EIC(689.1331, 690.1364, 690.1409, 691.1329 ...) Scan Fr...
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Counts (%) vs. Acquisition Time (min)
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x10 6 Cpd 3: C42 H32 Cu N2 P2; 0.181: + FBF Spectrum (rt: 0.139-0.156, 0.222-0.381 min) HF_Cu_PF...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
689.1354| 1 391609.22|C42H32CuN2P2 M+
690.1387| 1 176903.09|C42H32CuN2P2 M+
691.1356| 1 204918.34|C42H32CuN2P2 M+
692.137| 1 79040.42|C42H32CuN2P2 M+
693.1389| 1 16597.72|C42H32CuN2P2 M+
694.1417| 1 2671.23|C42H32CuN2P2 M+
x10 6 |Cpd 3: C42 H32 Cu N2 P2; 0.181: +ESI Scan (rt: 0.139-0.156, 0.222-0.381 min, 23 scans) Frag=1..
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
689.1354| 1 391609.22|C42H32CuN2P2 M+
690.1387| 1 176903.09|C42H32CuN2P2 M+
691.1356| 1 204918.34|C42H32CuN2P2 M+
692.137| 1 79040.42|C42H32CuN2P2 M+
693.1389| 1 16597.72|C42H32CuN2P2 M+
694.1417| 1 2671.23|C42H32CuN2P2 M+
x10 2 |Cpd 4: C23 H19 Cu N2 P; 0.231: +ESI EIC(417.0576, 418.0655, 419.0564, 420.0642 ...) Scan Fra...
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x10 4 |Cpd 4: C23 H19 Cu N2 P; 0.231: + FBF Spectrum (rt: 0.139-0.880 min) HF_Cu_PF6_1-Iso_2.d S..
8,
X
o
6 - S £,
N =1 o
=z O N
44 3 ~o =z
< 8 [To (@)
- = oL o
ST & 2
C>. o ~— N o T
2 © N by Ok g »
< =
0 ‘ g ‘ ‘ ‘ d ‘
417.5 418 418.5 419 419.5 420 420.5 421
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
417.0585| 1 34559.23|C23H19CuN2P M+
418.0614| 1 8361.17|C23H19CuN2P M+
419.0571] 1 15367.24|C23H19CuN2P M+
420.0599| 1 3811.56|C23H19CuN2P M+
421.0631] 1 449.98|C23H19CuN2P M+
x10 4 |Cpd 4: C23 H19 Cu N2 P; 0.231: +ESI Scan (rt: 0.139-0.880 min, 90 scans) Frag=120.0V HF_Cu_...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
417.0585| 1 34559.23|C23H19CuN2P M+
418.0614| 1 8361.17|C23H19CuN2P M+
419.0571] 1 15367.24|C23H19CuN2P M+
420.0599| 1 3811.56|C23H19CuN2P M+
421.0631] 1 449.98|C23H19CuN2P M+
x10 2 |Cpd 5: C21 H16 Cu N P; 0.231: +ESI EIC(376.0311, 377.0389, 378.0297, 379.0376 ...) Scan Frag...
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Counts (%) vs. Acquisition Time (min)
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x10 4 Cpd 5: C21 H16 Cu N P; 0.231: + FBF Spectrum (rt: 0.139-0.913 min) HF_Cu_PF6_1-lso_2.d Su..
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376.5 377 377.5 378 378.5 379 379.5 380
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
376.0316] 1 22291.56|C21H16CuNP M+
377.0347| 1 5012.68|C21H16CuNP M+
378.0303] 1 10238.46|C21H16CuNP M+
379.0332| 1 2319.66{C21H16CuNP M+
380.0358] 1 231.81|C21H16CuNP M+
x10 4 Cpd 5: C21 H16 Cu N P; 0.231: +ESI Scan (rt: 0.139-0.913 min, 94 scans) Frag=120.0V HF_Cu_...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
376.0316] 1 22291.56|C21H16CuNP M+
377.0347| 1 5012.68|C21H16CuNP M+
378.0303] 1 10238.46|C21H16CuNP M+
379.0332| 1 2319.66{C21H16CuNP M+
380.0358] 1 231.81|C21H16CuNP M+
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