Qualitative Analysis Report

Data Filename HF_Cu_2-pym_10Aug22.d Sample Name HF_C1_Cu_pym_recrys
Sample Type Sample Position P1-Al
Instrument Name QTOF User Name
Acq Method Test_DI_Pos.m Acquired Time  8/10/2022 10:18:42 AM (UTC-04:00)
IRM Calibration Status e pA Method Default.m
Comment MeOH incorporation? MeOH/DCM recrys
Sample Group Info.
Stream Name LC1 Acquisition Time 8/10/2022 10:18:42 AM (UTC-
(Local) 04:00)
Acquisition SW 6200 series TOF/6500 series QTOF Driver Version 10.01.00
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_2-pym_10Aug22.d
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Fragmentor Voltage 120  Collision Energy 0 Ionization Mode ESI

x10 2 +ESI BPC Scan Frag=120.0V HF_Cu_2-pym_10Aug22.d
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Counts (%) vs. Acquisition Time (min)

Integration Peak List

Peak Start RT End Height Area Area %
1 0.132 0.165 0.369 1305943.35 5502490.79 100
2 2.004 2.196 2.212 16650.6 154148.6 2.8

Fragmentor Voltage 120  Collision Energy 0 Ionization Mode ESI
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x10 2 | *ESI BPC Scan Frag=120.0V HF_Cu_2-pym_10Aug22.d
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Counts (%) vs. Acquisition Time (min)
Integration Peak List
Peak Start RT End Height Area Area %
1 0.132 0.165 0.369 1305943.35 5502490.79 100
2 2.004 2.196 2.212 16650.6 154148.6 2.8
Fragmentor Voltage 120  Collision Energy 0 Ionization Mode ESI
x10 2 | *ESI TIC Scan Frag=120.0V HF_Cu_2-pym_10Aug22.d
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Counts (%) vs. Acquisition Time (min)
Spectra
Spectrum Source Fragmentor Voltage Collision Energy Ionization Mode
Peak (1) in "+ BPC Scan" 120 0 ESI
x10 5 | *ESI Scan (rt: 0.148, 0.207-0.273 min, 10 scans) Frag=120.0V HF_Cu_2-pym_10Aug22.d
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z Abund
242.2848 303884.06
327.0116 176714.69
591.0937 350674.78
593.0931 167105.84
607.0886 327121.38

Spectrum Source

Peak (2) in "+ BPC Scan"

Fragmentor Voltage

120

Collision Energy

0

Ionization Mode
ESI
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x10 5 | *ESI Scan (rt: 2.013-2.204 min, 24 scans) Frag=120.0V HF_Cu_2-pym_10Aug22.d
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Counts vs. Mass-to-Charge (m/z)

922.0098

609.3401

230.2479

Peak List
m/z Abund

103.9556 11636.05
121.0509 107802.4
230.2479 7113.33

609.3401 10812.56
922.0098 30639.06

Compounds

Cpd 1: C48 H39 Cu N6 P3; 0.173: +ESI EIC(855.1740, 856.1771, 856.1818, 857.1741 ...) Scan Fr...
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Counts (%) vs. Acquisition Time (min)

x10 6 |Cpd 1: C48 H39 Cu N6 P3; 0.173: + FBF Spectrum (rt: 0.148-0.223 min) HF_Cu_2-pym_10Aug22..
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
855.1749| 1 406025.09|C48H39CuN6P3 M+
856.1784| 1 217775.03|C48H39CuN6P3 M+
857.1757| 1 225756.91|C48H39CuN6P3 M+
858.1772| 1 99466.52|C48H39CuUN6P3 M+
859.1792| 1 24951.72|C48H39CuN6P3 M+
860.1817| 1 4239.13|C48H39CuN6P3 M+
874.1719| 1 3402.77|C48H39CuN6P3 (M+H30)+
876.1792| 1 215.03|C48H39CuN6P3 (M+H30)+
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x10 6 |Cpd 1: C48 H39 Cu N6 P3; 0.173: +ESI Scan (rt: 0.148-0.223 min, 10 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
855.1749| 1 406025.09|C48H39CuN6P3 M+
856.1784| 1 217775.03|C48H39CuN6P3 M+
857.1757| 1 225756.91|C48H39CuN6P3 M+
858.1772| 1 99466.52|C48H39CuN6P3 M+
859.1792| 1 24951.72|C48H39CuN6P3 M+
860.1817] 1 4239.13|C48H39CuN6P3 M+
874.1719| 1 3402.77|C48H39CuN6P3 (M+H30)+
876.1792| 1 215.03|C48H39CuN6P3 (M+H30)+
x10 2 Cpd 2: C2 H3 Cu N; 0.107: +ESI EIC(103.9556, 104.9634, 105.9538, 106.9616 ...) Scan Frag=12...
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Counts (%) vs. Acquisition Time (min)
x10 4 |Cpd 2: C2 H3 Cu N; 0.107: + FBF Spectrum (rt: 0.090-0.132 min) HF_Cu_2-pym_10Aug22.d Sub...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
103.9556| 1 15680|C2H3CuN M+
104.9571| 1 325.99|C2H3CuN M+
105.954( 1 6724.29|C2H3CuN M+
106.9553| 1 106.08|C2H3CuN M+
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x10 4 |Cpd 2: C2 H3 Cu N; 0.107: +ESI Scan (rt: 0.090-0.132 min, 6 scans) Frag=120.0V HF_Cu_2-pym...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ion
103.9556| 1 15680|C2H3CuN M+
104.9571| 1 325.99|C2H3CuN M+
105.954( 1 6724.29|C2H3CuN M+
106.9553| 1 106.08|C2H3CuN M+
x10 2 |Cpd 3: C18 H16 Cu N3 P; 0.240: +ESI EIC(368.0372, 369.0451, 370.0358, 371.0436 ...) Scan Fra...
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Counts (%) vs. Acquisition Time (min)
x10 5 |Cpd 3: C18 H16 Cu N3 P; 0.240: + FBF Spectrum (rt: 0.140-0.872 min) HF_Cu_2-pym_10Aug22...
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
368.0379| 1 43633.53|C18H16CuN3P M+
369.041| 1 9097.14|C18H16CuN3P M+
370.0364| 1 19604.35|C18H16CuN3P M+
371.04] 1 4019.75|C18H16CuN3P M+
372.0443| 1 383.28|C18H16CuN3P M+
387.0618| 1 628.65|C18H16CuN3P (M+H30)+
389.0597| 1 204.71|C18H16CuN3P (M+H30)+
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x10 5 |Cpd 3: C18 H16 Cu N3 P; 0.240: +ESI Scan (rt: 0.140-0.872 min, 89 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
368.0379| 1 43633.53|C18H16CuN3P M+
369.041] 1 9097.14|C18H16CuN3P M+
370.0364| 1 19604.35|C18H16CuN3P M+
371.04] 1 4019.75|C18H16CuN3P M+
372.0443| 1 383.28|C18H16CuN3P M+
387.0618] 1 628.65|C18H16CuN3P (M+H30)+
389.0597| 1 204.71|C18H16CuN3P (M+H30)+
x10 2 |Cpd 4: C32 H26 Cu N4 P2; 0.182: +ESI EIC(591.0923, 592.0954, 592.1001, 593.0915 ...) Scan Fr...
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Counts (%) vs. Acquisition Time (min)
x10 5 |Cpd 4: C32 H26 Cu N4 P2; 0.182: + FBF Spectrum (rt: 0.148-0.157, 0.198-0.323 min) HF_Cu_2-p..
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
591.0935| 1 337723.38|C32H26CuN4P2 M+
592.0967| 1 113912.86|C32H26CuN4P2 M+
593.0929] 1 159340.59|C32H26CuN4P2 M+
594.0949| 1 51614.2|C32H26CuN4P2 M+
595.0974| 1 8677.6|C32H26CuN4P2 M+
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x10 5 |Cpd 4: C32 H26 Cu N4 P2; 0.182: +ESI Scan (rt: 0.148-0.157, 0.198-0.323 min, 18 scans) Frag=1..
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ion
591.0935| 1 337723.38|C32H26CuN4P2 M+
592.0967| 1 113912.86|{C32H26CuN4P2 M+
593.0929] 1 159340.59|C32H26CuN4P2 M+
594.0949| 1 51614.2|C32H26CuN4P2 M+
595.0974| 1 8677.6|C32H26CuN4P2 M+
x10 2 |Cpd 5: C16 H13 Cu N2 P; 0.182: +ESI EIC(327.0107, 328.0185, 329.0092, 330.0170 ...) Scan Fra...
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Counts (%) vs. Acquisition Time (min)

Cpd 5: C16 H13 Cu N2 P; 0.182: + FBF Spectrum (rt: 0.140-0.723 min) HF_Cu_2-pym_10Aug22....
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
327.0114| 1 88062.67|C16H13CuN2P M+
328.0144| 1 15838.56|C16H13CuN2P M+
329.0097| 1 39145.01|C16H13CuN2P M+
330.0126| 1 6871.07|C16H13CuN2P M+
331.0156| 1 630.27|C16H13CuN2P M+
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x10 5 |Cpd 5: C16 H13 Cu N2 P; 0.182: +ESI Scan (rt: 0.140-0.723 min, 71 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
327.0114| 1 88062.67|C16H13CuN2P M+
328.0144| 1 15838.56{C16H13CuN2P M+
329.0097| 1 39145.01|C16H13CuN2P M+
330.0126] 1 6871.07|C16H13CuN2P M+
331.0156] 1 630.27|C16H13CuN2P M+
x10 2 |Cpd 6: C16 H13 N2 P; 0.165: +ESI EIC(264.0811, 265.0889, 283.0995, 287.0709) Scan Frag=120..
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Counts (%) vs. Acquisition Time (min)
x10 4 |Cpd 6: C16 H13 N2 P; 0.165: + FBF Spectrum (rt: 0.148-0.340 min) HF_Cu_2-pym_10Aug22.d S..
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
265.0894| 1 20775.7|C16H13N2P (M+H)+
266.0929| 1 3798.86|C16H13N2P (M+H)+
267.0948| 1 357.9|C16H13N2P (M+H)+
283.0914| 1 2221.91|C16H13N2P (M+H30)+
285.101] 1 82.37|C16H13N2P (M+H30)+
287.0743| 1 609.4|C16H13N2P (M+Na)+
288.0736| 1 73.73|C16H13N2P (M+Na)+
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x10 5 |Cpd 6: C16 H13 N2 P; 0.165: +ESI Scan (rt: 0.148-0.340 min, 24 scans) Frag=120.0V HF_Cu_2-p..
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ion
265.0894| 1 20775.7|C16H13N2P (M+H)+
266.0929| 1 3798.86|C16H13N2P (M+H)+
267.0948| 1 357.9|C16H13N2P (M+H)+
283.0914| 1 2221.91|C16H13N2P (M+H30)+
285.101] 1 82.37|C16H13N2P (M+H30)+
287.0743| 1 609.4|C16H13N2P (M+Na)+
288.0736| 1 73.73|C16H13N2P (M+Na)+
x10 2 |Cpd 7: C16 H13 N2 O P; 0.173: +ESI EIC(280.0760, 281.0838, 299.0944, 303.0658) Scan Frag=1..
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Counts (%) vs. Acquisition Time (min)

Cpd 7: C16 H13 N2 O P; 0.173: + FBF Spectrum (rt: 0.148-0.348 min) HF_Cu_2-pym_10Aug22.d..
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Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z |Abund Formula Ion
281.0847| 1 130843.3|C16H13N20P (M+H)+
282.0877| 1 23505.76|C16H13N20P (M+H)+
283.0914| 1 2164.68|C16H13N20P (M+H)+
303.0664| 1 200754.23|C16H13N20P (M+Na)+
304.0697| 1 34007.51|C16H13N20P (M+Na)+
305.0725] 1 3422.77|C16H13N20P (M+Na)+
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x105|Cpd 7: C16 H13 N2 O P; 0.173: +ESI Scan (rt: 0.148-0.348 min, 25 scans) Frag=120.0V HF_Cu_2...
71 + +
0= ©
61 =, T =
| o — o ©
5 Q I o Z
41 z o 2 o
~M™ o < ™ o
3 ST o= g
Ss =z ©T zZ
2 50 =% S8l
0
y 8223 2258
ERS) 80
0 L, | = : : — 12 = ‘
280 285 290 295 300 305 310
Counts vs. Mass-to-Charge (m/z)
Peak List
m/z z [Abund Formula Ion
281.0847| 1 130843.3|C16H13N20P (M+H)+
282.0877| 1 23505.76|C16H13N20P (M+H)+
283.0914| 1 2164.68|C16H13N20P (M+H)+
303.0664| 1 200754.23|C16H13N20P (M+Na)+
304.0697| 1 34007.51|C16H13N20P (M+Na)+
305.0725| 1 3422.77|C16H13N20P (M+Na)+

--- End Of Report ---
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