LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041718.D

Acqg On : 03 Jun 2024 20:35

Operator : JC/MD

Sample : P2657-06 100X

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X052924W.M
Title : SW846 8260
Signal : TIC: VXe41718.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.618 68 87 89 rBvV9 9450 46910 5.06% ©0.982%
2 5.391 694 706 721 rBV 72869 216231 23.34% 4.527%
3 5.550 722 732 752 rVB 126428 360912 38.95% 7.557%
4 5,958 789 799 823 rBV 76125 210972 22.77% 4.417%
5 6.763 922 931 952 rBV 187612 461584 49.82% 9.665%
6 8.647 1234 1240 1249 rBV 393562 627364 67.71% 13.136%
7 8.720 1249 1252 1264 rVB 5831 11798 1.27% 0.247%
8 10.055 1465 1471 1481 rBV 422774 582369 62.85% 12.194%
9 10.305 1507 1512 1521 rVB 13308 20672 2.23% 0.433%
10 10.646 1563 1568 1579 rBV 12731 19800 2.14% 0.415%

11 11.079 1634 1639 1654 rBV 375316 483658 52.20% 10.127%

12 11.451 1696 1700 1710 rVB 10286 14121 1.52% 0.296%
13 11.756 1745 1750 1756 rBV 18520 22954 2.48% 0.481%
14 12.024 1788 1794 1801 rBV 453883 587131 63.37% 12.293%
15 12.091 1801 1805 1811 rVB 10966 14782 1.60% 0.310%
16 12.414 1853 1858 1864 rBV 26845 36389 3.93% 0.762%
17 13.774 2076 2081 2093 rBV 764931 926531 100.00% 19.400%
18 13.871 2093 2097 2103 rVB 11441 15855 1.71% 0.332%
19 14.640 2218 2223 2233 rVB 51024 67161 7.25% 1.406%
20 14.780 2239 2246 2254 rBV 38154 48784 5.27% 1.021%
Sum of corrected areas: 4775978
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041718.D

Acqg On : 03 Jun 2024 20:35

Operator : JC/MD

Sample : P2657-06 100X

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX041718.D\data.ms
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Abundance TIC: VX041718.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041718.D

Acqg On : 03 Jun 2024 20:35

Operator : JC/MD

Sample : P2657-06 100X

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl.618 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.618 6.50 ug/1 46910 Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethene, (2-chloroethoxy)- 106 C4H7C10 000110-75-8 12
2 Diethyl pyrocarbonate 162 C6H1005 001609-47-8 9
3 Propanoic acid, 2-chloro- 108 C3H5C102 000598-78-7 4
4 Propanenitrile, 3-chloro- 89 C3H4CIN 000542-76-7 4
5 Dimethyl Sulfoxide 78 C2H60S 000067-68-5 4

Abundance  Scan 87 (1.618 min): VX041718.D\data.ms (-68) (-) m/z 49.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041718.D

Acqg On : 03 Jun 2024 20:35

Operator : JC/MD

Sample : P2657-06 100X

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.640 5.72 ug/1 67161 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 64
Abundance Scan 2223 (14.640 min): VX041718.D\data.ms (-2218) (| m/z 142.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VX041718.D

Acqg On : 03 Jun 2024 20:35

Operator : JC/MD

Sample : P2657-06 100X

Misc : 5.01g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl.618 1.618 6.5 ug/l 46910 1 5.550 360912 50.0
Naphthalene, 2-... 14.640 5.7 wug/l 67161 4 12.024 587131 50.0
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