LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42722\
Data File : VN@72223.D

Acqg On : 27 Apr 2022 18:05

Operator : JC\MD

Sample : N2575-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19

Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE
Smoothing : ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M
Title : SW846 8260
Signal : TIC: VN@72223.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.234 37 42 62 rVB3 23040 104128 5.73% 1.042%
2 4.146 355 367 383 rBV 106590 306568 16.87% 3.067%
3 4.293 384 392 404 rVB2 7107 22341 1.23% 0.223%
4 6.575 772 780 792 rBV4 14973 49268 2.71% ©.493%
5 7.075 853 865 874 rBV6 10651 35109 1.93% 0.351%
6 8.016 1012 1025 1030 rBvV 214999 517446 28.48% 5.176%
7 8.081 1030 1036 1051 rVB 391844 885992 48.76% 8.863%
8 8.434 1085 1096 1111 rBV 247728 571139 31.43% 5.713%
9 8.963 1177 1186 1198 rBV 631753 1270167 69.91% 12.706%
10 10.439 1428 1437 1447 rBV 994319 1816963 100.00% 18.175%

11 11.739 1650 1658 1674 rBV 1031270
12 12.727 1817 1826 1835 rBV 745107
13 13.669 1978 1986 1999 rBV 798628

1798303 98.97% 17.989%
1283952 70.66% 12.844%
1335425 73.50% 13.359%

Sum of corrected areas: 9996801
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42722\
Data File : VN@72223.D

Acqg On : 27 Apr 2022 18:05
Operator : JC\MD

Sample : N2575-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

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

Abundance TIC: VN072223.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42722\
Data File : VN@72223.D

Acqg On : 27 Apr 2022 18:05
Operator : JC\MD

Sample : N2575-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown2.234 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.234 5.88 ug/l 104128  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 45
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7
4 Dimethyl ether 46 C2H60 000115-10-6 5
5 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 5

Abundance  Scan 42 (2.234 min): VN072223.D\data.ms (-37) (-) m/z 45.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42722\
Data File : VN@72223.D

Acqg On : 27 Apr 2022 18:05
Operator : JC\MD

Sample : N2575-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Propanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.146  17.30 ug/l 306568 Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal 58 C3H60 000123-38-6 78
2 Trimethylene oxide 58 C3H60 000503-30-0 9
3 .alpha.-Pinene, 10-(dimethylamin... 193 C13H23N 015063-97-5 9
4 2-(Aminomethyl)-4-methylpentanoi... 187 C10H21NO2 1891211-54-3 9
5 Oxirane, methyl-, (S)- 58 C3H60 016088-62-3 7

Abundance Scan 367 (4.146 min): VN072223.D\data.ms (-355) (-) m/z 58.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42722\
Data File : VN@72223.D

Acqg On : 27 Apr 2022 18:05
Operator : JC\MD

Sample : N2575-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©42622W.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|
unknown2.234 2.234 5.9 ug/l 104128 1 8.081 885992 50.0
Propanal 4.146 17.3 ug/l 306568 1 8.081 885992 50.0
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