LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91124\
Data File : VN@83796.D

Acqg On : 11 Sep 2024 15:09

Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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
Title : SW846 8260
Signal : TIC: VN@83796.D\data.ms

peak R.T. first max last PK peak
# min  scan scan scan TY height

2.295 54 58 71 rVB2 16096
2.824 139 148 152 rBV5 11562
4.442 413 423 434 rBV2 16717
7.230 889 897 906 rBV 3898
8.165 1047 1056 1060 rBV2 110558

8.218 1060 1065 1076 rVB 173429
8.577 1115 1126 1134 rBV 114050
8.788 1156 1162 1174 rVB2 25949
9.100 1207 1215 1230 rVB 304537
0.565 1456 1464 1475 rBV 425179
11 11.865 1677 1685 1694 rBV 501041
12 12.847 1845 1852 1860 rBV 381139
13 13.788 2004 2012 2020 rBV 515770

254042

391941
256767

84324
617911
764808

882411
636889
868784

Sum of corrected areas:

82N091024W.M Thu Sep 12 15:20:50 2024

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M

corr % of
% max total
4.47% ©.807%
3.78% ©.683%
5.56% 1.003%
1.27% ©0.229%
28.79% 5.194%
44.42%  8.013%
29.10% 5.250%
9.56% 1.724%
70.03% 12.634%
86.67% 15.637%

100.00% 18.041%
72.18% 13.022%
98.46% 17.763%
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91124\
Data File : VN@83796.D

Acqg On : 11 Sep 2024 15:09
Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

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

Abundance TIC: VN083796.D\data.ms
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Abundance TIC: VN083796.D\data.ms
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Abundance TIC: VN083796.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91124\
Data File : VN@83796.D

Acqg On : 11 Sep 2024 15:09

Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©91024W.M
: SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown2.295 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2.295 5.04 ug/l 39472  Pentafluorobenzene 8.218
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 38
2 Phosphine, methyl- 48 CH5P 000593-54-4 9
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 Dimethyl ether 46 C2H60 000115-10-6 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
Abundance  Scan 58 (2.295 min): VN083796.D\data.ms (-54) (-) m/z 45.10 100.00%
45.1
64.0
5000
ooyl [T
2.20 2.40 2.60
0“_‘H‘H‘W“H‘A‘W‘H‘M b m/z 63.95 61.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #416: Sulfur dioxide
48.0 64.0
5000 LA L L I Y L
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m/z 46.10 51.67%
32.0
O\\‘\\\\‘\\\\‘\\\\‘\\\“\\\\‘\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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Abundance #128: Phosphine, methyl-
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wMM‘W“‘W“‘WN“
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150 320 |
Ol b e e
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Abundance #6976: Aminomethanesulfonic acid e AR
64.0 2.20 2.40 2.60
m/z 44.10 11.53%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91124\
Data File : VN@83796.D

Acqg On : 11 Sep 2024 15:09
Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Methylal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.442 6.26 ug/1l 49057  Pentafluorobenzene 8.218

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methylal 76 C3H802 000109-87-5 90
2 Methanamine, N,N-dimethyl-, N-oxide 75 C3H9NO 001184-78-7 9

3 Ethanol, 2-methoxy- 76 C3H802 000109-86-4 5

4 2,3-Butanediol 90 C4H1e02 000513-85-9 4

5 Formamide 45 CH3NO 000075-12-7 4
Abundance Scan 423 (4.442 min): VN083796.D\data.ms (-413) (-) m/z 45.10 100.00%
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5000

4.20 4.40 4.60 4.80

O e e e M/Z0 75.18 0 60.08%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1077: Methylal
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Abundance #1048: Methanamine, N,N-dimethyl-, N-oxide
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R REEEEE
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Abundance #1089: Ethanol, 2-methoxy-  AREREERE S S
45.0 4.20 4.40 4.60 4.80
m/z 76.00 2.34%
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| | | 980 e
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m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91124\
Data File : VN@83796.D

Acqg On : 11 Sep 2024 15:09
Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Acetic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.788 6.82 ug/1l 84324  1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 5
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formamidoxime 60 CH4N20 000624-82-8 4
5 Formamide 45 CH3NO 000075-12-7 4

Abundance Scan 1162 (8.788 min): VN083796.D\data.ms (-1156) (-) m/z 43.10 100.00%
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30.0 8.40 8.60 8.80 9.00 9.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91124\
Data File : VN@83796.D

Acqg On : 11 Sep 2024 15:09
Operator : JC\MD

Sample : IBLK

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91024W.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|
unknown2.295 2.295 5.0 ug/l 39472 1 8.218 391941 50.0
Methylal 4.442 6.3 ug/l 49057 1 8.218 391941 50.0
Acetic acid 8.788 6.8 ug/l 84324 2 9.100 617911 50.0
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