Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90424\
Data File : VN@83647.D

Acqg On : 04 Sep 2024 14:18

Operator : JC\MD

Sample : P3777-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE

Smoothing : ON Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : ©

Peak Location:

LSC Area Percent Report

5

3 % of largest Peak
100

TOP

MW-01-6.5-082824

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

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N083024W.M

Title : SW846 8260

Signal : TIC: VN@83647.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1 2.289 50 57 74 rVvB3 47761 111412 10.29% 1.738%
2 2.818 139 147 148 rBvV3 8599 18254 1.69% 0.285%
3  4.442 413 423 435 rBV 16855 49861 4.60% ©0.778%
4 7.483 932 940 950 rvB2 17880 47118 4.35% ©0.735%
5 8.165 1044 1056 1060 rBV 136279 312736 28.87% 4.878%
6 8.224 1060 1066 1076 rVB 219858 501300 46.28% 7.819%
7 8.577 1116 1126 1137 rBV 143731 313324 28.93% 4.887%
8 9.100 1206 1215 1232 rBV 375261 763810 70.52% 11.914%
9 9.353 1249 1258 1268 rVB 201140 399110 36.85% 6.225%
10 10.565 1456 1464 1482 rVB 517729 942745 87.04% 14.705%
11 11.865 1676 1685 1696 rBV 616098 1076509 99.39% 16.791%
12 12.847 1844 1852 1861 rBV 464560 792009 73.13% 12.353%
13 13.788 2005 2012 2021 rBV 639348 1083074 100.00% 16.893%
Sum of corrected areas: 6411262
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90424\
Data File : VN@83647.D

Acqg On : 04 Sep 2024 14:18

Operator : JC\MD

Sample : P3777-01

Misc : 5.0mL/MSVOA_N/WATER MW-01-6.5-082824

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83024W.M
Quant Title : SW846 8260

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

Abundance TIC: VN083647.D\data.ms
600000

500000
400000
300000
200000

100000
2.289

2.81 4.442
0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/N\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VN083647.D\data.ms

600000

10.565
500000

400000 9.100

300000

8.224 9.353

200000
8.1 8.577

100000

0T e ‘ — —— —— — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN083647.D\data.ms
B65 13.]788
600000

500000 12.847
400000

300000

200000

100000

T ‘ T T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N083024W.M Thu Sep 05 13:16:43 2024 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©90424\
Data File : VN@83647.D

Acqg On : 04 Sep 2024 14:18

Operator : JC\MD

Sample : P3777-01

Misc : 5.0mL/MSVOA_N/WATER MW-01-6.5-082824

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83024W.M
Quant Title : 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 unknown2.289 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.289 11.11 ug/l 111412  Pentafluorobenzene 8.224

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 38
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Dimethyl ether 46 C2H60 000115-10-6 7
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 7

Abundance  Scan 57 (2.289 min): VN083647.D\data.ms (-50) (-) m/z 45.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90424\
Data File : VN@83647.D

Acqg On : 04 Sep 2024 14:18

Operator : JC\MD

Sample . P3777-01

Misc : 5.0mL/MSVOA_N/WATER MW-01-6.5-082824

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83024W.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|

unknown2.289 2.289 11.1 wug/l 111412 1 8.224 501300 50.0
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