LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX123124\

Data File : VX044553.D

Acq On : 30 Dec 2024 18:51

Operator : JC/MD

Sample : P5376-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 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\82X121124W.M
Title : SW846 8260

Signal : TIC: VX044553.D\data.ms
peak R.T. first max last PK peak corr

# min scan scan scan TY height area

1 1.575 66 80 81 rBv3 12341 34449
2 1.630 81 89 93 rVB4 15277 47278
3  3.611 406 414 420 rBV2 7306 17414
4 5.385 695 705 719 rBV 86776 252848
5 5.544 721 731 745 rVWW 129940 378445
6 5.952 789 798 813 rBV 93852 257067
7 6.757 922 930 948 rBV 208921 508487
8 7.135 984 992 1000 rBvV2 6210 14471
9 8.647 1233 1240 1253 rBV 440583 704493
10 10.049 1465 1470 1484 rBV 432461 610228
11 11.079 1634 1639 1655 rBV 330112 439847
12 12.018 1788 1793 1806 rBV 410508 521750

Sum of corrected areas:

82X121124W.M Tue Dec 31 16:08:59 2024

corr. % of
% max total
4.89% 0.910%
6.71% 1.249%
2.47% 0.460%
35.89% 6.677%
53.72% 9.994%
36.49% 6.789%
72.18% 13.428%
2.05% 0.382%
100.00% 18.604%
86.62% 16.115%
62.43% 11.615%
74.06% 13.778%
3786777
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX123124\
Data File : VX@44553.D

Acqg On : 30 Dec 2024 18:51

Operator : JC/MD

Sample : P5376-06

Misc : 5.0mL/MSVOA_X/WATER [TT17411-20241218

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121124W.M
Quant Title : SW846 8260

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

Abundance TIC: VX044553.D\data.ms
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Abundance TIC: VX044553.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX123124\
Data File : VX@44553.D

Acqg On : 30 Dec 2024 18:51

Operator : JC/MD

Sample : P5376-06

Misc : 5.0mL/MSVOA_X/WATER [TT17411-20241218

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121124W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl.630 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.630 6.25 ug/1 47278  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Chloroethyl methyl sulfone 142 C3H7C102S 050890-51-2 45
2 Propane, 1,2-dichloro- 112 C3H6C12 000078-87-5 27
3 Ethane, 1,1-dichloro- 98 C2H4C12 000075-34-3 9
4 Ethanol, 2-chloro-, phosphite (3:1) 268 C6H12C1303P 000140-08-9 9
5 Propane, 1,1,2-trichloro- 146 C3H5C13 000598-77-6 9
Abundance  Scan 89 (1.630 min): VX044553.D\data.ms (-81) (-) m/z 35.10 100.00%
35.1
63.0
5000
H M ‘ 92.9 268.1 1.40 1.60 1.80 2.00 :
0H‘WHHWNWNMAJAHMHW‘HWH‘WHHM‘HMH‘_HW‘HWH“ m/z 63.05 73.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22197: 2-Chloroethyl methyl sulfone
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5000 \\\\‘\A\\\‘\\\\‘\\\\A‘\A\\
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m/z 44.00 58.66%
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\\\\‘\\\\‘\\\\‘\\\\‘\\\
1.40 1.60 1.80 2.00
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Abundance #3384: Ethane, 1,1-dichloro- 2 //\‘“ e ‘M”W/\“
m/z 47.05  27.28%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX123124\
Data File : VX044553.D

Acq On : 30 Dec 2024 18:51

Operator : JC/MD

Sample : P5376-06

Misc : 5.0mL/MSVOA_X/WATER [TT17411-20241218

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X121124W.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.630 1.630 6.3 ug/l 47278 1  5.550 378445 50.0
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