LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31524\
Data File : VU@58136.D

Acqg On : 15 Mar 2024 18:42
Operator : MD/SY

Sample : P1779-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ U\Method\SFAMUTRO22924WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@58136.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 85 94 109 rBV 69535 77999 15.09%  1.832%
2 1.904 183 191 204 rVB 60098 77190 14.93% 1.813%
3 2.560 382 395 406 rBV 108347 179902 34.80%  4.225%
4 2.615 406 412 427 rVB 13831 24126 4.67% 0.567%
5 2.740 441 451 466 rBV 6891 13497 2.61% 0.317%
6 3.177 573 587 603 rBv2 6722 15613 3.02% 0.367%
7 4.611 1017 1033 1052 rBV 59664 157295 30.42%  3.694%
8 4.698 1054 1060 1086 rVB2 15018 41423 8.01% ©.973%
9 5.046 1154 1168 1200 rBV2 178995 454327 87.87% 10.669%
10 5.718 1358 1377 1405 rBV2 201033 517017 100.00% 12.141%
11  6.242 1527 1540 1571 rBV 155077 309348 59.83% 7.265%
12 6.537 1622 1632 1652 rVB4 16148 31415 6.08% 0.738%
13 6.682 1664 1677 1705 rBV 120487 247254 47.82% 5.806%
14 7.560 1940 1950 1974 rBV 48688 89888 17.39% 2.111%
15 7.891 2041 2053 2072 rBV ~ 238895 422010 81.62% 9.910%
16 8.177 2131 2142 2165 rBV 25297 47137 9.12% 1.107%
17 8.627 2269 2282 2321 rBV2 185862 397440 76.87% 9.333%
18 9.412 2514 2526 2545 rBV 217069 373087 72.16% 8.761%
19 10.749 2930 2942 2961 rBV 70455 115977 22.43% 2.724%
20 10.891 2975 2986 2997 rBV 4886 7580 1.47% 0.178%
21 11.807 3260 3271 3295 rBV 199269 332739 64.36% 7.814%
22 12.190 3375 3390 3414 rBV 187567 318407 61.59% 7.477%
23 12.769 3559 3570 3579 rVB 4946 7661 1.48% 0.180%

Sum of corrected areas: 4258332
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31524\

: VUe58136.D

: 15 Mar 2024 18:42

: MD/SY

. P1779-03

: 25.0mL/MSVOA_U/WATER

: 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR922924WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31524\
Data File : VU@58136.D

Acqg On : 15 Mar 2024 18:42
Operator : MD/SY

Sample : P1779-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR922924WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.560 1.45 ug/L 89888 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 25
2 1,3-Cyclohexadiene 80 C6H8 000592-57-4 25
3 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 23
4 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 9
5 Methanesulfonyl chloride 114 CH3Cl02S 000124-63-0 9
Abundance Scan 1950 (7.560 min): VU058136.D\data.ms (-1940) (-) m/z 78.90 100.00%
78.9
5000 41.9 f{
113.9 e
7.20 7.40 7.60 7.80
L.y 628 | .
O bbb e el e e M/z 41,900 42.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7955: Methane, oxybis[chloro-
79.0 A
5000 49.0 B R A EERRE
7.20 7.40 7.60 7.80
m/z 80.90 32.02%
29.0
ol 140 | || 630 || 93.0 113.0
\H‘\H\‘HH[HH‘HH‘HH‘HH’HH‘\\H‘H\\‘HH’HH‘\\H‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1235: 1,3-Cyclohexadiene
79.0
T
7.20 7.40 7.60 7.80
5000 m/z 50.90 21.37%
39.0
|, s80 ‘
0 HW‘H‘_‘WM‘MMm‘wh‘W‘H‘Vwm_‘H‘H‘WH‘W‘H‘_H‘_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13724: 2-Propanol, 1,3-dichloro- Ty
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31524\
Data File : VU@58136.D

Acqg On : 15 Mar 2024 18:42
Operator : MD/SY

Sample : P1779-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR922924WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 7.560 1.5 ug/L 89888 1 6.242 309348 5.0
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