LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102723\
Data File : VU@55939.D

Acqg On : 27 Oct 2023 22:52
Operator : MD/SY

Sample : 05113-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 28 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\SFAMUTR102423WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@55939.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.599 88 96 106 rBV 93165 109376 8.33% 1.203%
2 1.914 186 194 211 rVB 79127 111369 8.48% 1.225%
3 2.567 385 397 412 rBV 147311 245895 18.73% 2.705%
4 3,197 576 593 597 rBV2 17795 40500 3.09%  0.445%
5 4.628 1021 1038 1079 rBV 164868 524292 39.94% 5.767%
6 5.058 1155 1172 1201 rVB 188029 429967 32.76% 4.729%
7 5.724 1357 1379 1408 rBV2 336829 908419 69.21% 9.992%
8 6.245 1528 1541 1573 rBV 418373 845086 64.39%  9.295%
9 6.685 1663 1678 1698 rBV 227967 457714 34.87% 5.034%
10 7.563 1940 1951 1976 rBV 99993 189430 14.43% 2.084%
11 7.894 2042 2054 2073 rBV 365398 676425 51.54% 7.440%
12 8.181 2131 2143 2162 rBV2 58322 109727 8.36% 1.207%
13 8.634 2271 2284 2321 rBV2 585367 1312550 100.00% 14.437%
14  8.791 2326 2333 2349 rVB7 10164 21524 1.64% 0.237%
15 9.415 2512 2527 2553 rBV 601290 1052715 80.20% 11.579%

16 10.753 2925 2943 2964 rBV 202051 340381 25.93%  3.744%
17 11.811 3259 3272 3292 rBV 589661 994138 75.74% 10.935%
18 12.190 3378 3390 3413 rBV 414564 705312 53.74% 7.758%
19 12.897 3601 3610 3622 rBV6 8867 16803 1.28% 0.185%

Sum of corrected areas: 9091623
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102723\
Data File : VU@55939.D

Acqg On : 27 Oct 2023 22:52
Operator : MD/SY

Sample : 05113-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU055939.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102723\
Data File : VU@55939.D

Acqg On : 27 Oct 2023 22:52
Operator : MD/SY

Sample : 05113-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.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.
7.563 1.12 ug/L 189430 1,4-Difluorobenzene 6.248
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 33
2 1,3-Cyclohexadiene 80 C6H8 000592-57-4 28
3 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 9
4 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 9
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 9
Abundance Scan 1951 (7.563 min): VU055939.D\data.ms (-1940) (-) m/z 79.00 100.00%
79.0
5000
113.9 e
‘ 628 M 7.20 7.40 7.60 7.80
Obrrrrrereprrreperebbbertbler o b e e e m/z 42.00 36.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7955: Methane, oxybis[chloro-
79.0
5000 49.0 B AR e R AN N
7.20 7.40 7.60 7.80
m/z 80.90 33.17%
29.0
ol 140 | 630 || 930 1130
\H‘HH‘H\\‘H\\‘\H\‘HH‘HH‘\\H‘\\H‘HH‘HH‘H\\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1235: 1,3-Cyclohexadiene
79.0
e REmasREEEs SRR
7.20 7.40 7.60 7.80
5000 ITI/Z 50.90 21.63%
39.0
52.0
o 20 | 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7310: 3-Thiatricyclo[3.1.1.0(2,4)]heptane e aRREES S
79.0 7.20 7.40 7.60 7.80
m/z 113.90  21.34%
5000
39.0
5%065.0
Y B A NSO | NN 1 B ANBMSNNENS 1 U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SFAMUTR102423WMA.M Tue Oct 31 17:40:51 2023

Page: 3



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102723\
Data File : VU@55939.D

Acqg On : 27 Oct 2023 22:52
Operator : MD/SY

Sample : 05113-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102423WMA.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 7.563 1.1 ug/L 189430 1 6.248 845086 5.0
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