LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51584.D

Acqg On : 28 Oct 2022 22:32
Operator : JC/MD

Sample : N5276-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 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\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51584.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 21 rvB 37037 38165 4.47% 0.588%
2 1.491 32 47 54 rBV3 30541 46144 5.41% 0.711%
3 1.597 73 80 91 rBV2 124457 149428 17.51% 2.302%
4 1.729 115 121 127 rBV 26206 29698 3.48% 0.458%
5 1.764 128 132 146 rVB5 15270 22072  2.59% 0.340%
6 1.912 170 178 192 rVB 83827 115082 13.48% 1.773%
7 1.993 196 203 212 rVB 20205 26813 3.14% 0.413%
8 2.202 262 268 280 rVB2 17414 25311 2.97% 0.390%
9 2.565 369 381 393 rBV 127900 207500 24.31% 3.197%
106 3.044 519 530 536 rBv4 4748 9012 1.06% 0.139%
11 3.182 564 573 588 rVB 5623 12504 1.47% 0.193%
12 3.700 722 734 745 rVB5 4102 9314 1.09% 0.143%
13 3.838 758 777 779 rBV 9747 21818 2.56% 0.336%
14 4.620 1006 1020 1059 rBV 150946 382003 44.76% 5.885%
15 5.063 1142 1158 1176 rBV 149892 328424 38.48% 5.060%
16 5.722 1342 1363 1394 rBV2 271035 746629 87.48% 11.503%
17 6.247 1513 1526 1555 rBV 250553 491665 57.61% 7.575%
18 6.690 1650 1664 1679 rBV 183689 362306 42.45%  5.582%
19 6.764 1680 1687 1698 rVB6 6914 12321 1.44% 0.190%
20 7.565 1922 1936 1954 rBV 62559 111896 13.11% 1.724%
21  7.896 2019 2039 2053 rBV = 264813 460874 54.00% 7.100%
22 7.970 2054 2062 2077 rVB2 25404 46703 5.47% 0.720%
23 8.179 2117 2127 2141 rBV 37325 63303 7.42% 0.975%
24  8.632 2256 2268 2305 rBV2 434857 853473 100.00% 13.149%
25  9.417 2499 2512 2536 rBV = 371294 631881 74.04% 9.735%
26 9.571 2551 2560 2573 rVB2 7044 10421 1.22% 161%
27  9.693 2590 2598 2611 rVB 11052 18142  2.13% 279%

28 10.754 2912 2928 2943 rBV 159039 259296 30.38%
29 11.812 3244 3257 3275 rBV 265538 440047 51.56%
30 12.060 3322 3334 3356 rBV2 78516 154939 18.15%
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31 12.192 3363 3375 3402 rVB 239787 403802 47.31%
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Sum of corrected areas: 6490986
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51584.D

Acqg On : 28 Oct 2022 22:32
Operator : JC/MD

Sample : N5276-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU051584.D\data.ms
400000
350000

300000
5.722

250000 6.247

200000 6.69(

150000 1.597 2565 4.620 5.063

100000 1.912

3%9 1,72
5000023749 i 734 _9932_202
3.044182 3.76H838 6,7

Time--> 1.40 1.60 1.80 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

Abundance TIC: VU051584.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51584.D

Acqg On : 28 Oct 2022 22:32
Operator : JC/MD

Sample : N5276-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.060 1.76 ug/L 154939 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3334 (12.060 min): VU051584.D\data.ms (-3322) (- | m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51584.D

Acqg On : 28 Oct 2022 22:32
Operator : JC/MD

Sample : N5276-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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|

1-Hexanol, 2-et... 12.060 1.8 ug/L 154939 3 11.812 440047 5.0

SFAMUTR102822WMA.M Wed Nov 02 17:29:32 2022 4



