LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50923\
Data File : VU@54127.D

Acqg On : 09 May 2023 17:47
Operator : JC/MD

Sample : 02694-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ U\Method\SFAMULM@42923WMA.M
Title : VOC Analysis

Signal : TIC: VU@54127.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 101 rVvB 67534 81990 11.22% 1.375%
2 1.906 169 176 194 rVB 59409 82742 11.32% 1.387%
3 2.562 365 380 393 rBV 133660 228005 31.19%  3.822%
4 2.623 394 399 411 rVvB2 8549 13712 1.88% 0.230%
5 2.777 434 447 450 rBV5 2516 4728 0.65% 0.079%
6 3.022 521 523 524 rBV5S 246 99 0.01% 0.002%
7 3.038 524 528 540 rVB4 1098 1636 0.22% 0.027%
8 3.080 540 541 543 rBv4 232 83 0.01% 0.001%
9 3.179 564 572 574 rBv3 1342 1911 0.26% 0.032%
106 3.372 630 632 633 rBvV3 119 32 0.00% 0.001%
11 3.456 656 658 660 rBV 181 84 0.01% 0.001%
12 3.642 713 716 719 rBV 404 197 0.03% 0.003%
13  3.771 750 756 759 rBV2 398 443 0.06% 0.007%
14 3.816 768 770 771 rBV2 123 58 0.01% 0.001%
15 4.054 842 844 845 rBV 129 50 0.01% 0.001%
16 4.231 896 899 902 rBV 203 108 0.01% ©0.002%
17 4.295 916 919 920 rBV 230 152 0.02% 0.003%
18 4.317 923 926 928 rW 222 168 ©0.02% 0.003%
19 4.449 964 967 969 rBV2 361 263 0.04% 0.004%
20 4.559 997 1001 1004 rVB2 213 161 0.02% 0.003%
21 4.617 1008 1019 1044 rBV 60289 150318 20.56% 2.520%
22 4.967 1126 1128 1133 rBv2 177 147 0.02% 0.002%
23 5.057 1140 1156 1181 rBV 136074 302725 41.41% 5.075%
24 5.260 1216 1219 1224 rVB 452 264 0.04% 0.004%
25 5.424 1268 1270 1272 rBV 115 43 0.01% 0.001%
26 5.443 1272 1276 1279 rVB2 279 231 0.03% 0.004%
27 5.501 1291 1294 1295 rBV 188 105 ©0.01% 0.002%
28 5.530 1302 1303 1304 rBV 111 43 0.01% 0.001%
29 5.571 1314 1316 1319 rVB 215 101 0.01% 0.002%
30 5.620 1329 1331 1338 rBV 167 220 0.03% 0.004%
31 5.719 1341 1362 1385 rBV2 265689 731044 100.00% 12.256%
32 5.973 1439 1441 1442 rBV 180 57 0.01% 0.001%
33 6.002 1447 1450 1452 rBV2 196 143 0.02% 0.002%
34 6.038 1459 1461 1463 rVB 183 88 0.01% 0.001%
35 6.243 1511 1525 1551 rBV 266971 517613 70.80% 8.678%
36 6.494 1599 1603 1605 rBV3 204 146 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50923\
Data File : VU@54127.D

Acqg On : 09 May 2023 17:47
Operator : JC/MD

Sample : 02694-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ U\Method\SFAMULM@42923WMA.M
Title : VOC Analysis
37 6.523 1606 1612 1620 rvv3 1907 2990 0.41% 0.050%
38 6.584 1628 1631 1634 rBvV2 338 212 0.03% 0.004%
39 6.600 1634 1636 1639 rBV2 245 142 0.02% 0.002%
40 6.684 1648 1662 1686 rBV 174825 340846 46.62% 5.714%
41 6.842 1708 1711 1714 rBV 355 198 ©0.03% 0.003%
42 6.883 1716 1724 1734 rBV4 1657 2629 0.36% 0.044%
43 7.060 1776 1779 1780 rBV 166 69 0.01% 0.001%
44  7.115 1792 1796 1800 rBvV2 222 223  0.03% 0.004%
45 7.182 1807 1817 1823 rBV5 1043 1531 0.21% 0.026%
46  7.350 1865 1869 1871 rBV2 195 142 0.02% 0.002%
47  7.449 1898 1900 1904 rBV 309 215 0.03% 0.004%
48  7.472 1905 1907 1909 rBV 170 101 ©0.01% 0.002%
49 7.562 1923 1935 1950 rBV 94128 165301 22.61% 2.771%
50 7.790 1998 2006 2016 rBV5 2661 4360 0.60% 0.073%
51 7.893 2025 2038 2052 rBV 332626 569453 77.90% 9.547%
52 8.086 2096 2098 2101 rBV 321 148 0.02% 0.002%
53 8.173 2115 2125 2140 rBV 66714 113157 15.48% 1.897%
54  8.285 2156 2160 2164 rVB 276 186 ©0.03% 0.003%
55  8.340 2172 2177 2181 rBV 475 496 0.07% 0.008%
56  8.523 2231 2234 2236 rBV 189 143 0.02% 0.002%
57 8.629 2255 2267 2299 rBV2 180258 338102 46.25% 5.668%
58 8.784 2305 2315 2331 rVB2 25797 44831 6.13% 0.752%
59 8.960 2368 2370 2372 rBV 210 89 0.01% 0.001%
60 9.131 2421 2423 2425 rBvV 168 68 0.01% 0.001%
61 9.179 2434 2438 2439 rBV 209 155 ©0.02% 0.003%
62 9.259 2460 2463 2471 rVB2 345 358 0.05% 0.006%
63 9.301 2474 2476 2478 rBV 164 84 0.01% 0.001%
64  9.411 2498 2510 2533 rBV 375679 628182 85.93% 10.531%
65 9.687 2584 2596 2604 rBV5 2027 3424 0.47% 0.057%
66 9.790 2626 2628 2629 rBvV 149 39 0.01% 0.001%
67 9.819 2634 2637 2642 rBV2 307 233  0.03% 0.004%
68 9.874 2651 2654 2657 rBV 188 153 0.02% 0.003%
69 10.025 2698 2701 2706 rBV2 287 311 0.04% 0.005%
70 10.099 2718 2724 2726 rBV2 904 924 0.13% 0.015%
71 10.221 2759 2762 2763 rBV 234 119 0.02% 0.002%
72 10.346 2796 2801 2807 rVB3 1124 1341 0.18% 0.022%
73 10.484 2838 2844 2852 rBV2 422 650 0.09% 0.011%
74 10.591 2874 2877 2880 rVB2 246 159 0.02% 0.003%
75 10.751 2914 2927 2944 rBV 243315 395305 54.07% 6.627%
76 11.192 3062 3064 3065 rBV 209 87 0.01% 0.001%
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LSC Area Percent Report
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77 11.465 3144 3149 3160 rVB5 1008 1686 0.23% 0.028%
78 11.597 3187 3190 3194 rBV2 321 240 0.03% 0.004%
79 11.806 3243 3255 3276 rBV 400817 633434 86.65% 10.619%
80 11.999 3313 3315 3317 rVB 434 151 0.02% 0.003%
81 12.189 3361 3374 3396 rBV 351891 590987 80.84% 9.908%
82 13.025 3631 3634 3640 rVB2 409 367 0.05% 0.006%
83 13.221 3692 3695 3699 rVB2 655 512 0.07% 0.009%
84 13.690 3838 3841 3842 rBV 548 328 0.04% 0.005%
85 13.735 3852 3855 3857 rBV 336 196 0.03% 0.003%

Sum of corrected areas: 5964967
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050923\
Data File : VU@54127.D

Acqg On : 09 May 2023 17:47
Operator : JC/MD

Sample : 02694-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU054127.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU050923\
Data File : VU@54127.D

Acqg On : 09 May 2023 17:47
Operator : JC/MD

Sample : 02694-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.784 3.57 ug/L 44831 Chlorobenzene-d5 9.411

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 53
5 Hexanal 100 C6H120 000066-25-1 53
Abundance Scan 2315 (8.784 min): VU054127.D\data.ms (-2305) (-) m/z 56.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50923\
Data File : VU@54127.D

Acqg On : 09 May 2023 17:47
Operator : JC/MD

Sample : 02694-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.M
Quant Title : VOC Analysis

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

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

Hexanal 8.784 3.6 ug/L 44831 2 9.411 628182 50.0
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