LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081822\
Data File : VX030690.D

Acqg On : 18 Aug 2022 17:11
Operator : JC/MD

Sample : N4231-09

Misc : 5.0mL/MSVOA_X/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_ X\Method\SFAMXLMO80422WMA .M
Title : VOC Analysis

Signal : TIC: VX@30690.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.142 6 9 17 rVB 40483 36526 ©.33% 0.112%
2 1.264 26 29 36 rBv3 12416 18110 0.16% 0.055%
3  1.368 42 46 54 rBV2 596180 666660 6.00%  2.043%
4 1.453 57 60 63 rVB 10643 9843 0.09% 0.030%
5 1.666 91 95 103 rVB 129179 157512 1.42% 0.483%
6 1.996 145 149 155 rVB 8918 12322 0.11% 0.038%
7 2.319 194 202 216 rBV 3175748 5149451 46.38% 15.779%
8 2.697 262 264 267 rVB2 790 749 0.01% 0.002%
9 2.727 267 269 273 rBV2 574 835 0.01% 0.003%
106 2.977 300 310 318 rVB5S 1859 6025 0.05% 0.018%
11  3.093 323 329 338 rW2 8860 17206 0.15% 0.053%
12 3.160 338 340 342 rVB2 408 405 0.00% 0.001%
13  3.276 356 359 363 rBv4 825 1299 0.01% 0.004%
14 3.337 367 369 372 rVB2 560 468 0.00% 0.001%
15 3.404 377 380 382 rBV 466 578 0.01% 0.002%
16 3.611 404 414 429 rVB2 127987 305159 2.75% 0.935%
17 3.727 432 433 436 rVB2 422 405 0.00% 0.001%
18 3.758 436 438 440 rBv2 449 413 0.00% 0.001%
19 3.873 454 457 458 rBv2 430 371 0.00% 0.001%
20  4.135 498 500 504 rBV3 344 517 ©0.00% 0.002%
21 4.166 504 505 506 rVB 645 236 0.00% 0.001%
22 4.178 506 507 508 rBvV 501 290 0.00% 0.001%
23 4.221 512 514 515 rBV2 543 329 0.00% 0.001%
24  4.361 528 537 545 rBV3 7947 20406 0.18% 0.063%
25 4.495 546 559 584 rVV2 1291043 3698044 33.30% 11.332%
26 5.068 640 653 667 rBv2 171139 528783 4.76% 1.620%
27 5.208 674 676 677 rBV 446 270 0.00% 0.001%
28 5.385 697 705 716 rVB3 13717 42384 0.38% 0.130%
29 5.489 720 722 726 rVB2 412 432 0.00% 0.001%
30 5.550 727 732 734 rBV3 2271 3402 0.03% 0.010%
31 5.721 758 760 762 rBV 395 283 0.00% 0.001%
32 5.782 769 770 773 rVB2 495 401 0.00% 0.001%
33 5.977 790 802 817 rBV2 450788 1327724 11.96% 4.068%
34 6.342 858 862 863 rBv2 712 882 0.01% ©0.003%
35 6.391 863 870 880 rvB2 8345 21419 0.19% 0.066%
36 6.580 899 901 902 rBvV2 336 219 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081822\
Data File : VX030690.D

Acqg On : 18 Aug 2022 17:11
Operator : JC/MD

Sample : N4231-09

Misc : 5.0mL/MSVOA_X/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_ X\Method\SFAMXLMO80422WMA .M
Title : VOC Analysis
37 6.769 919 932 948 rBV 307412 748293  6.74%  2.293%
38 7.037 974 976 979 rBvV3 409 527 0.00% 0.002%
39 7.129 981 991 1013 rBV 5091116 11103580 100.00% 34.024%
40 7.312 1013 1021 1034 rVB 272752 597846 5.38% 1.832%
41 7.671 1074 1080 1093 rBvV2 59114 126327 1.14% 0.387%
42 7.891 1114 1116 1117 rBV 841 617 0.01% 0.002%
43 8.208 1167 1168 1171 rBV2 299 275 0.00% 0.001%
44  8.330 1181 1188 1197 rBV 176708 290259 2.61% ©.889%
45  8.482 121e 1213 1215 rBV3 1056 1513 0.01% 0.005%
46 8.653 1234 1241 1249 rBV 702933 1070601 9.64% 3.281%
47  8.726 1249 1253 1256 rVB4 5043 7094 0.06% 0.022%
48 8.848 1270 1273 1281 rVB2 8287 14538 ©0.13% 0.045%
49 8.909 1281 1283 1284 rBV 382 327 0.00% 0.001%
50 8.952 1285 1290 1298 rBV 122950 188060 1.69% 0.576%
51 9.171 1320 1326 1333 rBV6 6632 12734 0.11% 0.039%
52 9.275 1333 1343 1354 rBV 1652367 2396933 21.59% 7.345%
53 9.385 1356 1361 1377 rVW 471125 687245 6.19% 2.106%
54 9.525 1382 1384 1387 rBV4 1839 1982 0.02% 0.006%
55 9.738 1414 1419 1423 rVB3 5797 7755 0.97% 0.024%
56 9.927 1448 1450 1453 rBv4 386 648 0.01% 0.002%
57 10.000 1458 1462 1465 rBvV3 2298 4013 0.04% 0.012%
58 10.055 1466 1471 1481 rVB 647970 864520 7.79% 2.649%
59 10.250 1501 1503 1504 rBv2 574 326 0.00% 0.001%
60 10.275 1504 1507 1510 rBV4 1164 1516 ©0.01% 0.005%
61 10.378 1519 1524 1535 rBV 35073 48711 0.44% 0.149%
62 10.451 1535 1536 1540 rBV2 714 647 0.01% 0.002%
63 10.579 1555 1557 1560 rVB4 1189 1148 0.01% 0.004%
64 10.622 1560 1564 1566 rBV2 540 762 0.01% 0.002%
65 10.732 1580 1582 1583 rBV 744 432 0.00% 0.001%
66 10.848 1598 1601 1603 rBV2 597 669 0.01% 0.002%
67 11.012 1626 1628 1633 rVB4 1759 1977 0.02% 0.006%
68 11.195 1652 1658 1666 rVB 488662 628455 5.66% 1.926%
69 11.311 1674 1677 1681 rVB4 983 1575 0.01% 0.005%
70 11.427 1691 1696 1699 rBV3 1499 2361 0.02% 0.007%
71 11.634 1728 1730 1732 rVB2 407 268 0.00% 0.001%
72 11.756 1748 1750 1751 rBV2 407 300 0.00% 0.001%
73 11.866 1766 1768 1769 rBV 442 260 0.00% 0.001%
74 11.933 1776 1779 1782 rVB3 1300 1597 0.01% 0.005%
75 12.024 1789 1794 1803 rBV 688485 829114  7.47%  2.541%
76 12.232 1823 1828 1830 rBV4 3014 5069 0.05% 0.016%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081822\
Data File : VX030690.D

Acqg On : 18 Aug 2022 17:11
Operator : JC/MD

Sample : N4231-09

Misc : 5.0mL/MSVOA_X/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_ X\Method\SFAMXLMO80422WMA .M
Title : VOC Analysis
77 12.323 1837 1843 1853 rBV 739393 912967 8.22%  2.798%
78 12.530 1875 1877 1879 rBV 590 438 0.00% 0.001%
79 12.555 1879 1881 1883 rVB3 749 556 0.01% 0.002%
80 12.597 1886 1888 1890 rBV2 733 728 0.01% 0.002%
81 12.768 1912 1916 1919 rBV3 1291 2075 0.02% 0.006%
82 12.811 1919 1923 1927 rVV3 3236 4653 0.04% 0.014%
83 12.860 1927 1931 1937 rVB4 2146 3440 0.03% 0.011%
84 12.951 1944 1946 1950 rBV2 716 985 0.01% 0.003%
85 13.061 1962 1964 1966 rBV2 552 489 0.00% 0.001%
86 13.158 1978 1980 1982 rBV2 591 501 ©0.00% 0.002%
87 13.481 2032 2033 2037 rVB2 577 485 0.00% 0.001%
88 13.585 2048 2050 2054 rBV4 907 919 0.01% 0.003%
89 13.689 2065 2067 2071 rVB2 1105 1204 0.01% 0.004%
990 14.000 2116 2118 2122 rBV3 539 621 0.01% 0.002%
91 14.134 2137 2140 2143 rVB3 1535 2004 0.92% 0.006%
92 14.213 2150 2153 2155 rBV2 725 698 0.01% 0.002%
93 14.262 2159 2161 2163 rBV2 692 789 0.01% 0.002%
94 14.384 2179 2181 2182 rVB 842 504 0.00% 0.002%
95 14.725 2235 2237 2240 rBV2 1140 859 0.01% ©0.003%
96 14.945 2271 2273 2275 rBV2 898 600 0.01% 0.002%
97 15.182 2309 2312 2314 rBV3 993 1159 0.01% 0.004%
98 15.383 2341 2345 2346 rBV3 1318 1620 0.01% 0.005%
99 15.493 2358 2363 2369 rVB 10859 14310 0.13% 0.044%
100 16.572 2538 2540 2543 rBV2 1006 902 0.01% 0.003%
Sum of corrected areas: 32634738
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081822\
Data File : VX030690.D

Acqg On : 18 Aug 2022 17:11
Operator : JC/MD

Sample : N4231-09

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VX030690.D\data.ms
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Abundance TIC: VX030690.D\data.ms
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Abundance TIC: VX030690.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081822\
Data File : VX030690.D

Acqg On : 18 Aug 2022 17:11
Operator : JC/MD

Sample : N4231-09

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .M
: VOC Analysis

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1,4-Dioxane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.671 8.44 ug/L 126327 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dioxane 88 C4H802 000123-91-1 91
2 1,4-Dioxane 88 C4H802 000123-91-1 86
3 1,4-Dioxane 88 C4H802 000123-91-1 83
4 1,4-Dioxane 88 C4H802 000123-91-1 83
5 1,4-Dioxane 88 C4H802 000123-91-1 72

Abundance Scan 1080 (7.671 min): VX030690.D\data.ms (-1074) (-) m/z 88.05 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081822\
Data File : VX030690.D

Acqg On : 18 Aug 2022 17:11
Operator : JC/MD

Sample : N4231-09

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.378 2.82 ug/L 48711 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 56
2 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 53
3 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 38
4 Propane, 1-(1,1-dimethylethoxy)-... 130 C8H180 033021-02-2 33
5 Ethanol, 2-(1,1-dimethylethoxy)- 118 C6H1402 007580-85-0 33

Abundance Scan 1524 (10.378 min): VX030690.D\data.ms (-1519) (- m/z 59.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081822\
Data File : VX@30690.D

Acqg On : 18 Aug 2022 17:11
Operator : JC/MD

Sample : N4231-09

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@80422WMA .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|
1,4-Dioxane 7.671 8.4 ug/L 126327 1 6.769 748293 50.0
2-Hexanol, 2,5-... 10.378 2.8 ug/L 48711 2 10.055 864520 50.0
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