LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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@30631.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 26 28 32 rBV2 5008 4727 0.24% 0.017%
2 1.368 42 46 58 rVB2 373234 444792 22.59% 1.587%
3 1.557 73 77 84 rBV 142503 152973 7.77% 0.546%
4 1.642 87 91 93 rW 77483 95362 4.84%  0.340%
5 1.666 93 95 102 rVB 75843 84388 4.29% 0.301%
6 1.880 125 130 139 rVB 447938 611262 31.05% 2.181%
7 2.313 193 201 209 rBV3 480045 859899 43.68% 3.069%
8 2.398 209 215 223 rVWW 635638 1008141 51.21% 3.598%
9 2.471 223 227 239 rVB 110930 187808 9.54% 0.670%
10 2.715 263 267 273 rVB 4964 8955 0.45% 0.032%
11 2.788 274 279 287 rVB5 3671 8015 0.41% 0.029%
12 2.904 296 298 299 rBV 587 503 0.03% 0.002%
13 2.934 300 303 304 rBV2 980 836 0.04% 0.003%
14  3.123 323 334 349 rBV 513709 1193052 60.60% 4.257%
15 3.440 380 386 392 rBVS 2478 5968 ©0.30% 0.021%
16 3.520 396 399 402 rBV2 536 903 0.05% 0.003%
17 3.550 402 404 407 rVB2 441 455 0.02% 0.002%
18 3.599 409 412 413 rBV3 780 705 0.04% 0.003%
19 3.959 467 471 475 rBv2 356 553 0.03% 0.002%
20 4.489 547 558 573 rBV3 232097 717357 36.44%  2.560%
21  4.739 597 599 603 rVB3 554 541 0.03% 0.002%
22 5.062 641 652 667 rvVv 126239 405507 20.60% 1.447%
23 5.306 690 692 695 rVB3 833 849 0.04% 0.003%
24 5.379 699 704 705 rBV2 909 1252 0.06% 0.004%
25 5.550 726 732 734 rBv4 1265 2513 0.13% 0.009%
26 5.977 787 802 808 rBV2 323210 953230 48.42%  3.402%
27 6.227 841 843 846 rBvV2 644 700 0.04% 0.002%
28 6.251 846 847 850 rVB3 1034 735 0.04% 0.003%
29 6.373 865 867 872 rVB4 664 733 0.04% 0.003%
30 6.446 878 879 883 rBV 428 536 ©0.03% 0.002%
31 6.604 901 905 907 rvB2 454 509 0.03% 0.002%
32 6.769 922 932 946 rBV 293834 709499 36.04% 2.532%
33 7.001 968 970 972 rBvV2 540 697 0.04% 0.002%
34 7.129 981 991 1011 rVB 432675 936735 47.58%  3.343%
35 7.318 1013 1022 1026 rBV 208476 452560 22.99% 1.615%

36 7.385 1026 1033 1039 rBV 733261 1519090 77.17% 5.421%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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 7.604 1067 1069 1072 rvVB3 588 610 0.03% 0.002%
38 7.940 1117 1124 1126 rBV3 2672 4390 0.22% 0.016%
39 8.019 1135 1137 1140 rBV 338 493 0.03% 0.002%
40 8.165 1155 1161 1162 rBV3 1440 2392 0.12% 0.009%
41  8.330 1182 1188 1196 rBV 131845 213417 10.84% 0.762%
42 8.482 1209 1213 1215 rBV4 1380 2299 0.12% 0.008%
43 8.580 1222 1229 1235 rBV 785265 1227900 62.38% 4.382%
44  8.653 1235 1241 1251 rVB 452984 704498 35.79%  2.514%
45  8.805 1263 1266 1268 rBv4 1209 1629 0.08% 0.006%
46 8.860 1273 1275 1279 rBV4 930 1139 0.06% 0.004%
47  8.909 1279 1283 1285 rBv4 2006 2721 0.14% 0.010%
48  8.952 1285 1290 1299 rVwV 95096 145710 7.40% 0.520%
49 9.153 1317 1323 1336 rVB 258542 386475 19.63% 1.379%
50 9.275 1336 1343 1356 rBV 467188 676065 34.34%  2.413%
51 9.391 1356 1362 1366 rVV 465827 647442 32.89%  2.310%
52 9.439 1366 1370 1378 rVV 501044 725594 36.86% 2.589%
53 9.525 1379 1384 1393 rVV 200560 290929 14.78% 1.038%
54 9.616 1393 1399 1411 rVB 490498 717396 36.44%  2.560%
55 9.787 1426 1427 1431 rVB2 752 580 0.03% 0.002%
56 9.897 1442 1445 1446 rBv2 711 802 0.04% 0.003%
57 9.945 1451 1453 1456 rBV4 474 663 0.03% 0.002%
58 9.988 1456 1460 1462 rVvVv4 955 1330 0.97% 0.005%
59 10.055 1466 1471 1484 rVB 620765 834874 42.41% 2.979%
60 10.195 1489 1494 1502 rVB 1374338 1740175 88.40% 6.210%
61 10.305 1509 1512 1518 rVB 7209 10149 0.52% 0.036%
62 10.579 1555 1557 1561 rVB2 449 521 0.03% 0.002%
63 10.646 1562 1568 1579 rBV 562710 721367 36.64%  2.574%
64 10.799 1590 1593 1598 rVB5 932 1532 0.08% 0.005%
65 10.963 1614 1620 1630 rBV 1613619 1968576 100.00% 7.025%
66 11.195 1653 1658 1666 rBV 421484 520216 26.43% 1.856%
67 11.372 1684 1687 1693 rVB2 2390 3420 0.17% 0.012%
68 11.433 1693 1697 1699 rBV3 511 556 0.03% 0.002%
69 11.482 1700 1705 1714 rVB 420715 476832 24.22% 1.702%
70 11.652 1728 1733 1741 rVB 30710 44368 2.25% 0.158%
71 11.713 1741 1743 1747 rVB2 1541 1595 ©0.08% 0.006%
72 11.750 1747 1749 1750 rBV2 916 775 0.04% 0.003%
73 11.793 1753 1756 1759 rBV3 761 901 0.05% 0.003%
74 11.866 1763 1768 1772 rVB5 1833 2677 0.14% 0.010%
75 11.927 1772 1778 1780 rBV 6492 8248 0.42% 0.029%

76 11.969 1780 1785 1790 rVV 848937 1061166 53.91% 3.787%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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 12.024 1790 1794 1805 rVB 701146 858409 43.61% 3.063%
78 12.189 1819 1821 1826 rVB2 22100 25985 1.32% 0.093%
79 12.335 1837 1845 1851 rBV2 1108671 1817642 92.33% 6.486%
80 12.427 1856 1860 1863 rVV5 4805 6840 ©0.35% 0.024%
81 12.561 1878 1882 1884 rVB4 658 853 0.04% 0.003%
82 12.646 1894 1896 1898 rBV2 979 926 0.05% 0.003%
83 12.762 1912 1915 1917 rBV2 1041 1361 0.07% 0.005%
84 13.067 1963 1965 1967 rBV2 467 503 0.03% 0.002%
85 13.116 1967 1973 1984 rVV 704269 850645 43.21% 3.036%
86 13.201 1984 1987 1991 rVB3 1667 2259 0.11% 0.008%
87 13.359 2009 2013 2020 rBV 90570 119348 6.06% 0.426%
88 13.433 2020 2025 2029 rBvV2 19218 25826 1.31% 0.092%
89 13.591 2045 2051 2056 rBV 608354 742933 37.74% 2.651%
90 13.646 2056 2060 2066 rVB3 25262 31971 1.62% 0.114%
91 13.847 2091 2093 2097 rVB2 549 682 0.03% 0.002%
92 13.902 2100 2102 2104 rBV2 461 496 0.03% 0.002%
93 13.963 2109 2112 2117 rVB3 3229 3751 0.19% 0.013%
94 14.134 2136 2140 2144 rVB2 2058 2353 0.12% ©.008%
95 14.213 2149 2153 2156 rVB5 521 813 0.04% 0.003%
96 14.280 2159 2164 2170 rBVS5 849 1896 0.10% 0.007%
97 14.335 2171 2173 2177 rVB3 974 1116 0.06% 0.004%
98 14.902 2265 2266 2268 rVB2 994 510 0.03% 0.002%
99 15.103 2297 2299 2303 rVB3 789 536 0.03% 0.002%
100 16.036 2450 2452 2453 rBV2 768 751 0.04% 0.003%
Sum of corrected areas: 28023161
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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: VX030631.D\data.ms
1600000

1400000
1200000
1000000

800000
2.398

600000
231 3.123

1.880

400000 5.977

4.489

471 5.062
2. 217R800RY 3.488%09  3.959 4,739 A 5.80867%.550 B2,

O' \\\‘\\\7TY_T’TW‘Y_F'\"VTFW\\‘\\\\‘\r\\”\\\\‘\\\\‘\\\\‘\\\\‘\\\\ rrv—v—v—ﬂuw—rv—rm‘rv—ﬁr—rv—v—v—v—rv—m ‘

Time--> 1.20 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

Abundance TIC: VX030631.D\data.ms
1600000 10.063

200000

1400000 10.195
1200000

1000000

10.055
600000 10.646

9.616
7.129 653 020847 11.195 11.48;

400000
6.769 l/\ . 9.153 o
200000 8.330 ’
8.952
OQEQGJ\LOO U\ re0s romnmass [ p.aoa) | cmmsos | o.70mnen 10305 10570799/ ||| 125783

T T T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX030631.D\data.ms
1600000

1400000

1200000 12.335

1000000
11.969

800000 12.024 13.116

600000 13591

400000

200000

13.359
12.18%p 456626762 13.06320118.433P.6463 3amm a1 nrawB3s 14.9025.103 16.036

O il ‘ 7_4g\ = T—Y-‘Y—Y—'i T T‘v’]ﬁ\/ﬁ* I T T 7\/]—T77\7 T~ T ‘ T T \"7\ T T ‘ T T T ‘ T T T ‘ T

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX@30631.D

Acqg On : 15 Aug 2022 16:34

Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 Ethane, methoxy- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1.557 10.78 ug/L 152973  1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, methoxy- 60 C3H80 000540-67-0 78
2 Ethane, methoxy- 60 C3H80 000540-67-0 78
3 Ethane, methoxy- 60 C3H80 000540-67-0 78
4 Ethane, methoxy- 60 C3H80 000540-67-0 56
5 2-Butanol, (R)- 74 C4H1e0 014898-79-4 9
Abundance  Scan 77 (1.557 min): VX030631.D\data.ms (-73) (-) m/z 45.05 100.00%
45.0
5000
60.1
[T T e T
‘ 1.20 1.40 1.60 1.80
91.2 120.1 o
Ol e e e e e, m/z 60,10 30.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #338: Ethane, methoxy-
45.0
5000 29.0
1.20 1.40 1.60 1.80
15.0 60.0 m/z 59.10  12.46%
0”1
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #340: Ethane, methoxy-
45.0
R R RR R Eae S
1.20 1.40 1.60 1.80
5000 29.0 m/z 43.10 7.23%
15.0 60.0
Obrrrrrirry
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #339: Ethane, methoxy- RARRGEEELL SRS SR
45.0 1.20 1.40 1.60 1.80
m/z 46.10 2.24%
5000 29.0
15.0 60.0
Oy AN AV o W
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 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 2 Methylal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.398 71.05 ug/L 1008140 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methylal 76 C3H802 000109-87-5 78
2 Methylal 76 C3H802 000109-87-5 78
3 Methylal 76 C3H802 000109-87-5 78

4 Methylal 76 C3H802 000109-87-5 59
5 Methanamine, N,N-dimethyl-, N-oxide 75 C3H9NO 001184-78-7 9

Abundance Scan 215 (2.398 min): VX030631.D\data.ms (-209) (-) m/z 45.10 100.00%

458.1
75.0
5000

2.00 2.20 2.40 2.60 2.80

37.2 60.0 9
O Frerrrr e e e e e e T e e m/z 75.05 60.21%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1079: Methylal
45.0
5000 750 [TT T T[T [T T T rrrr T
15.0 29.0 2.00 2.20 2.40 2.60 2.80
m/z 47.10 3.87%
OH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1080: Methylal
45.0
R s
2.00 2.20 2.40 2.60 2.80
5000 75.0 m/z 44.10 2.33%
15.0 29.0
O trrprrrrprrrt e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #1077: Methylal T e
45.0 2.00 2.20 2.40 2.60 2.80

m/z 46.10 2.32%

5000 150 29.0 75.0 A
0 | | 37.0 59.0

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 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 3 Ethyl bromide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.471  13.24 ug/L 187808 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl bromide 108 C2H5Br 000074-96-4 90
2 Ethyl bromide 108 C2H5Br 000074-96-4 90
3 Ethyl bromide 108 C2H5Br 000074-96-4 86
4 Ethyl bromide 108 C2H5Br 000074-96-4 86
5 Ethyl bromide 108 C2H5Br 000074-96-4 72
Abundance Scan 227 (2.471 min): VX030631.D\data.ms (-223) (-) m/z 108.00 100.00%
108.0
5000
T AmaE R e
790 o, 2.20 2.40 2.60 2.80
39.3 53.1 ), 929
O R e e | S (TRl B m/z 110.00  94.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5873: Ethyl bromide
29.0
108.0
5000 L L L L L BN LR
2.20 2.40 2.60 2.80
m/z 79.00 13.16%
140 | 799 930
O\\\‘\‘\‘\\‘\i\\i\\\\‘\\\\‘\\.\\‘\\\\‘\\\\i}\\\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5874: Ethyl bromide
29.0
S ARREmaa R
108.0 2.20 2.40 2.60 2.80
5000 m/z 81.00 12.42%
0 Lm0 810 %50
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5875: Ethyl bromide R AR RREEE S S
29.0 108.0 2.20 2.40 2.60 2.80
m/z 92.90 6.20%
5000
oL 15.0 \ \ 79.0 93.0
T T T T T T T T T e e R R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.482  27.77 ug/L 476832  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Decane 142 C10H22 000124-18-5 87
3 Nonane 128 C9H20 000111-84-2 83
4 Nonane 128 C9H20 000111-84-2 72
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
Abundance Scan 1705 (11.482 min): VX030631.D\data.ms (-1700) (- m/z 43.05 100.00%
3.0
5000 71.1
AL A
11.50
9811130 1423
0 ““““‘Je‘mw“ﬁt“ju‘ SIS m/z 57.10 99.95%
miz-> 20 40 60 80 100 120 140
Abundance #22068: Decane
43.0
5000 1
71.0 11.50
m/z 41.10 53.22%
27‘0 ‘ 99.0
O\\\‘\‘}\\“‘}\\‘!“\f“\\‘f‘\\\“"\\\‘\‘\\\]\-4‘.‘2\'(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22066: Decane
57.0
o
410 11.50
5000 m/z 71.10 40.00%
85.0
o140 “ ‘H: ‘ m“; B - ‘1‘1;‘3"0‘ - 171‘20
m/iz--> 20 40 60 80 100 120 140
Abundance #14523: Nonane e
43.0 11.50
m/z 85.20 31.46%
5000
27.0 85.0
| f
O o e A R e B —— ‘
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 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 6 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.652 2.58 ug/L 44368 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hexen-2-one 98 C6H1e0 000109-49-9 35
2 5-Hexen-2-one 98 C6H100 000109-49-9 35
3 2-Propanone, 1l-cyclopropyl- 98 C6H100 004160-75-2 32
4 5-Hexen-2-one 98 C6H100 000109-49-9 32
5 5-Hexen-2-one 98 C6H100 000109-49-9 25
Abundance Scan 1733 (11.652 min): VX030631.D\data.ms (-1728) (- m/z 43.05 100.00%
3.0
5000
A A
H ﬁ.l 83‘.0 98.0 1170 136.1 11.50 12.00
0t e m/z 39.10 16.12%
miz-> 20 40 60 80 100 120 140
Abundance #3555: 5-Hexen-2-one
43.0
LM
5000 e ae
11.50 12.00
270 m/z 55.10 15.86%
‘ ‘ EJ 83.0 98.0
O\\\“\‘\‘H\\“M\”\\.‘\\\\“\\\\“\\\\‘\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance #3549: 5-Hexen-2-one
43.0
11.50 12.00
5000 m/z 41.05 14 .48%
27.0
on Ll s 00
miz--> 20 40 60 80 100 120 140
Abundance #3661: 2-Propanone, 1-cyclopropyl- T T
43.0 11.50 12.00
m/z 83.00 9.81%
5000
27.0 83.0 98.0 /\ m
Y O S O B Y A VOO 1 B L o1
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 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 7 Benzene, 1,3,5-trichloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.116  49.55 ug/L 850645 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 97
2 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 96
3 Benzene, 1,2,3-trichloro- 180 C6H3C13 000087-61-6 96
4 Benzene, 1,3,5-trichloro- 180 C6H3C13 000108-70-3 96
5 Benzene, 1,2,4-trichloro- 180 C6H3C13 000120-82-1 95
Abundance Scan 1973 (13.116 min): VX030631.D\data.ms (-1967) (- m/z 182.10 100.00%
182.1
5000 741
’ 109.1 145.0
—— —
50.1 ‘ 13.00 13.50
0““AM‘NMMWuu“MNH‘_WW‘,“H‘lw“‘H“ m/z 180.10  99.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55239: Benzene, 1,3,5-trichloro-
180.0
5000 —r —
45.0 13.00 13.50
74.0 109.0 m/z 74.10  37.02%
50.0 ‘ ‘
0\2‘5\0\ \“‘ T \“\”\ i”r T !“\H\ T H‘\ T ey [T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55234: Benzene, 1,2,3-trichloro-
180.0
— —
13.00 13.50
m/z 145.00  31.24%
5000 145.0
109.0
370 74.0 ‘ ‘
) VRN T RO RN NN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55238: Benzene, 1,2,3-trichloro- — —
180.0 13.00 13.50
m/z 109.10  29.88%
5000
145.0
740 1090
026'049'0ﬂh, — —L
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 15 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 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 9 Benzene, n-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.335 105.87 ug/L 1817640 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, n-butyl- 134 C1oH14 000104-51-8 94
2 Benzene, n-butyl- 134 C10H14 000104-51-8 94
3 Benzene, n-butyl- 134 C1oH14 000104-51-8 94
4 Benzene, n-butyl- 134 C10H14 000104-51-8 81
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 81
Abundance Scan 1845 (12.335 min): VX030631.D\data.ms (-1837) (- m/z 91.10 100.00%
91.1
5000
134.2 — e
39.1 65"1 115.1 ‘ 152.1 12.00 12.50
Ob el el L I sz 92,10 52.59%
miz--> 20 40 60 80 100 120 140 160
Abundance #17015: Benzene, n-butyl-
91.0
5000 — —
134.0 12.00 12.50
' m/z 134.20  22.48%
65.0
39.0
O T \‘\‘\ \"“\ \“\ T “\‘\ T \H“ e “\‘:\L:\Lé.‘ow T LA
miz--> 20 40 60 80 100 120 140 160
Abundance #17014: Benzene, n-butyl-
91.0
— —
12.00 12.50
5000 m/z 65.10 11.83%
134.0
65.0
39.0
P T Y A
m/z--> 20 40 60 80 100 120 140 160
Abundance #17010: Benzene, n-butyl- o ‘ ‘
91.0 12.00 12.50
m/z 150.05 11.13%
5000
134.0
65.0
39.0
ol 2801 " o A M0 AL
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081522\
Data File : VX030631.D

Acqg On : 15 Aug 2022 16:34
Operator : JC/MD

Sample : N4181-01

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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|
Ethane, methoxy- 1.557 10.8 ug/L 152973 1 6.769 709499 50.0
Methylal 2.398 71.0 ug/L 1008140 1 6.769 709499 50.0
Ethyl bromide 2.471 13.2 wug/L 187808 1 6.769 709499 50.0
(DEL) Alkane: S... 11.482 27.8 ug/L 476832 3 12.024 858409 50.0
unknown-01 11.652 2.6 ug/L 44368 3 12.024 858409 50.0
Benzene, 1,3,5-... 13.116 49.5 ug/L 850645 3 12.024 858409 50.0
Benzene, n-butyl- 12.335 105.9 wug/L 1817640 3 12.024 858409 50.0

SFAMXLMO80422WMA.M Wed Aug 17 17:43:02 2022 12



