LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV120623\
Data File : VV@33109.D

Acqg On : 06 Dec 2023 10:58
Operator : SY/MD

Sample : VW1206WBLO1

Misc : 5mL/MSVOA_V/WATER

ALS vial : 3  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_ V\Method\SFAMVLM120123WMA.M
Title : VOC Analysis

Signal : TIC: VV@33109.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 68 74 88 rVB 131077 132346 13.83% 1.674%
2 1.455 109 129 134 rBVS 19618 44893 4.69% 0.568%
3 1.523 142 150 161 rW 89160 107845 11.27% 1.364%
4 1.580 165 168 178 rvB3 2017 2897 0.30% 0.037%
5 1.712 205 209 215 rVB 1295 1425 0.15% ©0.018%
6 1.751 215 221 224 rBV2 1619 1735 0.18% 0.022%
7 1.831 244 246 250 rVB 1297 961 ©0.10% 0.012%
8 1.863 253 256 260 rVB2 1840 1144 0.12% 0.014%
9 1.886 260 263 266 rBvV 1072 867 0.09% 0.011%
106 2.056 305 316 330 rBV 188677 272667 28.48%  3.449%
11 2.117 333 335 340 rVB2 1358 1066 ©0.11% 0.013%
12 2.162 340 349 353 rBV 3576 6293 0.66% 0.080%
13 2.188 353 357 361 rBV 1556 1726 0.18% 0.022%
14 2.230 366 370 372 rBV2 1992 1699 0.18% 0.021%
15 2.400 420 423 429 rVB 1633 1529 0.16% 0.019%
16 2.439 429 435 439 rBV3 2589 3415 0.36% 0.043%
17 3.272 691 694 700 rVB 2140 2107 0.22% 0.027%
18 3.304 700 704 707 rBV 1350 1255 0.13% 0.016%
19 3.494 760 763 770 rVB 1714 1552 0.16% 0.020%
20 3.776 844 851 875 rBV 52280 132529 13.85% 1.676%
21  4.030 926 930 939 rVB 2504 3273  0.34% 0.041%
22 4.243 980 996 1028 rBV 158921 417211 43.59% 5.277%
23 4.352 1028 1030 1035 rVB 1964 1390 0.15% ©0.018%
24  4.436 1052 1056 1059 rBV2 1350 1387 0.14% ©0.018%
25 4.838 1179 1181 1187 rVB 1770 1372 0.14% 0.017%
26 4.953 1201 1217 1242 rBV2 360210 957231 100.00% 12.108%
27 5.095 1258 1261 1267 rVB4 2029 1928 0.20% 0.024%
28 5.204 1292 1295 1298 rVB2 1494 935 0.10% 0.012%
29 5.223 1298 1301 1306 rBv2 1367 1661 0.17% 0.021%
30 5.326 1330 1333 1337 rBV 1921 1698 0.18% 0.021%
31 5.355 1337 1342 1344 rBV2 1697 1675 0.17% 0.021%
32 5.529 1385 1396 1426 rBV 325990 679529 70.99% 8.595%
33 5.760 1466 1468 1473 rVB2 1410 1032 0.11% 0.013%
34 5.828 1479 1489 1503 rBV3 10059 21614  2.26% 0.273%
35 5.985 1525 1538 1558 rBV2 203898 420162 43.89% 5.315%
36 6.362 1651 1655 1657 rBvV2 1973 1640 0.17% 0.021%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV120623\
Data File : VV@33109.D

Acqg On : 06 Dec 2023 10:58

Operator : SY/MD

Sample : VW1206WBLO1

Misc 5mL/MSVOA_V/WATER

ALS vial : 3

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : ©

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 6.661 1745 1748 1752 rBV3 968
38 6.911 1814 1826 1845 rBV 113733
39 7.021 1857 1860 1862 rBV 1611
40 7.156 1899 1902 1904 rBV 1564
41  7.243 1918 1929 1951 rBV 436189
42 7.551 2016 2025 2044 rBV 82408
43 7.712 2072 2075 2077 rBV 1396
44  8.024 2163 2172 2204 rBV 195416
45  8.275 2246 2250 2252 rBV 1979
46  8.567 2338 2341 2343 rBV 1508
47  8.783 2397 2408 2427 rBV 533934
48 9.143 2517 2520 2528 rVB 3193
49 9.178 2528 2531 2535 rBV 1889
50 9.410 2600 2603 2605 rBV 1521
51 9.445 2612 2614 2618 rBV 1568
52 9.519 2634 2637 2639 rBv2 1510
53 9.972 2775 2778 2780 rBV 1565
54 10.053 2800 2803 2807 rBV 1287
55 10.152 2822 2834 2851 rBV 298472
56 10.323 2883 2887 2888 rBV 1278
57 10.361 2896 2899 2905 rBV 1557
58 10.702 3000 3005 3011 rVV 1958
59 10.744 3015 3018 3025 rVB 2959
60 10.773 3025 3027 3031 rBV 1270
61 10.853 3049 3052 3055 rBv 1290
62 10.908 3066 3069 3072 rVB 2109
63 11.185 3144 3155 3176 rBV 579702
64 11.426 3227 3230 3233 rBV 1549
65 11.442 3233 3235 3238 rVB 2017
66 11.561 3258 3272 3292 rBV 544251
67 11.670 3303 3306 3308 rBV3 1620
68 11.824 3350 3354 3358 rBV2 1313
69 11.863 3363 3366 3371 rVB 2852
70 11.898 3371 3377 3380 rBV 1480
71 11.934 3384 3388 3391 rBV 1888
72 12.287 3495 3498 3501 rVB 1607
73 12.455 3548 3550 3554 rBV2 1101
74 12.516 3566 3569 3572 rBV 1406
75 12.609 3595 3598 3602 rVB 1783
76 12.631 3603 3605 3608 rBV 1157
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Filtering:
Min Area:
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV120623\
Data File : VV@33109.D

Acqg On : 06 Dec 2023 10:58
Operator : SY/MD

Sample : VW1206WBLO1

Misc : 5mL/MSVOA_V/WATER

ALS vial : 3  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_ V\Method\SFAMVLM120123WMA.M
Title : VOC Analysis
77 12.866 3673 3678 3682 rBV 2191 2601 0.27% 0.033%
78 13.075 3740 3743 3747 rBV 1248 1178 0.12% 0.015%
79 13.149 3763 3766 3769 rBV2 1112 992 0.10% 0.013%
80 13.294 3808 3811 3815 rBV 1351 1326 0.14% 0.017%
81 13.403 3843 3845 3851 rBV2 1078 857 0.09% 0.011%
82 13.448 3851 3859 3866 rBv4 7887 13166 1.38% 0.167%
83 13.532 3882 3885 3888 rBV 1478 933 0.10% 0.012%
84 13.664 3923 3926 3927 rBV 1877 1048 0.11% 0.013%
85 13.757 3951 3955 3956 rBV2 1837 1281 0.13% 0.016%
86 13.924 4004 4007 4010 rBV3 1366 896 0.09% 0.011%
87 13.995 4023 4029 4033 rBV3 1552 2200 0.23% 0.028%
88 14.152 4074 4078 4084 rBV 1391 1377 0.14% 0.017%
89 14.432 4162 4165 4167 rBV 1865 1102 0.12% 0.014%
90 14.895 4306 4309 4316 rBV 1963 2014 0.21% ©.025%
91 14.924 4316 4318 4323 rVB 2253 1526 0.16% 0.019%
92 14.950 4323 4326 4327 rBV 1706 986 0.10% 0.012%
93 15.136 4382 4384 4390 rVB3 1421 1464 0.15% 0.019%
94 15.274 4422 4427 4429 rBV2 1576 1601 0.17% ©0.020%
95 15.708 4558 4562 4565 rBV2 1872 2049 0.21% 0.026%
96 15.795 4587 4589 4592 rBV2 1556 1006 0.11% 0.013%
97 15.889 4615 4618 4619 rBV2 1695 913 0.10% 0.012%
98 16.323 4750 4753 4755 rBV 1686 948 0.10% 0.012%
99 16.654 4853 4856 4859 rBV 2396 1579 0.16% 0.020%
100 16.676 4860 4863 4865 rBV2 2396 1369 0.14% 0.017%
Sum of corrected areas: 7905638
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV120623\
Data File : VV@33109.D

Acqg On : 06 Dec 2023 10:58
Operator : SY/MD

Sample ¢ VV1206WBLO1

Misc : 5mL/MSVOA_V/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.M
Quant Title : VOC Analysis

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

Abur%do%&t)-:‘o TIC: VV033109.D\data.ms

500000

400000 4.953

5.529
300000
2 056 5.985
200000 4.243
1278
1523
100000 3776
LA i 222EB0MNE)  movmsaos |\ 4030 | A2 4835 5.08TmEES | |5 5688 6.362

0\\\‘\\\\‘\\\\‘\\\\‘\\\\ L L L L L L L I B B I B BB

I I T I I I I
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 6.40

Abundance TIC: VV033109.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV120623\
Data File : VV@33109.D

Acqg On : 06 Dec 2023 10:58
Operator : SY/MD

Sample ¢ VV1206WBLO1

Misc : 5mL/MSVOA_V/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.455 3.30 ug/L 44893  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,2-dichloro- 112 C3H6C12 000078-87-5 9
2 Ethene, (methylsulfonyl)- 106 C3H602S 003680-02-2 9
3 Propanoic acid, 2-chloro-, methy... 122 C4H7C102 017639-93-9 9
4 Ethene, (methylsulfonyl)- 106 C3H602S 003680-02-2 9
5 Silane, bis(fluoromethyl)dimethyl- 124 C4H10F2Si 065864-63-3 9
Abundance Scan 129 (1.455 min): VV033109.D\data.ms (-109) (-) m/z 63.00 100.00%
63.0
45.0
5000
cetee f B
“ 771 93.3 1.20 1.40 1.60 1.80
e e 2243 m/z 44.95  68.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6998: Propane, 1,2-dichloro-
63.0
5000 27.0
41.0 1.20 1.40 1.60 1.80
m/z 35.00 67.11%
: \\‘H ‘\ ‘ ‘ ‘\ 97\0 11\20
\H’\\\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5598: Ethene, (methylsulfonyl)-
27.0 63.0
vt e
1.20 1.40 1.60 1.80
5000 m/z 47.00 67.03%
44.0
77.0
m,mwHMW“M‘!M“‘!H_HM;“““““1‘97‘;9‘”_W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11092: Propanoic acid, 2-chloro-, methyl ester A A
63.0 1.20 1.40 1.60 1.80
m/z 42.95 44.,05%
5000
27.0
430 87.0
ST T N A S VN Y- O YOV R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.20 1.40 1.60 1.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV120623\
Data File : VV@33109.D

Acqg On : 06 Dec 2023 10:58
Operator : SY/MD

Sample : VW1206WBLO1

Misc : 5mL/MSVOA_V/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM120123WMA.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|

unknown-01 1.455 3.3 ug/L 44893 1  5.529 679529 50.0
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