LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042781.D

Acqg On : 31 Jul 2024 18:21
Operator : JC/MD

Sample : P3398-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\SFAMXLMO72624WMA .M
Title : VOC Analysis

Signal : TIC: VXe42781.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.239 22 25 33 rBV 13142 18715 4.13% 0.549%
2 1.367 43 46 55 rBvV 39841 51321 11.33% 1.504%
3 1.648 89 92 99 rVB 28813 32995 7.29% 0.967%
4 2.294 192 198 211 rBV 90397 149024 32.91% 4.368%
5 2.562 240 242 243 rBV 498 359 0.08% 0.011%
6 2.739 269 271 275 rVB 278 338 0.07% 0.010%
7 2.788 275 279 284 rBV2 895 1649 0.36% 0.048%
8 2.946 298 305 314 rVB2 2495 5636 1.24% 0.165%
9 3.014 314 316 318 rBV 245 177 0.04% 0.005%
10 3.196 344 346 348 rBV2 184 178 0.04% 0.005%
11 3.337 367 369 371 rBvV2 329 229 0.05% 0.007%
12 3.471 389 391 393 rBV2 219 173 0.04% 0.005%
13 3.538 399 402 404 rBB 254 222 0.05% 0.007%
14 3.617 413 415 418 rBV 181 229 0.05% 0.007%
15 3.843 450 452 457 rBB 107 197 0.04% 0.006%
16 3.952 468 470 473 rVB 220 206 0.05% ©0.006%
17 4.074 487 490 491 rBV 180 165 ©0.04% 0.005%
18 4.111 494 496 498 rBV 145 184 0.04% 0.005%
19 4,208 510 512 514 rBV 192 189 0.04% 0.006%
20 4.471 546 555 570 rBV 32839 96470 21.31% 2.828%
21 4.733 596 598 600 rVB 373 248 0.05% 0.007%
22 4.897 620 625 628 rBV2 200 389 0.09% 0.011%
23 5.062 640 652 668 rBVv2 61757 190530 42.08% 5.585%
24 5.281 686 688 691 rBV 211 271 0.06% ©0.008%
25 5.653 746 749 751 rVB2 212 230 0.05% 0.007%
26 5.824 774 777 780 rBB2 257 281 0.06% 0.008%
27 5.970 788 801 818 rBV3 155760 452802 100.00% 13.272%
28 6.409 870 873 874 rBV 167 187 ©0.04% 0.005%
29 6.556 894 897 900 rBvV 214 221 0.05% 0.006%
30 6.623 907 908 911 rBV 223 193 0.04% 0.006%
31 6.684 916 918 921 rBV 293 341 0.08% 0.010%
32 6.763 922 931 941 rBV2 120692 284878 62.91% 8.350%
33 7.013 970 972 975 rBV 218 230 0.05% 0.007%
34 7.068 979 981 982 rBV 278 203 0.04% 0.006%
35 7.220 1004 1006 1009 rBV 284 247 0.05% 0.007%

36 7.312 1012 1021 1036 rVV 86692 200956 44.38% 5.890%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042781.D

Acqg On : 31 Jul 2024 18:21
Operator : JC/MD

Sample : P3398-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\SFAMXLMO72624WMA .M
Title : VOC Analysis
37 7.555 1059 1061 1063 rBV 205 191 ©0.04% 0.006%
38 7.671 1076 1080 1082 rBV 248 225 0.05% 0.007%
39 7.836 1101 1107 1111 rVB4 2145 4036 0.89% 0.118%
40 7.872 1111 1113 1117 rVB2 211 179 0.04% 0.005%
41  8.025 1137 1138 1140 rBvV2 293 181 ©0.04% 0.005%
42 8.116 1150 1153 1155 rBV 209 286 0.06% 0.008%
43 8.171 1160 1162 1163 rBV 198 171 0.04% 0.005%
44  8.287 1179 1181 1182 rBV 236 224 0.05% 0.007%
45  8.330 1182 1188 1200 rVV 53112 92643 20.46% 2.716%
46 8.592 1229 1231 1233 rBV 286 285 0.06% 0.008%
47  8.647 1234 1240 1259 rVV 219908 360422 79.60% 10.565%
48 8.915 1281 1284 1285 rBV 151 164 0.04% ©0.005%
49 8.951 1285 1290 1302 rVV 37748 59051 13.04% 1.731%
50 9.086 1310 1312 1315 rBV2 180 188 0.04% 0.006%
51 9.165 1323 1325 1328 rVB 238 221 0.05% ©0.006%
52 9.275 1338 1343 1348 rVB3 2593 4228 0.93% 0.124%
53 9.311 1348 1349 1351 rBV3 183 160 0.04% 0.005%
54 9.390 1357 1362 1371 rBV 132526 203751 45.00% 5.972%
55 9.640 1398 1403 1404 rBvV2 314 514 0.11% 0.015%
56 9.671 1404 1408 1409 rwV 211 226 0.05% 0.007%
57 9.756 1419 1422 1425 rBV 384 395 0.09% 0.012%
58 9.787 1425 1427 1430 rvv2 204 185 0.04% 0.005%
59 9.915 1446 1448 1451 rBV2 146 191 0.04% 0.006%
60 10.055 1465 1471 1484 rBV 239995 335615 74.12% 9.837%
61 10.189 1491 1493 1498 rVB3 380 507 ©0.11% 0.015%
62 10.701 1573 1577 1579 rBB 274 376 0.08% 0.011%
63 10.805 1590 1594 1599 rBV3 1941 3000 0.66% ©0.088%
64 10.884 1604 1607 1611 rBV 261 260 0.06% ©0.008%
65 11.146 1646 1650 1652 rBV 206 317 0.07% 0.009%
66 11.189 1652 1657 1665 rBV 171374 233544 51.58% 6.846%
67 11.311 1671 1677 1682 rBV2 2623 3802 0.84% 0.111%
68 11.500 1706 1708 1711 rBV 165 215 ©0.05% ©0.006%
69 11.549 1714 1716 1719 rBV2 173 211 0.05% 0.006%
70 11.634 1728 1730 1733 rVB 182 215 0.05% 0.006%
71 11.658 1733 1734 1737 rBV 235 222 0.05% 0.007%
72 11.756 1748 1750 1755 rVB2 355 466 0.10% 0.014%
73 11.835 1761 1763 1768 rBB2 222 330 0.07% 0.010%
74 11.884 1769 1771 1774 rVB 226 192 0.04% 0.006%
75 11.933 1774 1779 1783 rBV3 1171 1855 0.41% 0.054%

76 12.024 1789 1794 1801 rBV 224147 289211 63.87% 8.477%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042781.D

Acqg On : 31 Jul 2024 18:21
Operator : JC/MD

Sample : P3398-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 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\SFAMXLMO72624WMA .M
Title : VOC Analysis
77 12.219 1824 1826 1834 rVB3 901 1486 ©0.33% 0.044%
78 12.323 1837 1843 1851 rBV 224618 302931 66.90% 8.879%
79 12.487 1868 1870 1876 rBB 209 362 0.08% 0.011%
80 12.530 1876 1877 1880 rBV 239 243 0.05% 0.007%
81 12.756 1912 1914 1920 rVB3 778 1127 0.25% 0.033%
82 12.859 1929 1931 1934 rVB2 1769 1821 0.40% 0.053%
83 12.993 1950 1953 1954 rBB2 225 170 0.04% 0.005%
84 13.152 1976 1979 1981 rBV 160 194 0.04% 0.006%
85 13.189 1981 1985 1986 rVV 235 257 0.06% ©0.008%
86 13.237 1990 1993 1995 rVB 189 183 0.04% 0.005%
87 13.268 1995 1998 2000 rBB 258 253 0.06% 0.007%
88 13.298 2000 2003 2004 rBV2 299 317 0.07% 0.009%
89 13.396 2016 2019 2021 rBV 215 277 0.06% 0.008%
90 13.487 2031 2034 2037 rBV 217 356 ©0.08% 0.010%
91 13.780 2077 2082 2088 rBV 5501 7578 1.67% 0.222%
92 13.859 2093 2095 2097 rBV 189 206 0.05% 0.006%
93 14.127 2136 2139 2144 rVB2 1215 1654 0.37% 0.048%
94 14.390 2180 2182 2183 rBV 319 211 0.05% 0.006%
95 14.566 2210 2211 2214 rBV2 311 334 0.07% 0.010%
96 14.609 2216 2218 2220 rBV 217 169 0.04% 0.005%
97 14.652 2220 2225 2230 rVB2 644 1023 0.23% 0.030%
98 14.725 2235 2237 2239 rBV2 191 182 0.04% 0.005%
99 16.334 2498 2501 2504 rBV2 642 714 0.16% 0.021%
100 16.517 2529 2531 2532 rBV 371 263 0.06% ©0.008%
Sum of corrected areas: 3411629
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: P3398-06
: 5.0mL/MSVOA_X/WATER
. 26

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\

: VXe42781.D
: 31 Jul 2024 18:21

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO72624WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VX042781.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042781.D

Acqg On : 31 Jul 2024 18:21
Operator : JC/MD

Sample : P3398-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO72624WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.239 3.28 ug/L 18715 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Sulfur dioxide 64 02S 007446-09-5 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

Abundance  Scan 25 (1.239 min): VX042781.D\data.ms (-22) (-) m/z 64.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042781.D

Acqg On : 31 Jul 2024 18:21
Operator : JC/MD

Sample : P3398-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO72624WMA.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|

Sulfur dioxide 1.239 3.3 ug/L 18715 1 6.763 284878 50.0
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