LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042418.D

Acqg On : 19 Jul 2024 21:34

Operator : JC/MD

Sample : P3238-04ME

Misc : 3.97g/5.emL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLMO70324WMA .M
Title : VOC Analysis

Signal : TIC: VXe42418.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.240 22 25 27 rBV 25499 31844 5.34% 0.769%
2 1.368 43 46 49 rBV 21838 33458 5.61% 0.807%
3  2.276 189 195 210 rBV 76263 140862 23.60%  3.400%
4 2.691 261 263 264 rBvV2 242 153 ©0.03% 0.004%
5 2.721 264 268 272 rVB4 485 775 0.13% 0.019%
6 2.782 273 278 282 rBV3 1971 3149 0.53% 0.076%
7 2.947 296 305 317 rBV 10237 27427 4.60% 0.662%
8 3.148 336 338 340 rVB2 193 189 ©0.03% 0.005%
9 3.178 340 343 344 rBV 141 157 0.03% 0.004%
106 3.258 354 356 358 rBV2 150 142 0.02% ©0.003%
11 3.416 380 382 385 rBV2 153 179 0.03% 0.004%
12 3.489 391 394 396 rBV2 163 140 0.02% 0.003%
13 3.727 432 433 435 rBV 247 130 0.02% 0.003%
14  3.873 455 457 459 rBV 171 125 ©0.02% 0.003%
15 3.983 473 475 477 rBv2 149 165 ©0.03% 0.004%
16 4.166 503 505 507 rVB 214 150 0.03% 0.004%
17 4.245 515 518 520 rBV2 120 143 0.02% ©0.003%
18 4.282 523 524 527 rBV 222 186 ©0.03% 0.004%
19 4.306 527 528 532 rVB 242 205 0.03% 0.005%
20 4.495 556 559 579 rBV 24079 87545 14.67% 2.113%
21 5.056 640 651 668 rBV 56226 173121 29.01% 4.178%
22 5.233 678 680 681 rVB 264 163 0.03% 0.004%
23  5.343 696 698 701 rVB2 158 133  0.02% 0.003%
24 5.367 701 702 704 rBV2 256 208 0.03% 0.005%
25 5.513 724 726 727 rW 207 146 0.02% 0.004%
26 5.538 727 730 731 rVv2 268 273 0.05% 0.007%
27 5.556 731 733 738 rVWv3 494 614 0.10% 0.015%
28 5.617 742 743 747 rVB2 140 148 0.02% 0.004%
29 5.964 789 800 818 rBV2 166144 471146 78.95% 11.371%
30 6.1990 835 837 839 rBvV2 357 356 0.06% ©0.009%
31 6.385 862 869 873 rBv3 503 1091 0.18% 0.026%
32 6.477 883 884 890 rvB2 241 283 0.05% 0.007%
33 6.556 893 897 899 rwv2 312 365 0.06% ©0.009%
34 6.599 902 904 908 rvwv 162 201 0.03% 0.005%
35 6.757 918 930 948 rBV 213108 517600 86.74% 12.492%
36 7.105 984 987 994 rBV5 587 1105 0.19% 0.027%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042418.D

Acqg On : 19 Jul 2024 21:34

Operator : JC/MD

Sample : P3238-04ME

Misc : 3.97g/5.emL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLMO70324WMA .M
Title : VOC Analysis
37 7.214 1000 1005 1006 rBvV2 441 599 0.10% 0.014%
38 7.306 1012 1020 1039 rBV 90093 204588 34.28% 4.937%
39 7.537 1057 1058 1061 rBV 174 130 0.02% 0.003%
40 7.623 1069 1072 1075 rVv2 171 211 0.04% 0.005%
41  8.171 1160 1162 1165 rVv2 153 124 0.02% ©0.003%
42 8.275 1176 1179 1182 rBV2 150 226 0.04% 0.005%
43 8.324 1182 1187 1202 rW 47948 82740 13.87% 1.997%
44  8.647 1232 1240 1256 rBV 236605 381529 63.93% 9.208%
45  8.879 1275 1278 1280 rBvV2 286 305 ©0.05% 0.007%
46  8.952 1285 1290 1300 rBV 32478 53092 8.90% 1.281%
47  9.250 1337 1339 1340 rBV 136 139 0.02% 0.003%
48  9.275 1340 1343 1347 rVB4 1668 2254 0.38% 0.054%
49 9.336 1350 1353 1357 rBV2 144 217 0.04% 0.005%
50 9.397 1357 1363 1384 rBV 93465 198607 33.28% 4.793%
51 9.671 1404 1408 1409 rBvV2 182 197 ©0.03% 0.005%
52 9.708 1410 1414 1419 rWV 1646 2404 0.40% 0.058%
53 9.799 1428 1429 1433 rBv2 281 310 0.05% 0.007%
54 9.842 1433 1436 1439 rvv2 153 237 0.04% 0.006%
55 9.885 1442 1443 1445 rVWVW 238 138 ©0.02% 0.003%
56 9.903 1445 1446 1449 rwv2 153 167 0.03% 0.004%
57 9.933 1449 1451 1452 rW 186 144 0.02% ©0.003%
58 10.055 1465 1471 1491 rBV 431373 596747 100.00% 14.402%
59 10.311 1509 1513 1517 rVB2 333 476 0.08% 0.011%
60 10.415 1528 1530 1533 rBV2 162 181 ©0.03% 0.004%
61 10.451 1533 1536 1540 rBV2 185 280 0.05% 0.007%
62 10.653 1565 1569 1571 rVvV3 133 193 0.03% 0.005%
63 10.769 1587 1588 1591 rVB2 178 125 0.02% ©0.003%
64 10.817 1594 1596 1597 rBV 192 136 ©0.02% 0.003%
65 10.964 1618 1620 1621 rBV2 182 145 0.02% ©0.003%
66 11.195 1652 1658 1668 rBV 166533 225541 37.80% 5.443%
67 11.311 1675 1677 1680 rVB3 278 179 0.03% 0.004%
68 11.457 1698 1701 1702 rBV2 339 187 ©0.03% 0.005%
69 11.506 1708 1709 1712 rBV 187 166 0.03% 0.004%
70 11.634 1727 1730 1735 rBV2 198 326 0.05% 0.008%
71 11.701 1740 1741 1744 rVB 184 125 0.02% 0.003%
72 11.744 1744 1748 1752 rBV3 555 744 0.12% 0.018%
73 11.933 1776 1779 1781 rVB 418 369 0.06% 0.009%
74 11.976 1784 1786 1788 rBV2 218 193 0.03% 0.005%
75 12.024 1788 1794 1805 rBV 439188 556291 93.22% 13.425%
76 12.250 1829 1831 1833 rBV 171 137 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042418.D

Acqg On : 19 Jul 2024 21:34

Operator : JC/MD

Sample : P3238-04ME

Misc : 3.97g/5.emL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLMO70324WMA .M
Title : VOC Analysis
77 12.323 1837 1843 1854 rBV 249010 331692 55.58%  8.005%
78 12.573 1882 1884 1889 rBV3 187 225 0.04% 0.005%
79 12.768 1912 1916 1920 rVB3 434 652 0.11% 0.016%
80 12.847 1926 1929 1930 rBV2 258 238 0.04% 0.006%
81 12.927 1939 1942 1944 rBV2 156 178 ©0.03% 0.004%
82 13.036 1958 1960 1963 rVB2 261 200 0.03% 0.005%
83 13.085 1963 1968 1969 rBV 218 239 0.04% 0.006%
84 13.103 1969 1971 1973 rVVv2 202 161 ©0.03% 0.004%
85 13.152 1977 1979 1982 rVB2 153 137 0.02% 0.003%
86 13.219 1988 1990 1992 rVB 251 183 0.03% 0.004%
87 13.238 1992 1993 1996 rBV2 203 174 0.03% 0.004%
88 13.451 2026 2028 2031 rVB2 224 231 0.04% 0.006%
89 13.518 2038 2039 2042 rBV 146 125 0.02% 0.003%
90 13.603 2049 2053 2054 rBV2 276 352 0.06% ©0.008%
91 13.689 2065 2067 2069 rBV2 240 289 0.05% 0.007%
92 13.792 2080 2084 2088 rBV2 543 845 0.14% 0.020%
93 13.829 2088 2090 2091 rVB 256 142 0.02% 0.003%
94 13.969 2110 2113 2116 rBV 281 361 ©0.06% ©0.009%
95 14.067 2126 2129 2130 rBV2 152 141 0.02% ©0.003%
96 14.128 2136 2139 2143 rBV3 751 1111 0.19% 0.027%
97 14.311 2167 2169 2172 rBV2 169 174 0.03% 0.004%
98 14.378 2179 2180 2182 rBV2 182 144 0.02% ©0.003%
99 14.621 2216 2220 2221 rBV3 261 319 0.05% 0.008%
100 15.097 2296 2298 2300 rVB2 405 286 0.05% 0.007%
Sum of corrected areas: 4143575
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: P3238-04ME
: 3.97g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH
. 16

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\

: VX042418.D
: 19 Jul 2024 21:34

JC/MD

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@70324WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042418.D

Acqg On : 19 Jul 2024 21:34

Operator : JC/MD

Sample : P3238-04ME

Misc : 3.97g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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.
1.240 3.08 ug/L 31844 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance  Scan 25 (1.240 min): VX042418.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\VX072024\
Data File : VX042418.D

Acqg On : 19 Jul 2024 21:34

Operator : JC/MD

Sample : P3238-04ME

Misc : 3.97g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 1.240 3.1 ug/L 31844 1 6.757 517600 50.0
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