LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042412.D

Acqg On : 19 Jul 2024 19:15

Operator : JC/MD

Sample : P3238-15ME

Misc : 4.93g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 10 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: VX@42412.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 40001 44587 6.31% 0.794%
2 1.368 43 46 64 rVB 37029 87994 12.46% 1.568%
3 1.648 89 92 95 rBV 15943 22761 3.22% 0.406%
4 2.282 190 196 213 rBV 117381 216237 30.61% 3.853%
5 2.648 253 256 258 rBvV2 281 338 0.05% 0.006%
6 2.715 262 267 274 rBV 9550 18597 2.63% 0.331%
7 2.947 297 305 318 rBV 6533 17199 2.43% 0.306%
8 3.276 357 359 362 rVB 188 165 ©0.02% 0.003%
9 3.337 367 369 372 rBV3 253 367 0.05% 0.007%
106 3.398 376 379 381 rBV 221 247 0.03% 0.004%
11  3.520 397 399 401 rVB 144 104 0.01% 0.002%
12 3.550 401 404 406 rBv2 152 196 0.03% 0.003%
13 3.587 409 410 412 rBV 191 145 0.02% 0.003%
14 3.648 418 420 423 rBV2 128 139 0.02% 0.002%
15 3.892 458 460 462 rVB 155 114 0.02% 0.002%
16 3.940 464 468 469 rBV 179 115 0.02% 0.002%
17 4.007 476 479 483 rBV2 190 362 0.05% 0.006%
18 4.056 486 487 490 rW 173 123  0.02% 0.002%
19 4.099 492 494 498 rVWV 164 221 0.03% 0.004%
20 4.245 515 518 519 rBV2 138 137 0.02% 0.002%
21  4.379 537 540 543 rBV2 180 218 ©0.03% 0.004%
22 4.489 548 558 577 rBvV 38223 139781 19.79% 2.491%
23 5.056 638 651 669 rBV 84333 264646 37.46% 4.715%
24 5.257 682 684 687 rVB2 278 258 0.04% 0.005%
25 5.336 693 697 699 rBv2 161 183 ©0.03% 0.003%
26 5.397 699 707 709 rBv4 476 1134 0.16% 0.020%
27 5.452 714 716 717 rBV 184 166 0.02% ©0.003%
28 5.477 719 720 722 rBV 152 124 0.02% 0.002%
29 5.544 727 731 733 rBV2 482 624 0.09% 0.011%
30 5.641 744 747 750 rBvV2 147 205 0.03% 0.004%
31 5.769 767 768 771 rBvV2 160 1706 0.02% 0.003%
32 5.964 789 800 819 rBV2 248197 706437 100.00% 12.587%
33  6.202 838 839 842 rVB 208 152 0.02% ©0.003%
34 6.367 863 866 867 rvw 244 225 0.03% 0.004%
35 6.379 867 868 875 rvB4 400 680 0.10% 0.012%
36 6.543 891 895 899 rBvV2 282 516 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042412.D

Acqg On : 19 Jul 2024 19:15

Operator : JC/MD

Sample : P3238-15ME

Misc : 4.93g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 10 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 6.757 921 930 952 rBV 223258 537064 76.02%  9.569%
38 7.110 984 988 996 rvB3 1165 2491 0.35% 0.044%
39 7.306 1012 1020 1045 rBV 138979 309296 43.78% 5.511%
40 7.684 1081 1082 1084 rBV 157 116 0.02% 0.002%
41  7.769 1093 1096 1100 rBvV2 141 193 0.03% 0.003%
42 7.970 1123 1129 1134 rBVS 572 1438 0.20% 0.026%
43 8.043 1139 1141 1142 rVB2 203 125 0.02% 0.002%
44  8.183 1162 1164 1167 rBvV2 212 229 0.03% 0.004%
45  8.324 1181 1187 1202 rBV 77040 133802 18.94%  2.384%
46 8.464 1209 1210 1212 rVB2 271 195 0.03% 0.003%
47  8.488 1212 1214 1215 rBV 162 161 ©0.02% 0.003%
48  8.647 1232 1240 1256 rBV 367506 582448 82.45% 10.378%
49 8.952 1285 1290 1309 rBV 55020 86135 12.19% 1.535%
50 9.275 1339 1343 1346 rBV3 820 980 0.14% 0.017%
51 9.391 1357 1362 1379 rBV 165761 321977 45.58% 5.737%
52 9.708 1410 1414 1422 rVB5 1651 3196 0.45% 0.057%
53 9.897 1443 1445 1447 rBV 158 129 0.02% 0.002%
54 9.976 1456 1458 1461 rBvV2 137 152 0.02% 0.003%
55 10.055 1465 1471 1491 rVV 444961 620130 87.78% 11.049%
56 10.311 1508 1513 1518 rVB2 640 1166 0.16% ©0.020%
57 10.439 1532 1534 1536 rBvV2 115 112 0.02% 0.002%
58 10.482 1539 1541 1542 rBV2 199 123  0.02% 0.002%
59 10.555 1549 1553 1558 rVB2 138 281 0.04% 0.005%
60 10.622 1562 1564 1566 rBV 238 188 ©0.03% 0.003%
61 10.640 1566 1567 1576 rVB3 349 775 0.11% 0.014%
62 10.707 1576 1578 1580 rBV2 189 206 0.03% 0.004%
63 10.970 1617 1621 1626 rVB2 1465 1896 0.27% 0.034%
64 11.195 1652 1658 1669 rBV 261937 350554 49.62%  6.246%
65 11.311 1674 1677 1682 rBV3 785 1114 0.16% 0.020%
66 11.567 1718 1719 1721 rBV 174 106 0.02% 0.002%
67 11.628 1726 1729 1732 rBV3 270 382 0.05% 0.007%
68 11.658 1732 1734 1737 rBV2 117 108 0.02% 0.002%
69 11.695 1738 1740 1742 rBV2 115 119 0.02% 0.002%
70 11.750 1747 1749 1752 rBV2 243 256 0.04% 0.005%
71 11.902 1772 1774 1777 rBV2 178 128 0.02% 0.002%
72 11.982 1781 1787 1788 rBV4 1532 1819 0.26% 0.032%
73 12.024 1788 1794 1802 rVV 455050 583670 82.62% 10.400%
74 12.195 1820 1822 1824 rBV 221 220 0.03% 0.004%
75 12.232 1824 1828 1834 rVB4 1352 2453 0.35% 0.044%

76 12.317 1837 1842 1858 rBV 384110 514309 72.80% 9.164%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042412.D

Acqg On : 19 Jul 2024 19:15

Operator : JC/MD

Sample : P3238-15ME

Misc : 4.93g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 10 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 12.591 1886 1887 1891 rVB 193 201 0.03% 0.004%
78 12.622 1891 1892 1894 rBV 210 129 0.02% 0.002%
79 12.652 1894 1897 1899 rBV2 145 186 0.03% 0.003%
80 12.707 1905 1906 1908 rBV 180 107 0.02% 0.002%
81 12.762 1911 1915 1920 rVB2 1264 1735 0.25% 0.031%
82 12.811 1920 1923 1924 rBV 180 187 0.03% 0.003%
83 12.872 1928 1933 1940 rBV2 5646 7815 1.11% 0.139%
84 13.042 1958 1961 1963 rVB2 283 341 0.05% 0.006%
85 13.286 1998 2001 2003 rBV 128 156 ©0.02% ©0.003%
86 13.329 2005 2008 2010 rBV2 155 185 ©0.03% 0.003%
87 13.408 2016 2021 2026 rBV3 4039 6137 0.87% 0.109%
88 13.591 2049 2051 2052 rBV2 329 243  0.03% 0.004%
89 13.682 2063 2066 2067 rBV3 630 692 0.10% 0.012%
90 13.743 2074 2076 2078 rBV2 132 109 0.02% 0.002%
91 13.780 2078 2082 2090 rBV 1429 2359 0.33% 0.042%
92 13.939 2107 2108 2109 rBV2 190 112 0.02% 0.002%
93 14.018 2119 2121 2122 rBV 301 173 0.02% 0.003%
94 14.067 2127 2129 2130 rBV 174 128 0.02% 0.002%
95 14.134 2135 2140 2144 rVB 1491 2081 0.29% 0.037%
96 14.170 2144 2146 2148 rBV2 180 197 0.03% 0.004%
97 14.237 2154 2157 2159 rBV3 182 196 ©0.03% 0.003%
98 14.426 2185 2188 2195 rBV2 1671 2283 0.32% 0.041%
99 14.481 2195 2197 2198 rVB 336 183 0.03% 0.003%
100 16.493 2525 2527 2530 rBV2 567 696 0.10% 0.012%
Sum of corrected areas: 5612474
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042412.D

Acqg On : 19 Jul 2024 19:15

Operator : JC/MD

Sample : P3238-15ME

Misc : 4.93g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 10 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
Abundance TIC: VX042412.D\data.ms
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Abundance TIC: VX042412.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042412.D

Acqg On : 19 Jul 2024 19:15

Operator : JC/MD

Sample : P3238-15ME

Misc : 4.93g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 10 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

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 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.240 4.15 ug/L 44587 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Sulfur dioxide 64 02S 007446-09-5 5

5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance  Scan 25 (1.240 min): VX042412.D\data.ms (-22) (-) m/z 63.95 100.00%
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Abundance #44547: L-Alanine, 3-sulfo- A
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042412.D

Acqg On : 19 Jul 2024 19:15

Operator : JC/MD

Sample : P3238-15ME

Misc : 4.93g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 10 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 4.2 ug/L 44587 1 6.757 537064 50.0
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