LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072424\
Data File : VX042474.D

Acqg On : 23 Jul 2024 16:07

Operator : JC/MD

Sample : P3264-12ME

Misc : 5.10g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 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@42474.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 21 25 27 rBV 27625 32449 5.14% 0.631%
2 1.367 43 46 62 rvVB 23137 64588 10.23% 1.257%
3 2.276 189 195 211 rBV 91652 178067 28.19% 3.464%
4 2.721 260 268 273 rBV 6631 13395 2.12% 0.261%
5 2.946 298 305 316 rVB 3015 7504 1.19% 0.146%
6 3.093 327 329 331 rW 181 162 0.03% 0.003%
7 3.129 333 335 340 rVB3 202 278 0.04% 0.005%
8 3.2706 356 358 361 rvwv2 195 128 0.02% 0.002%
9 3.416 380 382 384 rvVv 170 127 0.02% 0.002%
10 3.526 398 400 404 rVB2 126 124 0.02% 0.002%
11  3.849 450 453 454 rBV2 118 138 ©0.02% 0.003%
12 3.904 459 462 463 rBv2 139 130 0.02% 0.003%
13 3.995 471 477 482 rBV2 188 482 0.08% 0.009%
14 4.160 500 504 507 rBvV2 87 146 0.02% ©0.003%
15 4.489 550 558 578 rBV 38339 136384 21.59% 2.653%
16 5.056 640 651 666 rBV 76839 241232 38.19% 4.693%
17 5.263 683 685 690 rVB2 208 213 0.03% 0.004%
18 5.355 699 700 702 rBV 185 153 0.02% 0.003%
19 5.556 729 733 735 rBV2 171 244 0.04% 0.005%
20 5.623 739 744 745 rBV2 107 164 0.03% 0.003%
21 5.763 764 767 770 rBV2 136 159 0.03% 0.003%
22 5.854 778 782 784 rBV2 86 156 0.02% 0.003%
23  5.964 788 800 821 rBV2 218437 631600 100.00% 12.288%
24 6.306 854 856 860 rVB 176 208 0.03% 0.004%
25 6.373 863 867 868 rBV 418 462 0.07% 0.009%
26 6.501 887 888 890 rBV 175 135 0.02% 0.003%
27 6.556 896 897 901 rVB2 168 154 0.02% ©0.003%
28 6.604 902 905 908 rVB2 158 180 ©0.03% 0.004%
29 6.659 912 914 915 rVB 191 129 0.02% 0.003%
30 6.671 915 916 918 rBvV2 232 198 0.03% 0.004%
31 6.757 922 930 949 rBV 209771 505718 80.07% 9.839%
32 7.116 983 989 998 rVB4 1174 2660 0.42% 0.052%
33 7.220 1001 1006 1007 rBvV2 460 703 0.11% ©0.014%
34 7.305 1012 1020 1041 rBV 125520 284489 45.04%  5.535%
35 7.555 1060 1061 1063 rBV 179 129 0.02% 0.003%
36 7.732 1088 1090 1093 rVB 170 153 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072424\
Data File : VX042474.D

Acqg On : 23 Jul 2024 16:07

Operator : JC/MD

Sample : P3264-12ME

Misc : 5.10g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 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 7.769 1093 1096 1097 rBV 157 172 0.03% 0.003%
38 7.872 1110 1113 1116 rVB 144 164 ©0.03% 0.003%
39 7.964 1123 1128 1135 rBV4 780 1808 0.29% 0.035%
40 8.086 1146 1148 1149 rBvV2 198 156 0.02% 0.003%
41  8.116 1151 1153 1155 rBvV2 151 137 0.02% 0.003%
42 8.232 1168 1172 1173 rBV2 115 165 0.03% 0.003%
43 8.324 1182 1187 1201 rBV 66303 117044 18.53% 2.277%
44  8.647 1234 124e 1250 rBV 313225 501246 79.36% 9.752%
45  8.909 1281 1283 1285 rBV 173 177 0.03% 0.003%
46 8.951 1285 1290 1305 rWV 47349 76628 12.13% 1.491%
47  9.189 1327 1329 1332 rVB 177 161 ©0.03% 0.003%
48  9.275 1339 1343 1352 rVB2 6059 9539 1.51% 0.186%
49 9.390 1357 1362 1381 rBV 158476 318492 50.43% 6.197%
50 9.646 1403 1404 1406 rVB2 439 256 0.04% 0.005%
51 9.671 1406 1408 1411 rBV3 247 303 0.05% 0.006%
52 9.714 1411 1415 1422 rVB4 969 1896 0.30% 0.037%
53 9.768 1422 1424 1426 rBv2 166 198 0.03% 0.004%
54 9.896 1442 1445 1448 rVvv2 186 157 ©0.02% 0.003%
55 9.921 1448 1449 1452 rVB2 189 164 ©0.03% 0.003%
56 9.945 1452 1453 1456 rBV 144 156 0.02% 0.003%
57 10.055 1465 1471 1483 rBV 417692 589544 93.34% 11.470%
58 10.305 1509 1512 1518 rVvB3 707 1268 0.20% 0.025%
59 10.372 1521 1523 1525 rBv2 144 139 0.02% 0.003%
60 10.512 1542 1546 1548 rVB 167 158 ©0.03% 0.003%
61 10.646 1564 1568 1576 rVv4 406 790 0.13% 0.015%
62 10.707 1576 1578 1581 rVV 134 122 0.02% 0.002%
63 10.750 1583 1585 1587 rVv2 172 133  0.02% 0.003%
64 10.982 1618 1623 1625 rBV3 559 874 0.14% 0.017%
65 11.195 1652 1658 1666 rBV 254931 336825 53.33% 6.553%
66 11.311 1675 1677 1680 rVB2 369 454 0.07% 0.009%
67 11.451 1698 1700 1703 rBV2 130 147 0.02% ©0.003%
68 11.640 1727 1731 1733 rBV2 227 341 0.05% 0.007%
69 11.756 1747 1750 1755 rVB3 580 776 0.12% 0.015%
70 11.841 1762 1764 1767 rBV 130 146 0.02% 0.003%
71 11.927 1776 1778 1781 rVB2 194 186 ©0.03% 0.004%
72 12.024 1788 1794 1803 rBV 450461 557478 88.26% 10.846%
73 12.219 1822 1826 1835 rBV 7797 11220 1.78% 0.218%
74 12.323 1837 1843 1859 rBV 360440 474853 75.18%  9.239%
75 12.506 1872 1873 1878 rBV2 156 209 0.03% 0.004%
76 12.548 1878 1880 1881 rVB 304 212 0.03% 0.004%
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Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLMO70324WMA .M
Title : VOC Analysis
77 12.561 1881 1882 1886 rBV 202 186 ©0.03% 0.004%
78 12.640 1893 1895 1897 rVB2 204 185 ©0.03% 0.004%
79 12.762 1911 1915 1920 rVV3 808 1277 0.20% 0.025%
80 12.872 1929 1933 1938 rBV2 2954 4189 0.66% 0.082%
81 13.036 1958 1960 1965 rVB2 379 556 0.09% 0.011%
82 13.073 1965 1966 1969 rVB 178 140 0.02% 0.003%
83 13.103 1969 1971 1972 rBV 223 150 0.02% 0.003%
84 13.170 1977 1982 1984 rBV 144 266 0.04% 0.005%
85 13.402 2017 2020 2027 rVV2 3205 4377 ©0.69% 0.085%
86 13.457 2027 2029 2033 rVV 149 132 0.02% 0.003%
87 13.597 2050 2052 2056 rBV3 246 279 0.04% 0.005%
88 13.688 2063 2067 2072 rVB3 922 1426 0.23% 0.028%
89 13.786 2078 2083 2089 rBV 1524 2344 0.37% 0.046%
90 13.963 2110 2112 2114 rBV3 400 301 0.05% 0.006%
91 14.127 2135 2139 2144 rVB 2434 2883 0.46% 0.056%
92 14.207 2150 2152 2153 rBV2 200 143 0.02% 0.003%
93 14.316 2168 2170 2172 rBV2 236 203 0.03% 0.004%
94 14.396 2181 2183 2186 rBV2 352 415 0.07% 0.008%
95 14.432 2186 2189 2193 rWV 1176 1436 ©0.23% 0.028%
96 14.548 2198 2208 2220 rBVS5 1491 4859 0.77% 0.095%
97 14.646 2221 2224 2227 rBV3 661 825 0.13% 0.016%
98 14.786 2244 2247 2249 rVB3 592 668 0.11% 0.013%
99 14.883 2260 2263 2267 rBV3 784 1231 0.19% 0.024%
100 15.389 2343 2346 2352 rVB5 1974 3100 0.49% 0.060%
Sum of corrected areas: 5139806
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. P3264-12ME
: 5.10g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 11 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072424\

: VX042474.D
: 23 Jul 2024 16:07

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX042474.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072424\
Data File : VX042474.D

Acqg On : 23 Jul 2024 16:07

Operator : JC/MD

Sample : P3264-12ME

Misc : 5.10g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 11 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.
1.239 3.21 ug/L 32449 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 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 25 (1.239 min): VX042474.D\data.ms (-21) (-) m/z 64.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072424\
Data File : VX042474.D

Acqg On : 23 Jul 2024 16:07

Operator : JC/MD

Sample : P3264-12ME

Misc : 5.10g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 11 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 1.239 3.2 ug/L 32449 1 6.757 505718 50.0
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