LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042409.D

Acqg On : 19 Jul 2024 18:05

Operator : JC/MD

Sample : P3238-07ME

Misc : 5.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 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@42409.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 21 25 37 rBV2 52166 89058 18.49%  2.159%
2 1.374 43 47 59 rBvV 31093 68637 14.25% 1.664%
3 1.648 85 92 112 rVB2 19981 75624 15.70% 1.834%
4 2,197 180 182 185 rBv2 212 207 0.04% 0.005%
5 2.282 190 196 212 rBV 75755 141762 29.44%  3.437%
6 2.624 249 252 255 rVB2 141 217 0.05% 0.005%
7 2.721 258 268 273 rBV 6826 13683 2.84% 0.332%
8 2.782 274 278 288 rVWv2 1969 4184 0.87% 0.101%
9 2.947 293 305 315 rBV 6212 16178 3.36% 0.392%
106 3.337 366 369 374 rVB4 252 303 0.06% 0.007%
11 3.465 386 390 392 rVB2 177 270 0.06% 0.007%
12 3.495 392 395 398 rBV2 126 194 0.04% 0.005%
13 4.489 549 558 575 rBV 24802 90466 18.79% 2.193%
14 5.056 639 651 668 rBV 58328 181083 37.60% 4.391%
15 5.397 702 707 709 rBvV2 314 462 0.10% 0.011%
16 5.489 720 722 726 rVB2 176 208 0.04% 0.005%
17 5.550 726 732 738 rBV2 570 1323  0.27% 0.032%
18 5.800 770 773 776 rBV 160 228 0.05% 0.006%
19 5.964 789 800 824 rBV2 169057 480653 99.82% 11.654%
20 6.129 825 827 829 rVB3 304 266 0.06% ©0.006%
21 6.342 857 862 864 rBV 228 325 0.07% 0.008%
22 6.379 864 868 876 rBV2 317 727 0.15% 0.018%
23 6.757 922 930 945 rBV 98312 234658 48.73% 5.689%
24 7.001 968 970 973 rVB2 255 206 0.04% 0.005%
25 7.037 973 976 979 rBvV3 263 426 0.09% 0.010%
26 7.117 984 989 994 rvVB3 866 1637 0.34% 0.040%
27 7.196 997 1002 1003 rBV2 155 201 0.04% 0.005%
28 7.220 1003 1006 1007 rBV2 290 339 0.07% 0.008%
29 7.306 1012 1020 1039 rVV 95351 214219 44.49% 5.194%
30 7.897 1115 1117 1119 rBV 246 201 0.04% 0.005%
31  7.970 1124 1129 1132 rBV2 685 1283 0.27% 0.031%
32 8.324 1181 1187 1203 rBV 63287 110482 22.94% 2.679%
33  8.452 1206 1208 1211 rVB3 246 265 0.06% 0.006%
34 8.519 1218 1219 1221 rBV2 254 249 0.05% 0.006%
35 8.647 1231 1240 1248 rBV 307550 481541 100.00% 11.675%
36 8.720 1248 1252 1266 rVB 17170 33520 6.96% ©0.813%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042409.D

Acqg On : 19 Jul 2024 18:05

Operator : JC/MD

Sample : P3238-07ME

Misc : 5.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 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 8.866 1274 1276 1278 rBvV2 352 241 0.05% 0.006%
38 8.903 1280 1282 1284 rBvV2 253 228 0.05% 0.006%
39 8.952 1284 1290 1302 rBV 45268 71741 14.90% 1.739%
40 9.177 1325 1327 1329 rVB2 194 195 0.04% 0.005%
41  9.208 1329 1332 1333 rBV 187 213 0.04% 0.005%
42 9.275 1339 1343 1347 rVB2 704 883 0.18% 0.021%
43  9.391 1357 1362 1383 rBV 135528 266111 55.26% 6.452%
44  9.598 1393 1396 1398 rBV3 308 408 0.08% 0.010%
45 9.708 1409 1414 1419 rBV 2110 2932 0.61% 0.071%
46 9.842 1434 1436 1438 rWwV 194 200 0.04% 0.005%
47  9.866 1438 1440 1443 rVV2 242 247 0.05% 0.006%
48 10.055 1465 1471 1490 rVV 236395 329228 68.37% 7.982%
49 10.195 1492 1494 1499 rVWv3 759 978 0.20% 0.024%
50 10.305 1508 1512 1520 rVwV 1071 1948 0.40% 0.047%
51 10.647 1564 1568 1572 rvVvB2 374 548 0.11% 0.013%
52 10.884 1604 1607 1610 rBv2 476 590 0.12% 0.014%
53 10.964 1616 1620 1625 rBV3 1322 2144 0.45% 0.052%
54 11.025 1628 1630 1633 rvB2 232 259 0.05% 0.006%
55 11.092 1637 1641 1643 rBvV3 470 604 0.13% 0.015%
56 11.122 1643 1646 1649 rVB2 675 822 0.17% 0.020%
57 11.195 1652 1658 1667 rBV 221147 296084 61.49% 7.179%
58 11.311 1673 1677 1681 rBV4 544 775 0.16% 0.019%
59 11.390 1685 1690 1693 rBvV3 420 597 0.12% 0.014%
60 11.433 1693 1697 1698 rBV2 495 489 0.10% 0.012%
61 11.482 1698 1705 1709 rVB6 1192 2464 0.51% 0.060%
62 11.561 1716 1718 1720 rBV3 308 309 0.06% 0.007%
63 11.634 1726 1730 1734 rBV5 677 981 0.20% 0.024%
64 11.689 1734 1739 1741 rBV3 608 865 ©0.18% 0.021%
65 11.713 1741 1743 1745 rBV3 607 515 0.11% 0.012%
66 11.744 1745 1748 1753 rBV3 1579 2491 0.52% 0.060%
67 11.835 1761 1763 1767 rBV3 678 923 0.19% 0.022%
68 11.890 1770 1772 1775 rVB3 777 593 0.12% 0.014%
69 11.933 1775 1779 1783 rBV2 2864 4002 0.83% 0.097%
70 11.976 1784 1786 1789 rBV2 865 455 0.09% 0.011%
71 12.024 1789 1794 1805 rVB 250126 322658 67.01% 7.823%
72 12.122 1805 1810 1813 rBV4 2404 3670 0.76% 0.089%
73 12.226 1824 1827 1829 rBV3 763 905 0.19% 0.022%
74 12.250 1829 1831 1836 rVV5 988 1544 0.32% 0.037%
75 12.323 1837 1843 1855 rVB 330413 449330 93.31% 10.894%
76 12.433 1856 1861 1863 rBV6 1447 2350 0.49% 0.057%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042409.D

Acqg On : 19 Jul 2024 18:05

Operator : JC/MD

Sample : P3238-07ME

Misc : 5.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 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 12.573 1876 1884 1890 rBV6 1539 4285 0.89% 0.104%
78 12.683 1897 1902 1907 rVB7 1529 2744 0.57% 0.067%
79 12.732 1907 1910 1913 rBVS5S 841 1162 0.24% 0.028%
80 12.762 1913 1915 1917 rBV3 565 668 0.14% 0.016%
81 12.817 1920 1924 1928 rVB4 4079 5989 1.24% 0.145%
82 12.878 1929 1934 1936 rBV3 3432 5735 1.19% 0.139%
83 12.981 1948 1951 1957 rVB7 2676 4789 0.99% 0.116%
84 13.049 1957 1962 1966 rVB7 2130 3899 0.81% 0.095%
85 13.085 1966 1968 1970 rBV3 969 956 ©0.20% 0.023%
86 13.292 1998 2002 2006 rVBS 3778 5681 1.18% 0.138%
87 13.390 2014 2018 2019 rBV2 2700 3511 ©@.73% 0.085%
88 13.609 2047 2054 2058 rBVS8 2226 6379 1.32% 0.155%
89 13.701 2061 2069 2072 rBV8 3304 7559 1.57% 0.183%
90 13.798 2077 2085 2089 rVB4 4102 9652 2.00% 0.234%
91 13.841 2089 2092 2099 rBV3 7186 9982 2.07% 0.242%
92 14.067 2125 2129 2131 rBVS5S 2123 3349 0.70% 0.081%
93 14.615 2216 2219 2221 rBV3 3587 4465 0.93% 0.108%
94 14.786 2245 2247 2255 rVB8 3062 3888 0.81% 0.094%
95 14.847 2255 2257 2260 rBV4 2190 2290 0.48% 0.056%
96 15.091 2293 2297 2299 rBVS5 2674 4957 1.03% 0.120%
97 15.957 2435 2439 2443 rBV6 2115 3605 ©0.75% 0.087%
98 16.091 2457 2461 2466 rVBS8 2983 5097 1.06% 0.124%
99 16.274 2487 2491 2495 rBV6 2717 4120 0.86% 0.100%
100 16.694 2557 2560 2561 rBV3 1709 1846 ©.38% 0.045%
Sum of corrected areas: 4124413
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

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

1 VX042409.D
: 19 Jul 2024 18:05
JC/MD
: P3238-07ME
: 5.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 7 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 : VX042409.D

Acqg On : 19 Jul 2024 18:05

Operator : JC/MD

Sample : P3238-07ME

Misc : 5.19g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 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  18.98 ug/L 89058 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 74
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): VX042409.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\VX072024\
Data File : VX042409.D

Acqg On : 19 Jul 2024 18:05

Operator : JC/MD

Sample : P3238-07ME

Misc : 5.19g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 7 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 19.0 ug/L 89058 1 6.757 234658 50.0
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