LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012225\
Data File : VX044692.D

Acq On : 22 Jan 2025 12:08
Operator : JC/MD

Sample : VX0122WBLO1

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 3 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\SFAMXLM@12125WMA.M
Title : VOC Analysis

Signal : TIC: VX044692.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.246 22 26 32 rBvV2 15564 28422 4.14% 0.576%
2 1.368 43 46 61 rvB 71317 116529 16.97% 2.362%
3 1.648 90 92 97 rBV 14674 16486 2.40% 0.334%
4 2.294 192 198 211 rBV 140601 223105 32.50% 4.522%
5 2.489 228 230 236 rBV5S 1020 1254 0.18% 0.025%
6 2.855 288 290 292 rBV 454 390 0.06% 0.008%
7 2.879 292 294 295 rw 475 271 0.04% 0.005%
8 3.123 333 334 338 rBV2 460 370 0.05% 0.007%
9 3.257 355 356 358 rBV2 576 441 0.06% 0.009%
10 3.434 378 385 392 rvwv4 7868 18194 2.65% 0.369%
11 3.556 402 405 408 rBV5 523 790 0.12% 0.016%
12 3.684 424 426 429 rBV3 415 532 0.08% 0.011%
13 3.849 452 453 454 rBV 485 324 0.05% 0.007%
14 4.129 498 499 504 rBV3 594 574 0.08% 0.012%
15 4.208 510 512 515 rBV2 441 660 0.10% 0.013%
16 4.355 534 536 539 rVB2 444 363 0.05% 0.007%
17 4.379 539 540 541 rBV 576 292 0.04% 0.006%
18 4.458 545 553 571 rBV 42473 142299 20.73% 2.884%
19 4.775 604 605 608 rvB2 413 295 0.04% 0.006%
20 4.910 624 627 630 rBV3 422 588 0.09% 0.012%
21 5.044 638 649 664 rBV 88874 267260 38.93% 5.417%
22 5.257 683 684 688 rvB 429 349 0.05% 0.007%
23 5.288 688 689 693 rvB2 527 492 0.07% 0.010%
24 5.324 693 695 696 rBv2 542 400 0.06% 0.008%
25 5.434 711 713 714 rVB2 465 254 0.04% 0.005%
26 5.458 714 717 718 rBv2 650 761 0.11% 0.015%
27 5.513 724 726 728 rBV 403 293 0.04% 0.006%
28 5.855 781 782 783 rBV 497 315 0.05% 0.006%
29 5.958 788 799 819 rBv2 228472 686503 100.00% 13.915%
30 6.336 855 861 863 rBVS5 886 1647 0.24% 0.033%
31 6.751 920 929 950 rBV 184765 469408 68.38% 9.515%
32 7.123 982 990 996 rBVv7 1525 4488 0.65% 0.091%
33 7.177 997 999 1000 rvv2 540 281 0.04% 0.006%
34 7.299 1011 1019 1036 rBV 137021 314411 45.80% 6.373%
35 7.726 1085 1089 1095 rBV4 375 806 0.12% 0.016%
36 7.799 1100 1101 1104 rBV 380 437 0.06% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012225\
Data File : VX044692.D

Acq On : 22 Jan 2025 12:08

Operator : JC/MD

Sample : VX0122WBLO1

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 3

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 7.970 1128 1129 1132 rBvV2 849
38 8.208 1164 1168 1170 rBvV2 457
39 8.257 1170 1176 1180 rVV5 2728
40 8.317 1181 1186 1204 rVB 94964
41 8.555 1223 1225 1226 rVB 450
42 8.641 1232 1239 1266 rBV 303433
43  8.945 1285 1289 1300 rBV 61306
44 9.165 1323 1325 1326 rBV 323
45 9.244 1336 1338 1341 rVB2 813
46 9.281 1341 1344 1347 rBV4 666
47  9.390 1356 1362 1378 rBV 119275
48 9.653 1403 1405 1406 rBV 605
49  9.915 1446 1448 1449 rVVv2 400
50  9.933 1449 1451 1453 rVB2 715
51 10.049 1465 1470 1488 rBV 326678
52 10.305 1510 1512 1513 rVB2 907
53 10.360 1518 1521 1524 rBV2 564
54 10.396 1524 1527 1528 rBV2 370
55 10.537 1548 1550 1551 rVB 478
56 10.555 1551 1553 1555 rBV3 802
57 10.604 1560 1561 1563 rVB3 567
58 10.640 1563 1567 1568 rBV3 638
59 10.671 1570 1572 1575 rVV3 408
60 10.707 1575 1578 1581 rVB3 350
61 10.768 1586 1588 1590 rvv2 469
62 10.811 1594 1595 1597 rBv2 644
63 10.835 1597 1599 1600 rBv2 623
64 11.097 1640 1642 1645 rBvV3 495
65 11.189 1652 1657 1668 rBV 224133
66 11.536 1713 1714 1718 rBvV2 261
67 11.573 1718 1720 1722 rVB2 405
68 11.603 1723 1725 1727 rBV 574
69 11.683 1736 1738 1741 rBvV2 285
70 11.945 1777 1781 1784 rBV4 459
71 11.969 1784 1785 1788 rBvV3 513
72 12.018 1788 1793 1806 rvV 275015
73 12.256 1830 1832 1833 rBV 700
74 12.317 1837 1842 1850 rVwV 263228
75 12.518 1874 1875 1878 rBv2 672
76 12.622 1890 1892 1894 rVB2 564
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012225\
Data File : VX044692.D

Acq On : 22 Jan 2025 12:08
Operator : JC/MD

Sample : VX0122WBLO1

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 3 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\SFAMXLM@12125WMA.M
Title : VOC Analysis
77 12.658 1896 1898 1901 rBV2 473 417 0.06% 0.008%
78 12.713 1905 1907 1911 rVB2 494 589 0.09% 0.012%
79 12.756 1911 1914 1917 rBV2 909 1296 0.19% 0.026%
80 12.804 1920 1922 1925 rBV2 457 526 0.08% 0.011%
81 12.939 1943 1944 1947 rBV2 599 567 0.08% 0.011%
82 12.975 1949 1950 1952 rvv2 329 268 0.04% 0.005%
83 13.097 1967 1970 1972 rBV 578 662 0.10% 0.013%
84 13.189 1984 1985 1989 rVB2 437 365 0.05% 0.007%
85 13.250 1994 1995 1999 rVB3 685 680 0.10% 0.014%
86 13.286 1999 2001 2002 rBV 643 421 0.06% 0.009%
87 13.329 2006 2008 2010 rBV2 462 473 0.07% 0.010%
88 13.536 2038 2042 2043 rBV2 379 441 0.06% 0.009%
89 13.567 2043 2047 2050 rBV2 443 459 0.07% 0.009%
90 13.713 2069 2071 2073 rBV3 280 281 0.04%  0.006%
91 13.774 2079 2081 2082 rBV2 388 326 0.05% 0.007%
92 13.792 2082 2084 2087 rVv3 500 636 0.09% 0.013%
93 13.969 2110 2113 2116 rVvv3 368 425 0.06% 0.009%
94 14.042 2122 2125 2126 rBvV2 587 556 0.08% 0.011%
95 14.127 2137 2139 2142 rVB2 884 864 ©0.13% 0.018%
96 14.158 2142 2144 2147 rVWV 402 354 0.05% 0.007%
97 14.182 2147 2148 2153 rVB3 430 475 0.97% 0.010%
98 14.542 2205 2207 2209 rBV2 654 502 0.07% 0.010%
99 14.859 2256 2259 2260 rBV 759 821 0.12% 0.017%
100 16.511 2526 2530 2532 rBV3 921 1253 0.18% 0.025%
Sum of corrected areas: 4933523
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012225\
Data File : VX044692.D

Acqg On : 22 Jan 2025 12:08
Operator : JC/MD

Sample : VX0122WBLO1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12125WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX044692.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012225\
Data File : VX044692.D

Acqg On : 22 Jan 2025 12:08
Operator : JC/MD

Sample : VX0122WBLO1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12125WMA .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.
1.246 3.03 ug/L 28422 1,4-Difluorobenzene 6.751

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Sulfur dioxide 64 02S 007446-09-5 90

2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64

3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 26 (1.246 min): VX044692.D\data.ms (-22) (-) m/z 64.00 100.00%
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library
TIC Integrat

TIC Top Hit

: VX0122WBLO1
: 5.0mL/MSVOA_X/WATER
: 3 Sample Multiplier: 1

Tentatively Identified Compound (LSC) summary

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe12225\

: VX044692.D
: 22 Jan 2025 12:08

JC/MD

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12125WMA.M
: VOC Analysis

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

| --Internal Standard---|
name RT EstConc Units Response |# RT Resp Conc|

1.246 3.0 ug/L 28422 1 6.751 469408 50.0
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