LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012125\
Data File : VX044688.D

Acq On : 21 Jan 2025 18:03
Operator : JC/MD

Sample : Q1l130-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF
Sampling : 1
Start Thrs: 0.2

Filtering: 5

Min Area:

Max Peaks: 100
Peak Location: TOP

@ % of largest Peak

Stop Thrs : @

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: VXe44688.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 39 rBV 33026 50878 3.77% 0.554%
2 1.368 43 46 61 rvB 151806 204379 15.16% 2.224%
3 1.648 89 92 95 rBV 36609 43909 3.26% 0.478%
4 2.294 192 198 213 rVB 223838 356036 26.41% 3.874%
5 2.495 229 231 233 rBV2 726 711 0.05% 0.008%
6 2.556 240 241 245 rVB4 636 527 0.04% 0.006%
7 2.593 245 247 248 rBV2 442 346 0.03% 0.004%
8 2.947 299 305 312 rVvv2 4805 10128 0.75% 0.110%
9 3.020 315 317 319 rVB2 647 499 0.04% 0.005%
10 3.184 341 344 346 rBV2 483 551 0.04% 0.006%
11 3.245 352 354 355 rBV2 410 294 0.02% 0.003%
12 3.312 363 365 368 rBV3 706 949 0.07% 0.010%
13 3.440 378 386 393 rBv4 3426 8789 0.65% 0.096%
14 3.495 393 395 397 rVvv3 579 519 0.04% 0.006%
15 3.532 399 401 404 rBV3 666 1006 0.07% 0.011%
16 3.642 418 419 422 rBV2 506 448 0.03% 0.005%
17 3.806 445 446 448 rBV 598 364 0.03% 0.004%
18 3.934 465 467 470 rVW4 601 512 0.04% 0.006%
19 3.983 473 475 477 rVB2 577 470 0.03% 0.005%
20 4.099 492 494 496 rBvV2 508 544 0.04% 0.006%
21 4.184 504 508 509 rBvV2 489 514 0.04% 0.006%
22 4.398 541 543 545 rBV3 506 365 0.03% 0.004%
23 4.459 545 553 574 rBV 65895 228136 16.92% 2.483%
24 5.050 636 650 668 rBvV 166305 537275 39.85% 5.847%
25 5.385 703 705 706 rBv2 473 378 0.03% 0.004%
26 5.483 720 721 724 rBvV3 515 399 0.03% 0.004%
27 5.696 754 756 758 rBV 318 260 0.02% 0.003%
28 5.733 761 762 764 rBv2 516 400 0.03% 0.004%
29 5.958 787 799 818 rBv2 445929 1348357 100.00% 14.673%
30 6.446 876 879 880 rBV3 585 574 0.04% 0.006%
31 6.751 920 929 949 rBV 297115 754395 55.95% 8.210%
32 7.165 996 997 1000 rBV3 598 727 0.05% 0.008%
33 7.299 1011 1019 1042 rBV 272639 621144 46.07% 6.759%
34 7.604 1066 1069 1071 rBV2 447 410 0.03% 0.004%
35 7.763 1093 1095 1097 rBV2 335 257 0.02% 0.003%
36 7.787 1097 1099 1100 rVB2 466 266 0.02% 0.003%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012125\
Data File : VX044688.D

Acq On : 21 Jan 2025 18:03

Operator : JC/MD

Sample : Q1l130-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:

Stop Thrs : @

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

Peak separation: 5

Peak Location:

Method
Title : VOC Analysis
37 7.915 1118 1120 1123 rVB4 578
38 7.964 1125 1128 1129 rBV4 993
39 8.007 1133 1135 1138 rBV4 626
40 8.318 1180 1186 1201 rBV 201586
41 8.641 1233 1239 1258 rBV 601073
42 8.946 1284 1289 1302 rBV 141664
43 9.177 1326 1327 1330 rVB3 544
44  9.208 1330 1332 1333 rBV 502
45 9.384 1356 1361 1376 rBV 258458
46 9.701 1409 1413 1418 rBvV2 3646
47  9.769 1422 1424 1427 rVB3 392
48 9.860 1435 1439 1442 rBV4 549
49  9.970 1455 1457 1458 rVB 472
50 10.049 1465 1470 1491 rBV 574275
51 10.421 1529 1531 1533 rBV2 320
52 10.640 1565 1567 1568 rBV2 588
53 10.774 1588 1589 1590 rBvV 460
54 10.793 1590 1592 1596 rVv3 684
55 10.823 1596 1597 1600 rVV3 530
56 10.866 1602 1604 1607 rBV2 653
57 10.976 1619 1622 1624 rBV 644
58 11.110 1642 1644 1645 rVB2 595
59 11.122 1645 1646 1648 rBV 537
60 11.189 1652 1657 1665 rVV 444068
61 11.421 1693 1695 1698 rBV3 450
62 11.445 1698 1699 1701 rBV 453
63 11.537 1713 1714 1716 rBvV2 511
64 11.561 1716 1718 1721 rVwVv2 400
65 11.610 1725 1726 1728 rBV 413
66 11.665 1734 1735 1736 rBV 570
67 11.707 1740 1742 1745 rBV3 576
68 11.732 1745 1746 1748 rVB 488
69 11.768 1748 1752 1753 rBV4 792
70 11.817 1758 1760 1762 rBvV3 384
71 11.969 1784 1785 1788 rvVB2 570
72 12.018 1788 1793 1804 rBV 548553
73 12.244 1828 1830 1833 rBv2 426
74 12.317 1837 1842 1857 rVWV 631996
75 12.469 1865 1867 1869 rvv2 637
76 12.488 1869 1870 1871 rVwV 606
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012125\
Data File : VX044688.D

Acq On : 21 Jan 2025 18:03
Operator : JC/MD

Sample : Q1l130-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 15 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 12.524 1874 1876 1879 rBV3 291 297 0.02% 0.003%
78 12.567 1881 1883 1885 rBV2 367 298 0.02% 0.003%
79 12.731 1908 1910 1911 rBV2 379 258 0.02% 0.003%
80 12.853 1928 1930 1932 rBV2 313 275 0.02% 0.003%
81 12.920 1938 1941 1944 rVB4 453 491 0.04% 0.005%
82 12.969 1948 1949 1952 rVB 499 281 0.02% 0.003%
83 13.073 1965 1966 1969 rVB2 439 381 0.03% 0.004%
84 13.128 1972 1975 1977 rBV3 623 837 0.06% 0.009%
85 13.231 1990 1992 1994 rBV3 473 345 0.03% 0.004%
86 13.250 1994 1995 1997 rvv2 360 261 0.02% 0.003%
87 13.365 2011 2014 2015 rBV3 487 425 0.03% 0.005%
88 13.414 2019 2022 2023 rBV2 324 382 0.03% 0.004%
89 13.487 2032 2034 2035 rBV2 386 274 0.02% 0.003%
90 13.658 2060 2062 2065 rVB4 431 337 0.02% 0.004%
91 13.731 2072 2074 2075 rBV2 487 465 0.03% 0.005%
92 13.774 2079 2081 2082 rBV 476 257 0.02% 0.003%
93 13.993 2116 2117 2119 rBB 520 299 0.02% 0.003%
94 14.420 2185 2187 2190 rBV3 343 436 0.03% 0.005%
95 14.475 2195 2196 2197 rBV 657 366 0.03% 0.004%
96 14.493 2197 2199 2200 rVB 611 364 0.03% 0.004%
97 14.603 2215 2217 2218 rBV2 501 318 0.02% 0.003%
98 14.883 2261 2263 2265 rBvV3 600 537 0.04% 0.006%
99 15.152 2305 2307 2309 rBvV3 693 714 0.05% ©.008%
100 15.274 2325 2327 2328 rBV 801 687 0.05% ©0.007%
Sum of corrected areas: 9189283
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012125\
Data File : VX044688.D

Acqg On : 21 Jan 2025 18:03
Operator : JC/MD

Sample : Q1l130-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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: VX044688.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012125\
Data File : VX044688.D

Acqg On : 21 Jan 2025 18:03
Operator : JC/MD

Sample : Q1l130-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 15 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.
1.240 3.37 ug/L 50878 1,4-Difluorobenzene 6.757

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 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64

4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9

Abundance  Scan 25 (1.240 min): VX044688.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

: Q1130-02
: 5.0mL/MSVOA_X/WATER
: 15  Sample Multiplier: 1

Tentatively Identified Compound (LSC) summary

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe12125\

: VX044688.D
: 21 Jan 2025 18:03

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|

1.240 3.4 ug/L 50878 1 6.757 754395 50.0
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