LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012225\
Data File : VX044693.D

Acq On : 22 Jan 2025 12:40
Operator : JC/MD

Sample : Ql131-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 4 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: VXe44693.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 33 rBvV2 15276 27587 4.12% 0.559%
2 1.368 43 46 62 rvB 63996 110506 16.49% 2.239%
3 1.496 64 67 71 rVB 11904 14298 2.13% 0.290%
4 1.550 73 76 78 rBv3 3664 4905 0.73% 0.099%
5 1.648 89 92 97 rBvV 13942 21043 3.14% 0.426%
6 2.294 192 198 209 rVB 112569 174861 26.09% 3.543%
7 2.392 211 214 218 rBV5S 865 1202 0.18% 0.024%
8 2.501 228 232 234 rVV5 645 981 0.15% 0.020%
9 2.575 236 244 250 rVV3 869 2162 0.32% 0.044%
10 2.709 262 266 272 rVB7 930 2213 0.33% 0.045%
11 2.782 276 278 280 rVB3 782 630 0.09% 0.013%
12 2.837 285 287 289 rVB3 684 437 0.07% 0.009%
13 2.940 296 304 310 rBV3 3556 8697 1.30% 0.176%
14 2.989 310 312 315 rVB3 684 868 0.13% 0.018%
15 3.135 333 336 337 rBV2 366 458 0.07% 0.009%
16 3.312 363 365 369 rVB2 398 466 0.07% 0.009%
17 3.428 377 384 395 rBV3 5292 12430 1.85% 0.252%
18 3.587 405 410 411 rBV4 365 390 0.06% 0.008%
19 3.916 462 464 467 rBv4 642 886 0.13% 0.018%
20 4.257 516 520 521 rBV2 764 958 0.14% 0.019%
21 4.458 545 553 568 rBV 57226 190418 28.41% 3.858%
22 4.721 594 596 597 rBV 610 416 0.06% 0.008%
23 4.794 606 608 611 rBv3 370 371 0.06% 0.008%
24 5.044 638 649 665 rBv 82792 261922 39.08% 5.307%
25 5.288 688 689 692 rBv3 503 402 0.06% 0.008%
26 5.678 752 753 756 rBv2 381 352 0.05% 0.007%
27 5.763 764 767 772 rBV5 676 1410 0.21% 0.029%
28 5.958 788 799 818 rBv3 221543 670244 100.00% 13.581%
29 6.232 842 844 845 rVB2 546 331 0.05% 0.007%
30 6.269 848 850 853 rVB3 782 647 0.10% 0.013%
31 6.580 899 901 904 rVB3 489 375 0.06% 0.008%
32 6.629 904 909 911 rBV4 554 1028 0.15% 0.021%
33 6.751 921 929 953 rBV 181510 464165 69.25% 9.405%
34 7.104 985 987 988 rBV2 757 584 0.09% 0.012%
35 7.299 1011 1019 1036 rBV 135380 307418 45.87% 6.229%
36 7.635 1072 1074 1076 rBV2 564 583 0.09% 0.012%
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Data Path

Data File : VX044693.D

Acq On : 22 Jan 2025 12:40
Operator : JC/MD

Sample : Ql131-02

Misc

ALS Vial : 4

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:

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 7.921 1120 1121 1124 rBV2 532
38 7.952 1124 1126 1130 rVVv3 710
39 8.214 1166 1169 1170 rBV3 432
40 8.317 1181 1186 1200 rBV 89237
41 8.574 1225 1228 1229 rBV2 581
42 8.641 1233 1239 1256 rBV 291743
43 8.945 1284 1289 1302 rBV 59211
44 9.275 1338 1343 1349 rVB4 1452
45 9.329 1349 1352 1354 rBV3 523
46  9.390 1356 1362 1382 rBV 161087
47 9.701 1411 1413 1415 rBV2 399
48 9.756 1421 1422 1426 rVB3 473
49 9.811 1429 1431 1435 rVB2 509
50 9.860 1438 1439 1443 rVB 524
51 9.994 1460 1461 1464 rBV2 527
52 10.049 1465 1470 1484 rVV 310129
53 10.207 1492 1496 1497 rBV3 876
54 10.293 1506 1510 1511 rBV3 794
55 10.311 1511 1513 1515 rVVv2 758
56 10.518 1545 1547 1552 rBV3 512
57 10.610 1560 1562 1565 rBV2 466
58 10.756 1583 1586 1587 rBV2 609
59 10.799 1590 1593 1594 rBV3 490
60 11.030 1629 1631 1634 rBV2 368
61 11.079 1636 1639 1640 rvv2 483
62 11.110 1642 1644 1646 rBV 576
63 11.189 1652 1657 1666 rBV 241634
64 11.835 1761 1763 1766 rVB3 438
65 11.872 1766 1769 1770 rBvV3 540
66 12.018 1788 1793 1806 rBV 264689
67 12.183 1816 1820 1821 rBV3 453
68 12.225 1825 1827 1829 rBvV3 625
69 12.317 1837 1842 1853 rBV 242409
70 12.481 1867 1869 1871 rBv2 751
71 12.628 1891 1893 1897 rVB2 624
72 12.670 1897 1900 1901 rBvV2 447
73 12.689 1901 1903 1906 rvv3 466
74 12.719 1906 1908 1909 rvwV 516
75 12.762 1911 1915 1917 rVB4 815
76 12.780 1917 1918 1923 rBV3 494
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012225\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012225\
Data File : VX044693.D

Acq On : 22 Jan 2025 12:40
Operator : JC/MD

Sample : Ql131-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 4 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 12.847 1926 1929 1931 rBV 443 489 0.07% 0.010%
78 12.920 1940 1941 1945 rBV2 461 577 0.09% 0.012%
79 12.957 1945 1947 1948 rVB 679 409 0.06% 0.008%
890 12.987 1948 1952 1954 rBV3 606 855 0.13% 0.017%
81 13.024 1956 1958 1959 rBV2 370 352 0.05% 0.007%
82 13.237 1990 1993 1994 rBV2 578 657 0.10% 0.013%
83 13.268 1996 1998 2001 rVV2 420 399 0.06% 0.008%
84 13.347 2009 2011 2015 rVB3 517 524 0.08% 0.011%
85 13.426 2021 2024 2026 rBV2 565 534 0.08% 0.011%
86 13.743 2075 2076 2080 rVB3 485 481 0.07% 0.010%
87 13.847 2091 2093 2096 rVB3 592 601 0.09% 0.012%
88 14.396 2182 2183 2186 rBV2 461 374 0.06% 0.008%
89 14.676 2227 2229 2230 rVB2 512 341 0.05% 0.007%
90 14.731 2236 2238 2239 rBV2 490 415 0.06% 0.008%
91 14.822 2251 2253 2256 rVB2 536 496 0.07% 0.010%
92 14.963 2274 2276 2278 rVB2 531 385 0.06% 0.008%
93 15.042 2288 2289 2291 rBV2 553 463 0.07% 0.009%
94 15.164 2307 2309 2312 rBV2 411 417 0.06% 0.008%
95 15.219 2316 2318 2320 rVB3 528 384 0.06% 0.008%
96 15.481 2358 2361 2362 rBvV2 584 573 0.09% 0.012%
97 16.176 2473 2475 2476 rVB2 603 354 0.05% 0.007%
98 16.542 2533 2535 2537 rBV3 971 888 0.13% 0.018%
99 16.590 2541 2543 2544 rBV 814 584 0.09% 0.012%
100 16.700 2559 2561 2564 rBVS5 521 526 0.08% 0.011%
Sum of corrected areas: 4935302
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

4

LSC Report - Integrated Chromatogram

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

: VX044693.D

: 22 Jan 2025 12:40

: JC/MD

: Q1131-02

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

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

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012225\
Data File : VX044693.D

Acqg On : 22 Jan 2025 12:40
Operator : JC/MD

Sample : Qli31-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 4 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 2.97 ug/L 27587 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 4

Abundance  Scan 26 (1.246 min): VX044693.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

: Q1131-02
: 5.0mL/MSVOA_X/WATER
: 4 Sample Multiplier: 1

Tentatively Identified Compound (LSC) summary

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

: VX044693.D
: 22 Jan 2025 12:40

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 27587 1 6.751 464165 50.0
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