LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044268.D

Acq On : 13 Dec 2024 09:46

Operator : JC/MD

Sample : VX1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLM120524WMA.M
Title : VOC Analysis

Signal : TIC: VXe44268.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.368 43 46 59 rvB 114755 131436 14.27% 1.953%
2 1.648 88 92 102 rVB 97036 143471 15.58% 2.132%
3 2.300 193 199 209 rVB 180822 283933 30.84% 4.219%
4 2.654 256 257 259 rBV2 611 545 0.06% 0.008%
5 2.746 270 272 275 rBV2 757 959 0.10% 0.014%
6 2.941 301 304 306 rVvv3 576 762 0.08% 0.011%
7 2.989 309 312 316 rBV2 501 657 0.07% 0.010%
8 3.056 321 323 325 rBV2 713 843 0.09% 0.013%
9 3.282 357 360 364 rVB3 629 878 0.10% 0.013%
10 3.319 364 366 368 rBV2 558 505 0.05% 0.008%
11 3.404 379 380 383 rBV2 501 461 0.05% 0.007%
12 3.575 406 408 411 rBvV2 907 1019 0.11% 0.015%
13 3.678 421 425 426 rBV3 492 548 0.06% 0.008%
14 3.800 442 445 448 rBV3 517 606 0.07% 0.009%
15 3.837 448 451 454 rVB4 635 609 0.07% 0.009%
16 3.873 454 457 458 rVB 630 423 0.05% 0.006%
17 3.892 458 460 463 rVB3 583 558 0.06% 0.008%
18 3.928 463 466 467 rBvV2 741 659 0.07% 0.010%
19 3.989 473 476 477 rBV 726 773 0.08% 0.011%
20 4.142 499 501 504 rvVB2 466 400 0.04% 0.006%
21 4.172 504 506 509 rBvV2 422 481 0.05% 0.007%
22 4.251 515 519 520 rBV3 539 643 0.07% 0.010%
23 4.453 544 552 568 rBV 61087 186780 20.28% 2.776%
24 4.684 588 590 591 rBvV2 718 428 0.05% 0.006%
25 4.763 602 603 607 rVB3 751 461 0.05% 0.007%
26 5.044 637 649 668 rBv 128093 389933 42.35% 5.795%
27 5.379 698 704 712 rBV5 5330 14792 1.61% 0.220%
28 5.471 716 719 720 rBv3 497 465 0.05% 0.007%
29 5.544 725 731 740 rW4 8039 20884 2.27% 0.310%
30 5.751 761 765 766 rBV2 537 650 0.07% 0.010%
31 5.836 775 779 780 rBV4 403 413 0.04% 0.006%
32 5.958 788 799 818 rBV2 307435 920790 100.00% 13.684%
33 6.318 856 858 859 rBV2 594 512 0.06% 0.008%
34 6.416 872 874 876 rBV2 634 510 0.06% 0.008%
35 6.617 906 907 912 rBV2 568 830 0.09% 0.012%
36 6.696 918 920 921 rBV 707 472 0.05% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044268.D

Acq On : 13 Dec 2024 09:46

Operator : JC/MD

Sample : VX1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLM120524WMA.M
Title : VOC Analysis
37 6.751 921 929 952 rVB 217132 529653 57.52% 7.871%
38 7.068 979 981 982 rBV 742 435 0.05% 0.006%
39 7.105 984 987 988 rBv2 2005 1975 0.21% 0.029%
40 7.239 1008 1009 1010 rBV 679 435 0.05% 0.006%
41 7.300 1011 1019 1038 rVvV 186911 414082 44.97% 6.154%
42 7.659 1077 1078 1080 rBV 535 412 0.04% 0.006%
43 7.684 1080 1082 1085 rVB3 820 769 0.08% 0.011%
44 7.806 1100 1102 1104 rBV3 988 876 0.10% 0.013%
45 7.873 1110 1113 1115 rBvV2 456 463 0.05% 0.007%
46 8.171 1161 1162 1165 rBV3 684 663 0.07% 0.010%
47  8.318 1181 1186 1200 rBV 112874 195625 21.25%  2.907%
48 8.641 1233 1239 1256 rVV 446004 728799 79.15% 10.830%
49  8.775 1260 1261 1263 rVB2 1086 551 ©0.06% 0.008%
50 8.946 1284 1289 1300 rBvV 81330 124709 13.54%  1.853%
51 9.092 1311 1313 1314 rBV2 470 398 0.04% 0.006%
52 9.269 1340 1342 1346 rBv2 545 696 0.08% 0.010%
53 9.385 1355 1361 1376 rBV 251416 391128 42.48% 5.812%
54 9.714 1414 1415 1417 rVB 789 418 0.05% ©0.006%
55 9.909 1444 1447 1449 rBV3 702 991 0.11% 0.015%
56 10.049 1465 1470 1482 rBV 465665 640293 69.54% 9.515%
57 10.403 1527 1528 1533 rVB4 584 694 0.08% 0.010%
58 10.519 1545 1547 1548 rBV 522 423 0.05% 0.006%
59 10.708 1576 1578 1580 rVB2 891 862 0.09% 0.013%
60 10.732 1580 1582 1584 rBvV2 613 572 0.06% 0.009%
61 10.939 1613 1616 1617 rBv2 855 782 0.08% 0.012%
62 11.012 1624 1628 1629 rBvV3 438 461 0.05% 0.007%
63 11.085 1635 1640 1651 rVB2 18674 28608 3.11% 0.425%
64 11.189 1652 1657 1666 rVB 337976 430550 46.76% 6.398%
65 11.531 1710 1713 1715 rBV 426 496 0.05% 0.007%
66 11.567 1717 1719 1720 rBV2 746 659 0.07% 0.010%
67 11.652 1731 1733 1736 rBv2 521 448 0.05% 0.007%
68 11.762 1749 1751 1753 rBV 701 517 0.06% 0.008%
69 12.018 1788 1793 1804 rBV 430657 534541 58.05% 7.944%
70 12.317 1836 1842 1851 rBV 449549 566579 61.53% 8.420%
71 12.579 1884 1885 1889 rvB2 410 397 0.04% 0.006%
72 12.671 1897 1900 1903 rVB3 564 510 0.06% 0.008%
73 12.762 1911 1915 1918 rBV4 1119 1709 0.19% 0.025%
74 13.073 1965 1966 1968 rBV2 560 466 0.05% 0.007%
75 13.170 1980 1982 1984 rBvV2 710 570 0.06% 0.008%
76 13.225 1990 1991 1994 rVB 771 454 0.05% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044268.D

Acq On : 13 Dec 2024 09:46

Operator : JC/MD

Sample : VX1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

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\SFAMXLM120524WMA.M
Title : VOC Analysis
77 13.299 2001 2003 2006 rBV2 474 525 0.06% 0.008%
78 13.378 2014 2016 2021 rVB3 657 535 0.06% ©0.008%
79 13.622 2052 2056 2057 rBV2 456 452 0.05% 0.007%
80 13.713 2068 2071 2072 rBV3 517 584 0.06% 0.009%
81 13.841 2091 2092 2094 rBV2 549 502 0.05% 0.007%
82 13.878 2094 2098 2100 rVB3 779 867 0.09% 0.013%
83 14.128 2137 2139 2142 rVB2 1458 1354 0.15% 0.020%
84 14.323 2169 2171 2174 rBV3 483 410 0.04% 0.006%
85 14.420 2185 2187 2190 rBV3 577 571 0.06% 0.008%
86 14.469 2194 2195 2197 rBV 742 421 0.05% 0.006%
87 14.695 2230 2232 2233 rBV2 562 404 0.04%  0.006%
88 14.762 2242 2243 2246 rBV2 495 575 0.06% 0.009%
89 15.073 2291 2294 2296 rBV3 544 701 0.08% 0.010%
90 15.176 2309 2311 2313 rVB2 609 432 0.05% 0.006%
91 15.268 2324 2326 2329 rBV3 767 801 0.09% 0.012%
92 15.304 2329 2332 2333 rBV 427 464 0.05% 0.007%
93 15.390 2341 2346 2349 rBv4 1120 1995 0.22% 0.030%
94 15.847 2420 2421 2424 rBV2 715 808 0.09% 0.012%
95 15.902 2429 2430 2432 rBV2 608 513 0.06% 0.008%
96 15.999 2444 2446 2449 rBV4 582 877 0.10% 0.013%
97 16.024 2449 2450 2454 rVV2 631 664 0.97% 0.010%
98 16.243 2484 2486 2488 rVB2 937 667 0.07% 0.010%
99 16.280 2488 2492 2493 rBV3 496 600 0.07% 0.009%
100 16.627 2546 2549 2550 rBV3 741 671 0.97% 0.010%
Sum of corrected areas: 6729151

SFAMXLM120524WMA.M Tue Dec 17 11:04:13 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121324\
Data File : VX044268.D

Acqg On : 13 Dec 2024 09:46

Operator : JC/MD

Sample : VX1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX044268.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121324\
Data File : VX044268.D

Acqg On : 13 Dec 2024 09:46

Operator : JC/MD

Sample : VX1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .M
Quant Title : VOC Analysis

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Benzene, 1-bromo-3-fluoro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.086 2.68 ug/L 28608 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-bromo-3-fluoro- 174 C6H4BrF 001073-06-9 97
2 Benzene, 1-bromo-3-fluoro- 174 C6H4BrF 001073-06-9 93
3 Benzene, 1-bromo-2-fluoro- 174 C6H4BrF 001072-85-1 90
4 p-Bromofluorobenzene 174 C6H4BrF 000460-00-4 90
5 Benzene, 1-bromo-2-fluoro- 174 C6H4BrF 001072-85-1 90
Abundance Scan 1640 (11.085 min): VX044268.D\data.ms (-1635) (- m/z 95.00 100.00%
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Abundance #49279: Benzene, 1-bromo-3-fluoro-
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95.0 174.0
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5000 m/z 75.00 62.32%
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Abundance #49277: Benzene, 1-bromo-2-fluoro- i
m/z 74.10 27.41%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044268.D

Acq On : 13 Dec 2024 09:46

Operator : JC/MD

Sample : VX1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .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|

Benzene, 1-brom... 11.086 2.7 ug/L 28608 3 12.018 534541 50.0
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