Data Path

Data File : VX044270.D

Acq On : 13 Dec 2024 10:35
Operator : JC/MD

Sample : P5252-12

Misc

ALS Vial : 5

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\

@ % of largest Peak

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area:
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: VXe4427@.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 32 rBv4 3513 6639 0.74% 0.104%
2 1.368 43 46 56 rvB 105829 128265 14.24% 2.001%
3 1.593 70 83 84 rBV5 17504 56791 6.30% 0.886%
4 1.648 89 92 102 rVB 99157 144074 15.99% 2.248%
5 2.300 192 199 208 rBV 175762 275777 30.61% 4.303%
6 2.380 209 212 217 rVB 5046 7703 0.86% 0.120%
7 2.770 274 276 278 rBV2 1196 1253 0.14% 0.020%
8 3.154 337 339 341 rBV3 615 532 0.06% 0.008%
9 3.233 349 352 354 rBV2 635 640 0.07% 0.010%
10 3.392 376 378 379 rVB 755 485 0.05% 0.008%
11 3.416 379 382 385 rBV3 642 1012 0.11% 0.016%
12 3.526 397 400 402 rBV2 477 651 0.07% 0.010%
13 3.648 417 420 421 rBV2 423 492 0.05% 0.008%
14 3.782 440 442 444 rBV2 547 485 0.05% 0.008%
15 3.916 463 464 466 rvv2 521 502 0.06% 0.008%
16 3.983 472 475 476 rBV 447 498 0.06% 0.008%
17 4.001 476 478 481 rVB2 600 564 0.06% 0.009%
18 4.117 494 497 500 rBV3 436 634 0.07% 0.010%
19 4.251 518 519 522 rVB2 556 524 0.06% 0.008%
20 4.331 530 532 534 rVB 828 497 0.06% 0.008%
21 4.361 534 537 540 rBV3 615 649 0.07% 0.010%
22 4.459 545 553 571 rBV 56872 179255 19.90% 2.797%
23 4.916 626 628 634 rBv4 541 1043 0.12% 0.016%
24 5.050 638 650 670 rVVv 117754 380818 42.27% 5.941%
25 5.288 687 689 692 rVB3 732 662 0.07% 0.010%
26 5.404 704 708 709 rVB4 965 1048 0.12% 0.016%
27 5.501 722 724 727 rVB2 891 765 0.08% 0.012%
28 5.538 727 730 731 rBv2 689 768 0.09% 0.012%
29 5.721 757 760 763 rBvV3 674 1101 0.12% 0.017%
30 5.958 788 799 817 rBV2 294676 900901 100.00% 14.055%
31 6.519 889 891 895 rVB3 618 521 0.06% 0.008%
32 6.647 916 912 917 rVB4 475 552 0.06% 0.009%
33 6.757 921 930 948 rVV 198437 485783 53.92% 7.579%
34 6.922 955 957 962 rVB4 615 869 0.10% 0.014%
35 6.970 964 965 967 rBV2 599 523 0.06% 0.008%
36 7.111 983 988 993 rBV6 3030 6292 0.70% 0.098%
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Data Path

Data File : VX044270.D

Acq On : 13 Dec 2024 10:35
Operator : JC/MD

Sample : P5252-12

Misc

ALS Vial : 5

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 7.306 1011 1020 1032 rBV 185453
38 7.434 1039 1041 1043 rBV3 656
39 7.830 1102 1106 1107 rBV3 462
40 7.897 1115 1117 1119 rBV 586
41 7.995 1131 1133 1137 rVB3 561
42 8.135 1154 1156 1159 rBvV2 747
43 8.159 1159 1160 1166 rBV4 551
44 8.251 1172 1175 1179 rBV4 465
45 8.324 1181 1187 1202 rVWV 112664
46 8.531 1219 1221 1222 rBV2 838
47  8.647 1233 1240 1258 rBV 412261
48 8.909 1280 1283 1284 rBV2 645
49  8.946 1284 1289 1298 rBV 76325
50 9.269 1339 1342 1347 rVB5 1088
51 9.385 1356 1361 1378 rBV 241816
52 9.769 1420 1424 1425 rBV2 569
53 9.915 1447 1448 1451 rBV3 466
54 10.049 1465 1470 1489 rVB 398580
55 10.336 1514 1517 1518 rBV2 494
56 10.476 1538 1540 1544 rBV3 408
57 10.518 1544 1547 1548 rVV2 553
58 10.531 1548 1549 1551 rVB2 801
59 10.787 1590 1591 1593 rBV2 738
60 10.860 1600 1603 1606 rVB3 681
61 10.884 1606 1607 1609 rBvV2 1028
62 10.976 1619 1622 1624 rVB2 576
63 11.006 1624 1627 1628 rBv2 485
64 11.189 1652 1657 1672 rBV 338591
65 11.305 1672 1676 1679 rVB4 796
66 11.384 1685 1689 1690 rBv4 665
67 11.537 1712 1714 1717 rVB2 544
68 11.610 1725 1726 1730 rvv2 664
69 11.768 1750 1752 1755 rBv2 518
70 12.018 1788 1793 1803 rBV 360517
71 12.219 1821 1826 1833 rBVS5 4527
72 12.317 1837 1842 1852 rVWV 430628
73 12.561 1881 1882 1886 rVB3 730
74 12.835 1922 1927 1929 rBV3 1601
75 12.945 1941 1945 1946 rBV 588
76 13.323 2006 2007 2010 rBv2 496

SFAMXLM120524WMA.M Tue
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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\VX121324\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044270.D

Acq On : 13 Dec 2024 10:35
Operator : JC/MD

Sample : P5252-12

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 5 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 13.366 2012 2014 2017 rBV2 617 675 0.07% 0.011%
78 13.408 2019 2021 2024 rVB3 494 556 0.06% 0.009%
79 13.439 2024 2026 2029 rBV 552 609 0.07% 0.010%
80 13.481 2029 2033 2035 rBvV4 911 1083 0.12% 0.017%
81 13.597 2050 2052 2059 rVVv3 1195 1329 0.15% 0.021%
82 13.939 2106 2108 2110 rVV2 550 518 0.06% 0.008%
83 13.981 2114 2115 2118 rvVvV3 459 475 0.05% 0.007%
84 14.024 2120 2122 2123 rVWV 741 481 0.05% 0.008%
85 14.085 2129 2132 2134 rBV2 744 670 0.97% 0.010%
86 14.292 2161 2166 2167 rBV2 594 740 0.08% 0.012%
87 14.335 2172 2173 2177 rBV3 512 805 0.09% 0.013%
88 14.469 2192 2195 2197 rBV3 782 841 0.09% 0.013%
89 14.579 2210 2213 2215 rBV3 416 530 0.06% ©0.008%
90 14.609 2217 2218 2220 rBV 622 544 0.06% ©0.008%
91 14.682 2229 2230 2233 rBV2 541 490 0.05% 0.008%
92 14.859 2255 2259 2260 rvv2 463 668 0.07% 0.010%
93 15.060 2289 2292 2294 rBV2 584 579 0.06% 0.009%
94 15.329 2333 2336 2340 rVB3 588 798 0.09% 0.012%
95 15.371 2340 2343 2344 rBV2 727 657 0.07% 0.010%
96 15.390 2344 2346 2352 rVB4 1027 1184 0.13% 0.018%
97 15.713 2397 2399 2403 rVB3 794 738 0.08% 0.012%
98 16.188 2476 2477 2482 rBV4 643 922 0.10% 0.014%
99 16.292 2491 2494 2495 rBV2 521 594 0.07% ©0.009%
100 16.566 2538 2539 2542 rBV3 1215 1342 0.15% 0.021%
Sum of corrected areas: 6409656
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121324\
Data File : VX044270.D

Acqg On : 13 Dec 2024 10:35
Operator : JC/MD

Sample : P5252-12

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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: VX044270.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121324\
Data File : VX044270.D

Acqg On : 13 Dec 2024 10:35
Operator : JC/MD

Sample : P5252-12

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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

No Library Search Compounds Detected
3k 3k sk 3k sk 3k sk sk sk sk ok sk sk sk 3k sk sk sk sk sk Sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk 3k sk sk sk sk 3k sk >k sk 3k sk 3k sk 3k sk sk >k sk sk sk sk ok sk ok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121324\
Data File : VX044270.D

Acq On : 13 Dec 2024 10:35
Operator : JC/MD

Sample : P5252-12

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 5 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|
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