Data Path

Data File : VX044338.D

Acq On : 17 Dec 2024 10:02
Operator : JC/MD

Sample : P5252-14

Misc

ALS Vial : 5

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\

@ % 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: VXe44338.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 27 rBvV 4457 4699 0.45% 0.064%
2 1.368 42 46 57 rBV 118412 139009 13.18% 1.900%
3 1.642 88 91 102 rVB 105668 144921 13.74% 1.980%
4 2.294 192 198 209 rVB 194302 301675 28.60% 4.122%
5 2.496 228 231 233 rBV3 561 713 0.07% 0.010%
6 2.563 240 242 245 rVB4 926 986 0.09% 0.013%
7 2.691 261 263 264 rBV 439 416 0.04% 0.006%
8 2.788 274 279 282 rVB4 1470 2126 0.20% 0.029%
9 2.934 298 303 313 rVB2 4467 11130 1.06% 0.152%
10 3.081 326 327 329 rBV 666 475 0.05% 0.006%
11 3.172 339 342 344 rBV2 868 1087 0.10% 0.015%
12 3.428 381 384 394 rVB6 2825 6842 0.65% 0.093%
13 3.599 410 412 417 rVB3 380 741 0.07% 0.010%
14 3.648 418 420 423 rVV3 457 542 0.05% 0.007%
15 3.886 457 459 462 rVB2 524 410 0.04% 0.006%
16 3.922 463 465 468 rVB3 551 497 0.05% 0.007%
17 3.989 472 476 480 rBV3 674 1050 0.10% 0.014%
18 4.318 528 530 531 rBV 630 381 0.04% 0.005%
19 4.465 546 554 569 rBvV 79807 238672 22.63% 3.262%
20 4.855 616 618 619 rBV2 565 414 0.04% 0.006%
21 5.050 639 650 666 rBvV 140039 438152 41.54% 5.987%
22 5.263 683 685 687 rBv3 630 472 0.04% 0.006%
23 5.635 745 746 748 rBV 673 446 0.04% 0.006%
24 5.794 768 772 774 rBV3 753 939 0.09% 0.013%
25 5.824 774 777 778 rWW3 519 586 0.06% 0.008%
26 5.964 786 800 819 rBv2 353464 1054837 100.00% 14.415%
27 6.306 854 856 857 rvVvB 746 409 0.04% 0.006%
28 6.330 857 860 861 rBv2 788 719 0.07% 0.010%
29 6.348 861 863 864 rBv2 635 406 0.04% 0.006%
30 6.440 877 878 880 rBV2 584 482 0.05% 0.007%
31 6.605 904 905 907 rBV2 444 433 0.04% 0.006%
32 6.757 921 930 944 rBv2 217497 529483 50.20% 7.236%
33 7.007 967 971 972 rBV3 624 865 0.08% 0.012%
34 7.117 983 989 996 rVvVv7 3085 7873 0.75% 0.108%
35 7.306 1012 1020 1036 rBV 223644 493228 46.76% 6.740%
36 7.482 1045 1049 1053 rVB3 1143 1234 0.12% 0.017%
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Data Path

Data File : VX044338.D

Acq On : 17 Dec 2024 10:02
Operator : JC/MD

Sample : P5252-14

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 7.806 1099 1102 1104 rBV3 336
38 7.885 1113 1115 1117 rVB2 669
39 7.921 1117 1121 1122 rBV2 557
40 8.104 1150 1151 1154 rVB2 563
41 8.220 1168 1170 1172 rVB2 660
42 8.238 1172 1173 1176 rBV 715
43 8.324 1181 1187 1198 rBV 134489
44 8.647 1234 1240 1251 rBV 461711
45 8.860 1273 1275 1279 rBV3 676
46 8.952 1285 1290 1306 rBV 88261
47  9.165 1323 1325 1328 rBV3 623
48 9.281 1343 1344 1348 rBV2 426
49 9.385 1356 1361 1376 rBV 329637
50 9.659 1404 1406 1407 rBV 652
51 10.055 1465 1471 1485 rBV 428903
52 10.244 1500 1502 1507 rVB3 775
53 10.305 1509 1512 1516 rVVv4 812
54 10.390 1524 1526 1527 rVB2 740
55 10.439 1533 1534 1539 rVB4 614
56 10.506 1539 1545 1549 rBV4 914
57 10.805 1592 1594 1596 rBV2 678
58 10.878 1603 1606 1611 rBV4 574
59 10.933 1611 1615 1616 rBV3 720
60 11.024 1627 1630 1631 rBV3 806
61 11.092 1639 1641 1642 rBV 740
62 11.140 1647 1649 1651 rVB2 714
63 11.189 1651 1657 1669 rBV 415143
64 11.579 1719 1721 1722 rBV2 488
65 11.896 1770 1773 1774 rBV2 412
66 11.976 1783 1786 1788 rBv2 886
67 12.018 1788 1793 1805 rBV 382994
68 12.317 1837 1842 1852 rBV 488317
69 12.414 1857 1858 1860 rVB 927
70 12.469 1866 1867 1869 rBv2 944
71 12.549 1878 1880 1883 rBvV3 682
72 12.579 1883 1885 1887 rvv2 425
73 12.603 1887 1889 1890 rVV 695
74 12.622 1890 1892 1896 rVB3 565
75 12.762 1912 1915 1917 rVwv2 1655
76 12.805 1920 1922 1924 rBV3 444
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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\VX121724\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121724\
Data File : VX044338.D

Acq On : 17 Dec 2024 10:02
Operator : JC/MD

Sample : P5252-14

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 12.914 1938 1940 1941 rBV2 846 716 0.07% 0.010%
78 13.237 1990 1993 1995 rVB3 545 669 0.06% 0.009%
79 13.353 2011 2012 2016 rBV2 554 438 0.04% 0.006%
80 13.457 2027 2029 2030 rBV 473 440 0.04%  0.006%
81 13.646 2058 2060 2063 rVV2 468 497 0.05% 0.007%
82 13.670 2063 2064 2067 rVB2 995 839 0.08% 0.011%
83 13.774 2079 2081 2083 rBV2 641 625 0.06% 0.009%
84 13.890 2098 2100 2102 rVB3 579 422 0.04% 0.006%
85 13.914 2102 2104 2107 rBV3 853 779 0.97% 0.011%
86 13.975 2111 2114 2117 rBV3 682 1039 0.10% 0.014%
87 14.128 2134 2139 2144 rBV3 2880 3918 0.37% 0.054%
88 14.268 2160 2162 2163 rBV 991 699 0.07% 0.010%
89 14.298 2166 2167 2169 rVV 667 404 0.04%  0.006%
90 14.329 2170 2172 2175 rVV2 875 818 0.08% 0.011%
91 14.420 2185 2187 2188 rBV2 550 395 0.04% 0.005%
92 14.548 2206 2208 2211 rVB2 497 529 0.05% 0.007%
93 14.670 2226 2228 2229 rBV 729 461 0.04% 0.006%
94 14.749 2239 2241 2242 rBV 609 391 0.04% 0.005%
95 14.890 2262 2264 2265 rVB 686 377 0.04% 0.005%
96 15.042 2283 2289 2291 rBV4 686 964 ©0.09% 0.013%
97 15.225 2317 2319 2321 rBV3 501 510 0.05% 0.007%
98 16.255 2484 2488 2489 rBV2 1187 952 0.09% 0.013%
99 16.621 2546 2548 2549 rBV 887 631 0.06% 0.009%
100 16.652 2549 2553 2557 rVvv3 956 1722 0.16% 0.024%
Sum of corrected areas: 7317814
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121724\
Data File : VX044338.D

Acqg On : 17 Dec 2024 10:02
Operator : JC/MD

Sample : P5252-14

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: VX044338.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX121724\
Data File : VX044338.D

Acqg On : 17 Dec 2024 10:02
Operator : JC/MD

Sample : P5252-14

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\VX121724\
Data File : VX044338.D

Acq On : 17 Dec 2024 10:02
Operator : JC/MD

Sample : P5252-14

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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