Data Path

Data File : VX043782.D

Acq On : 11 Nov 2024 11:27
Operator : JC/MD

Sample . P4742-19

Misc

ALS Vial : 7

: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111124\

@ % 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\SFAMXLM110424WMA.M
Title : VOC Analysis
Signal : TIC: VXe43782.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 33 rBvV3 7692 12144 1.27% 0.147%
2 1.368 43 46 56 rBvV 95386 114815 11.97% 1.392%
3 1.648 88 92 102 rVB 64943 95121 9.92% 1.153%
4 2.294 192 198 208 rBV 203852 309957 32.32% 3.758%
5 2.562 239 242 249 rVB3 1641 2799 0.29% 0.034%
6 2.642 254 255 261 rVB2 502 807 0.08% 0.010%
7 2.690 261 263 265 rBV2 461 497 0.05% 0.006%
8 2.739 269 271 274 rBV 562 647 0.07% 0.008%
9 2.940 298 304 310 rVB3 3887 8454 0.88% 0.102%
10 3.160 338 340 342 rBV2 284 300 0.03% 0.004%
11 3.306 362 364 365 rBV 530 367 0.04% 0.004%
12 3.428 379 384 395 rVB6 3660 9148 0.95% 0.111%
13 3.526 397 400 402 rBV2 363 434 0.05% 0.005%
14 3.660 419 422 424 rBV2 379 378 0.04% 0.005%
15 3.873 455 457 462 rVB2 558 525 0.05% 0.006%
16 3.922 462 465 468 rBvV2 406 562 0.06% 0.007%
17 4.093 491 493 496 rVB2 357 352 0.04% 0.004%
18 4.245 516 518 521 rVB2 392 367 0.04% 0.004%
19 4.294 524 526 529 rVB3 456 435 0.05% 0.005%
20 4.465 545 554 571 rBV 55343 176884 18.44% 2.144%
21 4.916 625 628 629 rBv2 280 361 0.04% 0.004%
22 4.977 634 638 639 rBv2 485 603 0.06% 0.007%
23 5.056 639 651 671 rVB 121500 382946 39.93% 4.642%
24 5.288 687 689 692 rVvB 456 363 0.04% 0.004%
25 5.355 699 700 702 rBV 349 348 0.04% 0.004%
26 5.690 751 755 756 rBV 389 453 0.05% 0.005%
27 5.727 759 761 763 rBV 301 314 0.03% 0.004%
28 5.806 772 774 776 rBv2 288 295 0.03% 0.004%
29 5.861 781 783 787 rVB3 313 369 0.04% 0.004%
30 5.964 787 800 818 rBV2 323779 959030 100.00% 11.626%
31 6.202 837 839 843 rBV3 422 453 0.05% 0.005%
32 6.379 866 868 871 rBV3 500 628 0.07% 0.008%
33 6.428 875 876 879 rVB2 621 526 0.05% 0.006%
34 6.458 879 881 882 rBV 481 359 0.04% 0.004%
35 6.476 882 884 887 rVB3 555 482 0.05% 0.006%
36 6.507 887 889 891 rBV2 425 417 0.04% 0.005%
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Data Path

Data File : VX043782.D

Acq On : 11 Nov 2024 11:27
Operator : JC/MD

Sample . P4742-19

Misc

ALS Vial : 7

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 6.696 917 920 921 rBV 323
38 6.757 921 930 954 rBV 293179
39 6.934 958 959 962 rBV2 770
40 7.001 968 970 972 rBV2 478
41 7.123 981 990 1012 rVV 329652
42 7.306 1012 1020 1038 rVB 188460
43 7.458 1043 1045 1046 rBV 384
44 7.763 1093 1095 1098 rBV2 376
45 7.946 1122 1125 1127 rBV2 500
46 8.110 1146 1152 1154 rBV 386
47  8.324 1181 1187 1198 rBV = 123237
48 8.500 1214 1216 1218 rVB2 454
49  8.525 1218 1220 1221 rBV 561
50 8.647 1233 1240 1256 rBV 489525
51 8.952 1285 1290 1304 rVB 86656
52 9.147 1320 1322 1327 rBV3 302
53 9.275 1338 1343 1349 rVB3 3927
54 9.384 1356 1361 1377 rBV 282880
55 9.659 1404 1406 1410 rVB2 731
56 9.708 1410 1414 1415 rVB3 448
57 9.738 1417 1419 1422 rBV4 281
58 9.836 1434 1435 1437 rBV 477
59 10.000 1459 1462 1463 rVB 602
60 10.049 1465 1470 1482 rBV 568401
61 10.305 1510 1512 1517 rVB2 670
62 10.415 1529 1530 1531 rVB 800
63 10.537 1548 1550 1552 rBv2 516
64 10.762 1585 1587 1589 rBv2 434
65 10.848 1600 1601 1606 rvVB3 267
66 10.884 1606 1607 1611 rVB2 522
67 10.976 1618 1622 1625 rBv2 294
68 11.061 1632 1636 1637 rBv2 512
69 11.189 1652 1657 1669 rBV 367185
70 11.311 1673 1677 1682 rVB3 3894
71 11.463 1696 1702 1704 rBvV2 443
72 11.524 1708 1712 1713 rVB3 338
73 11.561 1715 1718 1721 rBV3 297
74 11.604 1724 1725 1728 rBV 443
75 11.982 1781 1787 1788 rBV5 419
76 12.018 1788 1793 1805 rBV 565590
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Filtering:
Min Area:
Max Peaks:
Peak Location:

328
725818
532
437

733762
423658
398
340
737

617
210335
303
346
787047

134504
523
6874
435470
667

501
319
413
554
823617

913
293
550
434
310

485
499
532
468918
5081

694
354
390
448
699

726267

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111124\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111124\
Data File : VX043782.D

Acq On : 11 Nov 2024 11:27
Operator : JC/MD

Sample . P4742-19

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 7 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\SFAMXLM110424WMA.M
Title : VOC Analysis
77 12.134 1810 1812 1814 rVV3 762 647 0.07% 0.008%
78 12.225 1823 1827 1831 rBV3 2736 4349 0.45% 0.053%
79 12.317 1837 1842 1850 rBV 514430 652046 67.99% 7.905%
80 12.548 1878 1880 1883 rVB2 588 508 0.05% 0.006%
81 12.756 1909 1914 1920 rVV3 1211 2090 0.22% 0.025%
82 13.036 1956 1960 1961 rBV 246 363 0.04% 0.004%
83 13.432 2021 2025 2028 rBV3 618 761 0.08% 0.009%
84 13.463 2028 2030 2032 rVB 485 358 0.04% 0.004%
85 13.609 2051 2054 2055 rVB 545 446 ©.05% 0.005%
86 13.664 2061 2063 2065 rBV2 476 371 0.04% 0.004%
87 13.902 2100 2102 2103 rBV 378 306 0.03% 0.004%
88 14.042 2121 2125 2128 rBV4 493 615 0.06% 0.007%
89 14.127 2135 2139 2147 rBV4 1699 2846 0.30% 0.035%
90 14.195 2147 2150 2152 rBV3 353 370 0.04% 0.004%
91 14.237 2154 2157 2159 rBV2 380 459 0.05% 0.006%
92 14.396 2181 2183 2184 rBV 418 359 0.04% 0.004%
93 14.652 2224 2225 2228 rBV2 503 413 0.04% 0.005%
94 14.719 2234 2236 2238 rBvV2 488 439 0.05% 0.005%
95 14.780 2244 2246 2248 rBV3 365 308 0.03% 0.004%
96 14.829 2251 2254 2255 rVv2 513 335 0.03% 0.004%
97 15.079 2293 2295 2298 rVB2 767 611 0.06% 0.007%
98 15.139 2303 2305 2308 rVB2 475 444  0.05% ©.005%
99 15.389 2344 2346 2348 rVB2 1098 1045 0.11% 0.013%
100 16.359 2503 2505 2507 rBV3 745 556 0.06% 0.007%
Sum of corrected areas: 8248952
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111124\

: VXe43782.D

: 11 Nov 2024 11:27

: JC/MD

: P4742-19

: 5.0mL/MSVOA_X/WATER

7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110424WMA .M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX043782.D\data.ms
500000
400000
5.964
300000
2.294
200000
1368 5.056
100000 ’ 1.648 4465
0 1.240 2.56889392.940 3.168. 3(36"{2.8233660 3R922.09342294 49847\ 5.8855 1 6.202
T T R e T T T T T R T T T e T o T T e e e e e e T e T T T T e
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX043782.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX111124\
Data File : VX043782.D

Acqg On : 11 Nov 2024 11:27
Operator : JC/MD

Sample : P4742-19

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110424WMA .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\VX111124\
Data File : VX043782.D

Acq On : 11 Nov 2024 11:27
Operator : JC/MD

Sample : P4742-19

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM110424WMA .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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