LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012925\
Data File : VX044758.D

Acq On : 29 Jan 2025 10:34
Operator : JC/MD

Sample : VX0129WBLO1

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@12825WMA.M
Title : VOC Analysis

Signal : TIC: VXe44758.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.239 22 25 31 rBV2 8713 14746 1.27% 0.174%
2 1.367 42 46 61 rBv 139843 172847 14.92% 2.041%
3 1.642 88 91 104 rVB 51928 79834 6.89% 0.942%
4 2.294 192 198 213 rVB 254338 409608 35.36%  4.836%
5 2.440 221 222 223 rBV 552 247 0.02% 0.003%
6 2.940 296 304 315 rBV2 4142 10402 0.90% 0.123%
7 3.172 340 342 343 rBV 351 238 0.02% 0.003%
8 3.233 350 352 353 rBV2 469 243 0.02% 0.003%
9 3.428 380 384 392 rBV3 1052 2433 0.21% 0.029%
10 3.544 399 403 404 rBV2 390 469 0.04% 0.006%
11 3.568 405 407 409 rvv2 424 306 0.03% 0.004%
12 3.593 409 411 412 rVv2 408 304 0.03% 0.004%
13 3.611 412 414 415 rVB 365 201 0.02% 0.002%
14 3.708 429 430 431 rBV 394 192 0.02% 0.002%
15 3.806 443 446 448 rBV2 338 368 0.03% 0.004%
16 3.861 454 455 457 rVB 397 227 0.02% 0.003%
17 3.958 469 471 472 rBV2 221 195 0.02% 0.002%
18 4.452 544 552 571 rBV 66260 213304 18.41% 2.518%
19 5.050 637 650 665 rBV 142806 451221 38.95% 5.327%
20 5.550 724 732 734 rBV3 1012 2050 0.18% 0.024%
21 5.958 788 799 818 rBv2 385097 1158397 100.00% 13.676%
22 6.360 864 865 870 rVB4 457 637 0.05% 0.008%
23 6.488 884 886 889 rvVvB3 759 688 0.06% 0.008%
24 6.519 889 891 892 rBV 352 356 0.03% 0.004%
25 6.598 901 904 905 rBv2 347 420 0.04% 0.005%
26 6.616 905 907 908 rvVvB 459 196 0.02% 0.002%
27 6.635 908 910 911 rBv2 234 203 0.02% 0.002%
28 6.683 916 918 920 rBv2 345 254 0.02% 0.003%
29 6.751 920 929 951 rBV 296490 734250 63.39% 8.668%
30 6.958 961 963 964 rBV2 419 243 0.02% 0.003%
31 7.055 977 979 980 rBV2 593 401 0.03% 0.005%
32 7.116 984 989 991 rBv4 986 1772 0.15% 0.021%
33 7.196 1000 1002 1004 rBV3 405 361 0.03% 0.004%
34 7.244 1008 1010 1011 rBV 431 218 0.02% 0.003%
35 7.299 1011 1019 1037 rBV 241327 535090 46.19% 6.317%
36 7.476 1046 1048 1050 rBvV2 600 541 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012925\
Data File : VX044758.D

Acq On : 29 Jan 2025 10:34

Operator : JC/MD

Sample : VX0129WBLO1

Misc : 5.0mL/MSVOA_X/WATER

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:

Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 7.567 1062 1063 1065 rBV 372
38 7.659 1074 1078 1081 rBV2 340
39 7.763 1093 1095 1097 rBV 378
40 7.781 1097 1098 1099 rvwV 370
41 7.866 1110 1112 1114 rBV2 456
42 8.189 1163 1165 1166 rBvV 324
43 8.317 1180 1186 1203 rBV 170039
44  8.640 1233 1239 1258 rBV 558696
45 8.945 1284 1289 1308 rBV 119599
46 9.140 1319 1321 1323 rVB 729
47  9.177 1323 1327 1328 rBV2 369
48 9.384 1356 1361 1372 rBV 257932
49  9.659 1404 1406 1409 rBV3 462
50 9.896 1444 1445 1447 rVB 377
51 9.963 1455 1456 1460 rVB2 519
52 9.994 1460 1461 1464 rBV2 329
53 10.049 1465 1470 1489 rBV 605912
54 10.268 1504 1506 1507 rBV2 319
55 10.299 1509 1511 1516 rVB4 324
56 10.390 1524 1526 1529 rBV2 280
57 10.518 1546 1547 1550 rVB2 358
58 10.610 1560 1562 1563 rVB 454
59 10.628 1563 1565 1569 rBV3 484
60 10.768 1586 1588 1589 rVB 402
61 10.853 1600 1602 1606 rVB 210
62 10.957 1618 1619 1622 rBvV2 340
63 11.006 1625 1627 1630 rBv2 229
64 11.134 1644 1648 1649 rBV 394
65 11.189 1652 1657 1669 rVV 408408
66 11.445 1697 1699 1700 rBv2 413
67 11.506 1707 1709 1711 rVB 345
68 11.530 1711 1713 1716 rBv2 362
69 11.585 1721 1722 1726 rBV 330
70 11.652 1732 1733 1734 rBV 483
71 11.670 1734 1736 1738 rBv2 248
72 11.914 1774 1776 1779 rBV 320
73 11.969 1784 1785 1788 rBv2 535
74 12.018 1788 1793 1805 rvwV 579817
75 12.317 1837 1842 1854 rBV 554492
76 12.512 1873 1874 1876 rBv2 348
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012925\
Data File : VX044758.D

Acq On : 29 Jan 2025 10:34
Operator : JC/MD

Sample : VX0129WBLO1

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@12825WMA.M
Title : VOC Analysis
77 12.591 1885 1887 1889 rBV2 273 185 0.02% 0.002%
78 12.762 1912 1915 1919 rVB 1480 1734 0.15% 0.020%
79 13.060 1963 1964 1966 rBV 400 334 0.03% 0.004%
890 13.121 1973 1974 1975 rBV 525 262 0.02% 0.003%
81 13.231 1991 1992 1995 rVB2 521 460 0.04% 0.005%
82 13.268 1995 1998 1999 rBV 456 409 0.04% 0.005%
83 13.383 2015 2017 2019 rBV2 228 247 0.02% 0.003%
84 13.469 2028 2031 2032 rBV2 278 268 0.02% 0.003%
85 13.603 2050 2053 2055 rBV2 536 668 0.06% 0.008%
86 13.646 2058 2060 2061 rBV 453 279 0.02% 0.003%
87 13.713 2069 2071 2072 rBV 316 202 0.02% 0.002%
88 13.792 2080 2084 2085 rBV 847 710 0.06% ©.008%
89 14.127 2135 2139 2145 rVB 2728 3371 0.29% 0.040%
90 14.170 2145 2146 2149 rVB2 336 294 0.03% 0.003%
91 14.255 2158 2160 2162 rVB2 591 428 0.04% 0.005%
92 14.274 2162 2163 2165 rBvV2 660 436 0.04% 0.005%
93 14.517 2202 2203 2204 rBV 327 188 0.02% 0.002%
94 14.633 2220 2222 2224 rBV 471 366 0.03% 0.004%
95 14.969 2275 2277 2278 rBV 565 272 0.02% 0.003%
96 15.322 2333 2335 2336 rBvV 490 278 0.02% 0.003%
97 15.395 2342 2347 2353 rVB5 1782 3466 0.30% 0.041%
98 15.603 2379 2381 2382 rBV 588 340 0.03% 0.004%
99 16.529 2532 2533 2534 rBV 451 218 0.02% 0.003%
100 16.548 2534 2536 2538 rvv 572 419 0.04% 0.005%
Sum of corrected areas: 8470474
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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\VX012925\

: VXe44758.D

: 29 Jan 2025 10:34

: JC/MD

: VX0129WBLO1

: 5.0mL/MSVOA_X/WATER

: 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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500000
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TIC: VX044758.D\data.ms

5.958

2.294

1.367 5.050

1.642 4.452

1.239 L 2.440 2.940 3.37333.42FBET8EE958 5.550

o

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
600000

500000

400000

300000

200000

100000

TIC: VX044758.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX012925\
Data File : VX044758.D

Acqg On : 29 Jan 2025 10:34
Operator : JC/MD

Sample : VX0129WBLO1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA .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\VX012925\
Data File : VX044758.D

Acq On : 29 Jan 2025 10:34
Operator : JC/MD

Sample : VX0129WBLO1

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@12825WMA.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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