LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35123.D

Acqg On : 18 Apr 2023 15:15
Operator : JC/MD

Sample : VX0418WBLO2

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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@41823WMA.M
Title : VOC Analysis

Signal : TIC: VX@35123.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 26 29 31 rBV2 2518 2669 0.14% 0.019%
2 1.367 42 46 62 rBv 217048 261580 13.58% 1.838%
3 1.672 91 96 109 rBvV 143861 223845 11.62% 1.573%
4 2.306 193 200 211 rBV 429669 692448 35.94%  4.865%
5 2.508 229 233 240 rVB 5038 8256 ©.43% 0.058%
6 2.617 249 251 252 rBvV2 391 376 0.02% 0.003%
7 2.678 259 261 262 rVW 430 327 0.02% 0.002%
8 2.703 262 265 271 rW5 1929 3155 0.16% 0.022%
9 2.788 274 279 287 rVB3 8676 16343 0.85% 0.115%
10 2.898 296 297 301 rVB 460 296 0.02% 0.002%
11  2.995 310 313 316 rBv2 286 391 0.02% 0.003%
12 3.093 323 329 330 rBV2 4836 6919 0.36% 0.049%
13 3.446 386 387 391 rVB2 499 367 ©0.02% 0.003%
14 3.611 409 414 425 rVB5S 2274 5376 ©0.28% 0.038%
15 3.684 425 426 428 rBV 357 334 0.02% 0.002%
16 3.977 470 474 476 rBV 318 481 0.02% 0.003%
17 4.117 494 497 498 rBV2 292 294 0.02% 0.002%
18 4.184 505 508 510 rBv2 283 331 0.02% 0.002%
19 4.202 510 511 514 rVB 363 240 0.01% 0.002%
20 4.233 514 516 517 rBV2 294 263 0.01% 0.002%
21 4.465 545 554 571 rBV 119492 368560 19.13% 2.590%
22 4.690 589 591 592 rVB2 555 333 0.02% 0.002%
23 4.727 592 597 599 rBV3 328 589 0.03% 0.004%
24 4.897 618 625 634 rVBS 1770 4787 0.25% 0.034%
25 5.856 639 651 671 rVW 230045 728854 37.83% 5.121%
26 5.385 698 705 710 rBV5S 3340 8106 0.42% 0.057%
27 5.550 727 732 738 rBV3 4051 9410 0.49% 0.066%
28 5.751 761 765 766 rBV3 187 237 0.01% 0.002%
29 5.964 784 800 819 rBV2 648957 1926664 100.00% 13.538%
30 6.214 839 841 844 rBV2 466 362 0.02% ©0.003%
31 6.361 863 865 868 rvB 337 302 0.02% 0.002%
32 6.452 878 880 883 rBV3 348 406 0.02% 0.003%
33 6.549 892 896 897 rBvV2 309 321 0.02% 0.002%
34 6.757 917 930 948 rVW 475199 1138914 59.11% 8.003%
35 7.123 982 990 1000 rvVB5 7968 21298 1.11% 0.150%

36 7.305 1011 1020 1029 rBV 397369 857167 44.49% 6.023%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35123.D

Acqg On : 18 Apr 2023 15:15
Operator : JC/MD

Sample : VX0418WBLO2

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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@41823WMA.M
Title : VOC Analysis
37 7.622 1068 1072 1073 rvv2 236 260 0.01% 0.002%
38 7.653 1074 1077 1080 rvVB2 273 348 0.02% 0.002%
39 7.830 1100 1106 1111 rVB4 1927 3846 0.20% 0.027%
40 7.939 1121 1124 1128 rBV3 845 1632 0.08% 0.011%
41  8.324 1180 1187 1206 rBV 249166 415402 21.56%  2.919%
42 8.445 1206 1207 1210 rVB2 758 553 0.03% 0.004%
43 8.574 1224 1228 1233 rBV 4979 8462 0.44% 0.059%
44  8.647 1233 1240 1249 rBV 1015846 1574445 81.72% 11.063%
45  8.952 1284 1290 1305 rBV 168929 264972 13.75% 1.862%
46 9.159 1319 1324 1330 rVB4 4520 7445 0.39% 0.052%
47  9.275 1338 1343 1350 rVB3 6446 10602 ©.55% 0.074%
48 9.384 1356 1361 1380 rBV 526922 803940 41.73% 5.649%
49 9.610 1394 1398 1404 rVB3 2433 4624 0.24% 0.032%
50 9.653 1404 1405 1406 rBV 497 259 0.01% 0.002%
51 9.793 1426 1428 1431 rVB3 409 363 0.02% 0.003%
52 9.951 1451 1454 1456 rVB3 343 322 0.02% 0.002%
53 9.988 1458 1460 1463 rBvV2 325 399 0.02% 0.003%
54 10.055 1465 1471 1488 rBV 923795 1276070 66.23% 8.966%
55 10.195 1490 1494 1501 rVB 11015 14903 0.77% 0.105%
56 10.305 15607 1512 1519 rVB 9802 14417 0.75% 0.101%
57 10.579 1555 1557 1560 rBvV3 372 296 0.02% 0.002%
58 10.646 1563 1568 1577 rvv3 13557 28136 1.46% 0.198%
59 10.732 1580 1582 1584 rVB2 453 315 0.02% 0.002%
60 10.762 1584 1587 1588 rBV2 422 333  0.02% 0.002%
61 10.805 1589 1594 1598 rBV3 1650 2057 0.11% 0.014%
62 10.963 1615 1620 1627 rVB 13134 17312 0.90% 0.122%
63 11.018 1627 1629 1633 rVB 353 372  0.02% ©0.003%
64 11.061 1633 1636 1637 rBV 432 357 0.02% 0.003%
65 11.085 1638 1640 1643 rVB2 545 585 0.03% 0.004%
66 11.189 1652 1657 1664 rBV 614541 826739 42.91% 5.809%
67 11.384 1687 1689 1690 rVB2 426 275 0.01% 0.002%
68 11.402 1690 1692 1696 rBV2 306 354 0.02% 0.002%
69 11.451 1696 1700 1705 rBV 17087 21609 1.12% 0.152%
70 11.549 1713 1716 1719 rBV3 285 464 0.02% 0.003%
71 11.634 1728 1730 1735 rBV5S 570 724 0.04% ©0.005%
72 11.683 1735 1738 1740 rVV2 747 817 0.04% 0.006%
73 11.713 1740 1743 1745 rVV3 857 945 0.05% 0.007%
74 11.750 1745 1749 1757 rVB 14014 19328 1.00% 0.136%
75 11.829 1761 1762 1767 rVB2 436 496 0.03% 0.003%
76 11.878 1767 1770 1771 rBV2 384 324 0.02% 0.002%
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Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis
77 11.969 1781 1785 1788 rBvV2 11313 13599 0.71% 0.096%
78 12.024 1788 1794 1804 rVB 874843 1172051 60.83%  8.235%
79 12.317 1837 1842 1856 rBV 948977 1264960 65.66% 8.888%
80 12.555 1877 1881 1885 rVB2 337 560 ©0.03% 0.004%
81 12.591 1885 1887 1890 rVB 299 364 0.02% 0.003%
82 12.622 1890 1892 1893 rBV2 334 296 0.02% 0.002%
83 12.762 1912 1915 1919 rVB3 820 948 0.05% 0.007%
84 12.945 1940 1945 1951 rBV5S 1746 2574 0.13% 0.018%
85 13.061 1962 1964 1965 rBV 234 231 0.01% 0.002%
86 13.115 1968 1973 1982 rwV 33084 43623 2.26% 0.307%
87 13.323 2005 2007 2008 rVB2 403 284 0.01% 0.002%
88 13.591 2046 2051 2058 rBV 26232 33524 1.74% 0.236%
89 13.676 2061 2065 2066 rBV 266 280 0.01% 0.002%
90 13.780 2074 2082 2090 rBV 15669 22073 1.15% 0.155%
91 13.932 2104 2107 2108 rBV2 462 434 0.02% 0.003%
92 13.963 2108 2112 2121 rVV 25181 33016 1.71% 0.232%
93 14.127 2136 2139 2142 rBV4 708 982 0.05% 0.007%
94 14.237 2154 2157 2159 rBV4 288 3106 0.02% 0.002%
95 14.304 2166 2168 2172 rVB2 374 257 0.01% 0.002%
96 14.810 2249 2251 2254 rBV3 450 667 0.03% 0.005%
97 15.078 2294 2295 2297 rBV3 462 408 0.02% 0.003%
98 15.213 2314 2317 2321 rVB6 2638 3324 0.17% 0.023%
99 15.493 2360 2363 2367 rVB3 4654 5716 0.30% 0.040%
100 16.377 2503 2508 2513 rBV4 8916 15785 ©0.82% 0.111%
Sum of corrected areas: 14231969
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

. VX0418WBLO2
: 5.0mL/MSVOA_X/WATER
: 13 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\

: VXe35123.D
: 18 Apr 2023 15:15

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: VX035123.D\data.ms
1000000
800000
5.964
600000
2.306
400000
1.367 5.056
200000
1.672 4,465
1.26 2.508PpARB8BANO93  3.448.81684  3.974AUMR3 4468PA.897 5.385.5505.751 6.214
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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: VX035123.D\data.ms
1000000 8.647
10.055
800000
11.189
600000
9.384
6.757
400000 7.305
8.324
200000 8.952
5349 7.123 776527 .83®39 8.445@‘1 j\ 9.19975 | 9%68879 0.10:305 10.848h@eaAA mﬂz@%
O '“Y_’T_Y_‘\ T ‘ T T T ‘ T \#T‘!k‘ T T T ‘ T T T ‘ T T L L ‘ T . T " T —
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Abundance TIC: VX035123.D\data.ms
1000000 12.317
12.024
800000
600000
400000
200000
o lﬁéi@zbé g mmmz.g@ﬁﬁs.sn 1309834 9994 1amz04 14.810 15.073213 15.493 16.377
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35123.D

Acqg On : 18 Apr 2023 15:15
Operator : JC/MD

Sample ¢ VX0418WBLO2

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35123.D

Acqg On : 18 Apr 2023 15:15
Operator : JC/MD

Sample : VX0418WBLO2

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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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