LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55822.D

Acqg On : 20 Oct 2023 10:45
Operator : MD/SY

Sample : 04947-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 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_ U\Method\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55822.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.519 67 71 81 rVB2 10248 12154 ©0.53% 0.974%
2 1.596 88 95 110 rVB 241353 298946 12.98% 1.829%
3 1.895 182 188 210 rVB 157539 234982 10.20% 1.437%
4 2.560 382 395 411 rBV 446531 729979 31.70%  4.465%
5 2.779 460 463 464 rBV2 794 424 0.02% 0.003%
6 2.827 476 478 482 rBV2 502 364 0.02% 0.002%
7 2.917 503 506 509 rBv2 529 375 0.02% 0.002%
8 2.956 513 518 520 rBV2 554 506 0.02% 0.003%
9 3.043 533 545 554 rBV5 3403 6457 0.28% 0.039%
106 3.184 576 589 599 rvv3 3531 7609 0.33% 0.047%
11 3.258 608 612 615 rv3 960 905 0.04% 0.006%
12 3.281 615 619 627 rVB6 1060 1260 0.05% 0.008%
13 3.351 638 641 646 rVB3 711 609 0.03% 0.004%
14 3.448 666 671 675 rVB2 407 389 0.02% 0.002%
15 3.502 684 688 692 rVB3 402 400 0.02% 0.002%
16 3.583 709 713 716 rVB4 519 469 0.02% 0.003%
17 3.641 725 731 734 rBV2 559 493 0.02% 0.003%
18 3.705 748 751 756 rBV2 629 424 0.02% 0.003%
19 3.840 786 793 794 rBV 456 442 0.02% 0.003%
20 3.892 802 809 812 rBV2 536 569 0.02% 0.003%
21 4.091 868 871 875 rVv2 421 370  0.02% 0.002%
22 4.120 875 880 883 rvVv 602 599 0.03% 0.004%
23 4.396 960 966 970 rBV2 433 476 0.02% 0.003%
24 4.509 997 1001 1006 rVB 453 388 0.02% 0.002%
25 4.544 1006 1012 1014 rBV2 534 528 0.02% 0.003%
26 4.621 1024 1036 1081 rBV 166525 502714 21.83% 3.075%
27 4.901 1120 1123 1125 rBV2 585 459 0.02% 0.003%
28 4.940 1131 1135 1139 rVB5S 634 687 0.03% 0.004%
29 5.055 1154 1171 1195 rBV 415359 927298 40.27% 5.672%
30 5.480 1300 1303 1311 rvv2 315 405 0.02% 0.002%
31 5.718 1354 1377 1403 rBV2 841289 2302983 100.00% 14.086%
32 6.043 1475 1478 1484 rVB4 778 811 0.04% 0.005%
33  6.120 1499 1502 1508 rVB4 649 646 0.03% 0.004%
34 6.245 1527 1541 1575 rBV 531971 1041645 45.23% 6.371%
35 6.528 1619 1629 1641 rBV2 22940 46704 2.03% 0.286%
36 6.599 1649 1651 1657 rBV4 652 722 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55822.D

Acqg On : 20 Oct 2023 10:45
Operator : MD/SY

Sample : 04947-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 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_ U\Method\SFAMULM101023WMA.M
Title : VOC Analysis
37 6.686 1664 1678 1700 rBV 526864 1040567 45.18% 6.365%
38 6.985 1767 1771 1778 rVB2 408 350 0.02% 0.002%
39 7.120 1809 1813 1818 rBV2 483 491 0.02% 0.003%
40 7.194 1824 1836 1850 rBv4 7038 16713 0.73% 0.102%
41  7.245 1850 1852 1855 rVB3 1107 566 0.02% 0.003%
42 7.319 1870 1875 1879 rBV3 637 684 0.03% 0.004%
43 7.560 1938 1950 1978 rBV 278339 506271 21.98% 3.097%
44  7.698 1987 1993 2003 rVB4 4157 6491 0.28% 0.040%
45  7.772 2012 2016 2018 rBv4 669 470 0.02% 0.003%
46  7.811 2024 2028 2035 rVB6 1137 1268 0.06% ©0.008%
47  7.895 2040 2054 2073 rBV 1010499 1780457 77.31% 10.890%
48  8.178 2130 2142 2167 rVV 194032 339085 14.72% 2.074%
49 8.422 2214 2218 2222 rBV4 451 440 0.02% 0.003%
50  8.544 2251 2256 2257 rBV3 655 530 0.02% 0.003%
51 8.554 2257 2259 2265 rvB3 840 762 0.03% 0.005%
52 8.637 2272 2285 2323 rBV4 407193 1052710 45.71% 6.439%
53  8.991 2391 2395 2400 rvv2 555 462 0.02% 0.003%
54  9.132 2436 2439 2443 rBV3 398 380 0.02% 0.002%
55 9.171 2447 2451 2454 rVB2 501 399 0.02% 0.002%
56 9.415 2512 2527 2552 rBvV 771520 1332739 57.87% 8.152%
57 9.570 2572 2575 2585 rvB3 1654 2084 0.09% 0.013%
58 9.705 2607 2617 2623 rBV7 1594 3095 0.13% 0.019%
59 9.846 2657 2661 2666 rVB 574 508 0.02% 0.003%
60 9.920 2680 2684 2690 rBV2 302 408 0.02% 0.002%
61 10.087 2733 2736 2739 rBV2 420 385 0.02% 0.002%
62 10.110 2739 2743 2745 rBV3 597 490 0.02% 0.003%
63 10.158 2756 2758 2765 rVB5 884 774 0.03% 0.005%
64 10.364 2817 2822 2829 rBV3 508 635 ©0.03% 0.004%
65 10.489 2856 2861 2866 rVB4 1256 1121 0.05% 0.007%
66 10.515 2866 2869 2872 rVB2 655 375 0.02% 0.002%
67 10.570 2884 2886 2892 rVB 537 474 0.02% 0.003%
68 10.599 2892 2895 2900 rBV2 566 382 0.02% 0.002%
69 10.647 2906 2910 2914 rBV3 712 600 0.03% 0.004%
70 10.753 2928 2943 2965 rBV 755929 1240564 53.87% 7.588%
71 10.888 2982 2985 2988 rBV4 847 664 0.03% 0.004%
72 11.068 3037 3041 3044 rBV2 453 471 0.02% 0.003%
73 11.329 3118 3122 3126 rBV3 526 485 0.02% 0.003%
74 11.464 3158 3164 3165 rBV2 1085 735 0.03% 0.004%
75 11.734 3243 3248 3249 rBV2 923 600 0.03% 0.004%

76 11.811 3259 3272 3302 rBV 776843 1252041 54.37% 7.658%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM101023WMA.M
Title : VOC Analysis
77 12.190 3377 3390 3416 rBV 967718 1597537 69.37% 9.771%
78 12.367 3443 3445 3448 rBV3 550 379 0.02% 0.002%
79 12.464 3469 3475 3479 rBV2 642 795 0.03% 0.005%
80 12.515 3488 3491 3494 rBV3 566 434 0.02% 0.003%
81 12.618 3520 3523 3526 rBV2 540 402 0.02% 0.002%
82 12.647 3530 3532 3538 rVB2 518 539 0.02% 0.003%
83 12.750 3561 3564 3566 rBV2 646 386 0.02% 0.002%
84 12.833 3588 3590 3595 rVB2 537 346 0.02% 0.002%
85 12.859 3595 3598 3600 rBV 502 357 0.02% 0.002%
86 12.894 3605 3609 3610 rBV 569 377 0.02% 0.002%
87 13.020 3644 3648 3651 rVB2 733 559 0.02% 0.003%
88 13.039 3651 3654 3656 rBV 685 443 0.02% 0.003%
89 13.136 3681 3684 3686 rBV2 443 365 0.02% 0.002%
90 13.274 3724 3727 3733 rBV3 526 612 0.03% 0.004%
91 13.849 3898 3906 3919 rVV5 4264 7358 0.32% 0.045%
92 14.100 3979 3984 3995 rBVS5 4817 8215 0.36% 0.050%
93 14.335 4048 4057 4074 rBV8 4847 9898 0.43% 0.061%
94 14.508 4107 4111 4115 rBV2 673 685 0.03% 0.004%
95 14.566 4125 4129 4135 rBV5S 1313 1577 ©0.07% 0.010%
96 14.621 4144 4146 4149 rBV 738 370 0.02% 0.002%
97 14.827 4207 4210 4216 rBV5S 984 1127 0.05% 0.007%
98 14.888 4226 4229 4232 rBV3 974 601 ©0.03% 0.004%
99 14.952 4247 4249 4250 rBV 931 437 0.02% 0.003%
100 15.701 4478 4482 4484 rBV6 1526 1451 0.06% 0.009%
Sum of corrected areas: 16349167
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\

: VUe55822.D

: 20 Oct 2023 10:45

: MD/SY

: 04947-01

: 5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU055822.D\data.ms
1000000
5.718
800000
600000
6.245 6.68
2.560 5.055
400000
1.596
200000 1.895 4.621
15 27 SRR TTER 89 240820 4 5. 480 . 4599
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘V_F\ \W\‘fT\T\"{WT\‘FV_Y—F/*\ W—r\r‘uu \\\ \\\‘ \T\ [
Time--> 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 4.00 420 4.40 4.60 4.80 500 5.20 540 5.60 5.80 6.00 6.20 6.40 660
Abundance TIC: VU055822.D\data.ms
1000000 7.895 12.]
800000 9.415 10.753 11.811
600000
400000 8.637
7.560
200000 8.178
0 6 98‘512&45[9 7.6o8 21 8.4 8.99B138721 9.5'&)7(1594331!)(BBBO.MJA\OBS&.OGBH.&ZEMM 11.7
e e e
Time--> 700 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU055822.D\data.ms
1000000
800000
600000
400000
200000
P B 13.84914.1004.333 5666141 853852 15.701
0' T T Y—[ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULM101023WMA.M Thu Oct 26 16:20:53 2023

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55822.D

Acqg On : 20 Oct 2023 10:45
Operator : MD/SY

Sample : 04947-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55822.D

Acqg On : 20 Oct 2023 10:45
Operator : MD/SY

Sample : 04947-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA.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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