LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102623\
Data File : VU@55911.D

Acqg On : 26 Oct 2023 17:36

Operator : MD/SY

Sample : 04961-07MEDL 5X

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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@55911.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 88 95 112 rVB 251808 301278 14.11% 1.645%
2 1.875 176 182 203 rVB 187238 287732 13.47% 1.571%
3 2.554 381 393 411 rBV 431319 701135 32.83% 3.829%
4 2.776 458 462 467 rBvV3 1568 1901 0.09% 0.010%
5 2.904 496 502 504 rBv2 625 511 ©0.02% 0.003%
6 2.952 513 517 520 rVv2 566 429 0.02% 0.002%
7 2.978 523 525 531 rVB4 599 443 0.02% 0.002%
8 3.039 531 544 553 rBv4 5173 10733 0.50% 0.059%
9 3.178 571 587 601 rBv2 19313 47667 2.23% 0.260%
106 3.332 630 635 638 rBv2 364 401 0.02% 0.002%
11 3.438 666 668 670 rV 458 263 0.01% 0.001%
12 3.464 674 676 679 rVvV 419 299 0.01% 0.002%
13 3.480 679 681 689 rVB4 262 251 0.01% ©0.001%
14 3.560 703 706 709 rBV2 313 279 0.01% 0.002%
15 3.682 738 744 747 rBvV3 961 1116 ©0.05% 0.006%
16 3.862 797 800 802 rVVv2 487 362 0.02% 0.002%
17 3.878 802 805 811 rWV 789 614 0.03% 0.003%
18 4.190 895 902 905 rBV2 354 442 0.02% 0.002%
19 4.409 966 970 972 rBV2 347 269 0.01% 0.001%
20 4.509 998 1001 1006 rVB2 535 442 0.02% 0.002%
21  4.615 1023 1034 1068 rBV 169679 465492 21.80%  2.542%
22 4.923 1127 1130 1136 rBv4 779 726 0.03% 0.004%
23 5.055 1154 1171 1198 rBV 372233 845635 39.60% 4.618%
24  5.242 1226 1229 1235 rVB4 896 669 0.03% 0.004%
25 5.280 1237 1241 1244 rBV2 706 599 0.03% 0.003%
26 5.325 1247 1255 1274 rVB4 4434 10026 0.47% 0.055%
27 5.480 1298 1303 1305 rBV2 457 351 0.02% 0.002%
28 5.554 1319 1326 1327 rBV2 371 405 0.02% 0.002%
29 5.592 1336 1338 1343 rVB 422 356 0.02% 0.002%
30 5.621 1343 1347 1353 rBV2 438 533 0.02% 0.003%
31 5.718 1353 1377 1408 rBV2 787337 2135446 100.00% 11.662%
32 5.917 1436 1439 1442 rBvV3 615 340 0.02% 0.002%
33 5.965 1451 1454 1455 rBV3 698 388 0.02% 0.002%
34 6.046 1473 1479 1481 rBV3 1454 1429 0.097% 0.008%
35 6.123 1501 1503 1509 rBvV3 590 544 0.03% 0.003%

36 6.242 1526 1540 1571 rBV 646073 1265972 59.28% 6.914%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102623\
Data File : VU@55911.D

Acqg On : 26 Oct 2023 17:36

Operator : MD/SY

Sample : 04961-07MEDL 5X

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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 6.538 1617 1632 1645 rBV5 37459 77180 3.61% 0.422%
38 6.631 1659 1661 1664 rBvV2 483 254 0.01% ©0.001%
39 6.685 1664 1678 1699 rBV 485058 946002 44.30% 5.166%
40 6.968 1764 1766 1770 rVB2 588 280 0.01% 0.002%
41 7.001 1774 1776 1780 rVB 492 265 0.01% 0.001%
42 7.026 1780 1784 1786 rBV 337 264 0.01% 0.001%
43 7.123 1811 1814 1817 rBV3 332 264 0.01% 0.001%
44  7.187 1824 1834 1847 rBV5 5710 13287 0.62% 0.073%
45  7.274 1858 1861 1866 rvVB2 509 418 0.02% 0.002%
46 7.303 1866 1870 1872 rBV4 413 345 0.02% 0.002%
47  7.435 1909 1911 1915 rVB 616 336 0.02% 0.002%
48 7.560 1937 1950 1974 rBV 264629 474006 22.20%  2.589%
49 7.782 2011 2019 2029 rVB9 2824 4548 0.21% 0.025%
50 7.894 2041 2054 2082 rBV 973421 1713036 80.22% 9.355%
51 8.071 2106 2109 2111 rBV3 660 444  0.02% 0.002%
52 8.100 2116 2118 2121 rVV2 683 312 0.01% 0.002%
53 8.177 2130 2142 2164 rBV 182495 319961 14.98% 1.747%
54  8.335 2188 2191 2194 rvv3 840 495 0.02% 0.003%
55 8.351 2194 2196 2200 rvB2 813 543 0.03% 0.003%
56 8.399 2208 2211 2216 rVB4 824 667 0.03% 0.004%
57 8.550 2244 2258 2273 rBV 622411 1071475 50.18% 5.852%
58 8.634 2273 2284 2327 rVB 645320 1236011 57.88% 6.750%
59 8.907 2368 2369 2372 rBV2 420 250 0.01% 0.001%
60 8.920 2372 2373 2377 rBV3 679 5106 0.02% 0.003%
61 9.094 2425 2427 2430 rBV3 705 528 0.02% 0.003%
62 9.113 2430 2433 2440 rVB4 906 784 0.04% 0.004%
63 9.415 2514 2527 2546 rBvV 962811 1629268 76.30% 8.898%
64 9.560 2570 2572 2576 rBV3 559 378 0.02% 0.002%
65 9.666 2602 2605 2608 rBV2 429 273 0.01% 0.001%
66 9.849 2660 2662 2666 rVB3 476 3106 0.01% 0.002%
67 9.888 2668 2674 2678 rVV2 487 472 0.02% 0.003%
68 10.081 2729 2734 2737 rBV 526 500 0.02% 0.003%
69 10.139 2749 2752 2757 rVB3 910 579 0.03% 0.003%
70 10.164 2757 2760 2764 rVB2 443 270 0.01% 0.001%
71 10.200 2764 2771 2776 rBV4 831 1143 0.05% 0.006%
72 10.557 2879 2882 2885 rvv2 532 330 0.02% 0.002%
73 10.753 2930 2943 2967 rBV 767854 1261943 59.10% 6.892%
74 10.888 2983 2985 2998 rVBS8 1792 2807 0.13% 0.015%
75 11.045 3030 3034 3037 rBV2 393 292 0.01% 0.002%
76 11.100 3046 3051 3053 rBV3 353 374 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102623\
Data File : VU@55911.D

Acqg On : 26 Oct 2023 17:36

Operator : MD/SY

Sample : 04961-07MEDL 5X

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
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If leading or trailing edge < 100 prefer < Baseline drop else tangent >
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM101023WMA.M
Title : VOC Analysis
77 11.193 3077 3080 3084 rBV3 433 298 0.01% 0.002%
78 11.216 3084 3087 3090 rVVv2 420 250 0.01% 0.001%
79 11.360 3130 3132 3135 rBV 479 292 0.01% 0.002%
80 11.409 3144 3147 3150 rBV3 1377 923 0.04% 0.005%
81 11.447 3156 3159 3161 rBV 323 265 0.01% 0.001%
82 11.505 3173 3177 3179 rBV4 427 299 0.01% 0.002%
83 11.666 3224 3227 3230 rBV 353 260 0.01% 0.001%
84 11.708 3237 3240 3241 rBV 672 320 0.01% 0.002%
85 11.750 3248 3253 3258 rBV4 671 647 0.03% 0.004%
86 11.811 3258 3272 3299 rBV 1058574 1720661 80.58% 9.397%
87 12.190 3376 3390 3416 rBV 1022711 1707327 79.95% 9.324%
88 12.560 3502 3505 3509 rBV4 574 483 0.02% 0.003%
89 12.582 3509 3512 3514 rBV2 777 446 0.02% 0.002%
90 12.946 3622 3625 3626 rBV2 775 456 0.02% 0.002%
91 13.049 3654 3657 3661 rBV2 831 680 ©0.03% 0.004%
92 13.245 3715 3718 3719 rBV 697 362 0.02% 0.002%
93 13.434 3769 3777 3785 rBV7 3296 5031 0.24% 0.027%
94 13.592 3817 3826 3832 rBV6 2876 5167 ©.24% 0.028%
95 13.859 3907 3909 3910 rBV 705 350 0.02% 0.002%
96 14.190 4005 4012 4017 rVB7 2799 3941 0.18% 0.022%
97 14.283 4038 4041 4043 rBV3 802 548 0.03% 0.003%
98 14.450 4085 4093 4099 rBV5 5036 7414 0.35% 0.040%
99 14.923 4238 4240 4242 rBV3 993 502 0.02% 0.003%
100 15.399 4380 4388 4394 rBV3 3711 6781 0.32% 0.037%
Sum of corrected areas: 18310585
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102623\
Data File : VU@55911.D

Acqg On : 26 Oct 2023 17:36

Operator : MD/SY

Sample : 04961-07MEDL 5X

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 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

Abundance TIC: VU055911.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102623\
Data File : VU@55911.D

Acqg On : 26 Oct 2023 17:36

Operator : MD/SY

Sample : 04961-07MEDL 5X

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 21 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\VU102623\
Data File : VU@55911.D

Acqg On : 26 Oct 2023 17:36

Operator : MD/SY

Sample : 04961-07MEDL 5X

Misc : 6.14g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 21  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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