LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55837.D

Acqg On : 20 Oct 2023 17:03

Operator : MD/SY

Sample : 04953-07ME

Misc : 3.58g/5.emL/100uL/5.0mL/MSVOA_U/MECH

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@55837.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.480 55 59 65 rvB2 5080 5453  0.22% 0.029%
2 1.596 87 95 117 rVB 201717 305242 12.07% 1.641%
3 1.878 138 183 200 rBV 108013 440804 17.43%  2.369%
4 2.541 376 389 409 rVB 476076 783186 30.97% 4.210%
5 2.615 409 412 413 rBV 1683 1009 0.04% 0.005%
6 2.769 454 460 462 rBv4 969 974 0.04% 0.005%
7 2.875 488 493 496 rVB3 727 615 ©0.02% 0.003%
8 2.943 509 514 517 rBV3 1363 1229 0.05% 0.007%
9 3.033 531 542 553 rBv2 6927 14251 0.56% 0.077%
106 3.177 569 587 603 rBV2 32325 78796  3.12%  0.424%
11 3.518 689 693 697 rBv2 594 463 0.02% 0.002%
12 3.669 737 740 742 rBV2 997 650 0.03% 0.003%
13  3.714 751 754 762 rVB3 534 500 ©0.02% 0.003%
14 3.821 779 787 792 rBV3 496 810 0.03% 0.004%
15 4.624 1025 1037 1081 rBV2 157757 569732 22.53% 3.062%
16 4.869 1111 1113 1116 rBV3 746 425 0.02% 0.002%
17 5.055 1151 1171 1197 rBV 438475 1024434 40.51% 5.506%
18 5.338 1250 1259 1260 rBvV3 1603 1881 ©0.07% 0.010%
19 5.566 1327 1330 1336 rVB2 444 438 0.02% 0.002%
20 5.714 1355 1376 1414 rBV2 942743 2528622 100.00% 13.591%
21 5.975 1449 1457 1467 rBV5 3423 7005 0.28% 0.038%
22 6.242 1527 1540 1575 rBV 593160 1220689 48.27% 6.561%
23 6.396 1586 1588 1593 rVB3 492 384 0.02% 0.002%
24  6.531 1615 1630 1643 rBV8 25024 59570 2.36% ©0.320%
25 6.602 1645 1652 1663 rvvs 6223 13342 0.53% 0.072%
26 6.685 1663 1678 1708 rVB 551911 1148983 45.44% 6.176%
27 6.930 1747 1754 1757 rBV3 553 548 ©0.02% 0.003%
28 7.190 1824 1835 1864 rBV5 8399 26020 1.03% 0.140%
29 7.380 1891 1894 1901 rVB3 513 418 0.02% 0.002%
30 7.463 1915 1920 1925 rVB3 571 502 0.02% 0.003%
31 7.563 1938 1951 1984 rBv2 278812 563329 22.28% 3.028%
32 7.698 1984 1993 1994 rBV4 4252 4332 0.17% 0.023%
33 7.769 2012 2015 2017 rBvV2 708 436 0.02% 0.002%
34 7.894 2040 2054 2076 rBV 1091354 1996110 78.94% 10.729%
35 8.126 2123 2126 2128 rBV3 716 453  0.02% 0.002%

36 8.177 2130 2142 2164 rVV 182505 380459 15.05% 2.045%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55837.D

Acqg On : 20 Oct 2023 17:03

Operator : MD/SY

Sample : 04953-07ME

Misc : 3.58g/5.emL/100uL/5.0mL/MSVOA_U/MECH

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 8.341 2188 2193 2194 rBV2 654 527 0.02% 0.003%
38 8.351 2194 2196 2199 rVv2 697 496 0.02% 0.003%
39 8.467 2224 2232 2241 rBV7 1636 2659 0.11% 0.014%
40 8.547 2246 2257 2272 rVB3 22665 42033 1.66% 0.226%
41  8.650 2274 2289 2331 rBV3 456084 1181672 46.73% 6.351%
42 8.852 2350 2352 2356 rBVS5 700 410 0.02% 0.002%
43 8.917 2364 2372 2377 rBV7 1327 1869 0.07% 0.010%
44  8.971 2387 2389 2393 rVB2 759 397 0.02% 0.002%
45 9.000 2393 2398 2401 rBVS 677 735 0.03% 0.004%
46 9.068 2414 2419 2422 rBV3 404 378 0.01% 0.002%
47  9.190 2455 2457 2460 rVV2 607 504 0.02% 0.003%
48 9.206 2460 2462 2469 rVWV4 830 805 ©0.03% 0.004%
49 9.418 2513 2528 2556 rBV 799805 1553208 61.43% 8.348%
50 9.569 2570 2575 2577 rBV5 845 845 0.03% 0.005%
51 9.586 2577 2580 2587 rVB4 1389 1286 ©0.05% ©0.007%
52 9.634 2593 2595 2601 rVB2 467 394 0.02% 0.002%
53 9.705 2606 2617 2629 rVB7 2945 5937 ©.23% 0.032%
54 9.769 2634 2637 2643 rBV3 528 535 ©0.02% 0.003%
55 9.817 2647 2652 2656 rBV 543 414 0.02% 0.002%
56 9.859 2663 2665 2674 rVB2 511 446 0.02% 0.002%
57 9.978 2698 2702 2707 rBV2 427 403 0.02% 0.002%
58 10.045 2719 2723 2725 rBV3 445 389 0.02% 0.002%
59 10.103 2735 2741 2743 rBV3 1155 958 0.04% 0.005%
60 10.129 2747 2749 2755 rVW4 701 758 0.03% 0.004%
61 10.550 2877 2880 2885 rvB4 754 806 0.03% 0.004%
62 10.579 2885 2889 2895 rBv2 534 789 0.03% 0.004%
63 10.618 2897 2901 2904 rBV4 924 927 0.04% 0.005%
64 10.759 2931 2945 2967 rBV 843661 1411910 55.84% 7.589%
65 10.891 2981 2986 2995 rvVB7 2822 4020 0.16% 0.022%
66 11.065 3035 3040 3043 rBV3 647 402 0.02% 0.002%
67 11.126 3050 3059 3066 rBV8 4395 7544 0.30% 0.041%
68 11.200 3078 3082 3085 rvB2 614 396 0.02% 0.002%
69 11.312 3111 3117 3122 rBV5 1033 1009 0.04% 0.005%
70 11.377 3130 3137 3141 rBV5 1694 2331 0.09% 0.013%
71 11.415 3142 3149 3156 rVB6 4358 5891 ©.23% 0.032%
72 11.492 3168 3173 3175 rBv4 791 634 0.03% 0.003%
73 11.518 3179 3181 3186 rBV2 742 765 0.03% 0.004%
74 11.573 3196 3198 3204 rVB5 927 988 0.04% 0.005%
75 11.637 3210 3218 3227 rVB8 1841 3390 0.13% 0.018%
76 11.679 3227 3231 3233 rBV2 662 544 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55837.D

Acqg On : 20 Oct 2023 17:03

Operator : MD/SY

Sample : 04953-07ME

Misc : 3.58g/5.emL/100uL/5.0mL/MSVOA_U/MECH

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
77 11.698 3233 3237 3239 rBV5 926 831 0.03% 0.004%
78 11.733 3245 3248 3250 rBvV3 840 614 0.02% 0.003%
79 11.811 3259 3272 3297 rBV 849039 1411384 55.82% 7.586%
80 12.145 3370 3376 3378 rBV5 862 840 0.03% 0.005%
81 12.193 3378 3391 3415 rVV 1046605 1741570 68.87% 9.361%
82 12.315 3426 3429 3432 rBvV3 1256 1064 0.04% 0.006%
83 12.579 3507 3511 3513 rBV4 1226 927 0.04% 0.005%
84 12.605 3516 3519 3522 rVvB3 787 505 ©0.02% 0.003%
85 12.749 3561 3564 3565 rvv3 1546 1013 0.04% 0.005%
86 12.769 3565 3570 3581 rVB6 3359 6211 0.25% 0.033%
87 12.836 3586 3591 3595 rBV5 1164 1177 ©0.05% 0.006%
88 12.929 3617 3620 3621 rBV4 868 473  0.02% 0.003%
89 13.132 3680 3683 3686 rBvV3 1033 784 0.03% 0.004%
90 13.306 3734 3737 3740 rBV2 907 631 0.02% 0.003%
91 13.376 3756 3759 3763 rVB3 778 696 0.03% 0.004%
92 13.399 3763 3766 3768 rBV 651 430 0.02% 0.002%
93 13.434 3770 3777 3780 rBV5 1389 2049 0.08% 0.011%
94 13.454 3780 3783 3787 rVB3 1299 988 0.04% 0.005%
95 13.589 3818 3825 3829 rBV7 1933 2580 ©0.10% 0.014%
96 13.675 3850 3852 3857 rVB4 951 752 0.03% 0.004%
97 13.868 3906 3912 3914 rBV3 1319 1200 0.05% 0.006%
98 14.126 3983 3992 3994 rBV5 2017 2600 0.10% 0.014%
99 14.782 4192 4196 4199 rBV4 1741 1367 0.05% 0.007%
100 15.209 4325 4329 4334 rBV8 1465 1482 0.06% ©.008%
Sum of corrected areas: 18604666
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55837.D

Acq On : 20 Oct 2023 17:03

Operator : MD/SY

Sample : 04953-07ME

Misc : 3.58g/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: VU055837.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55837.D

Acq On : 20 Oct 2023 17:03

Operator : MD/SY

Sample : 04953-07ME

Misc : 3.58g/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 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k 3k 5k 3k 5k 3k >k 3k 5k 3k 5k 3k sk 3k >k 5k >k >k %k >k 3k >k 3k >k 3k >k 3k 5k 3k %k >k % >k %k >k % >k %k *k %



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55837.D

Acqg On : 20 Oct 2023 17:03

Operator : MD/SY

Sample : 04953-07ME

Misc : 3.58g/5.emL/100uL/5.0mL/MSVOA_U/MECH

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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