LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50469.D

Acqg On : 26 Aug 2022 20:00

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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\SFAMULM@82422WMA .M
Title : VOC Analysis

Signal : TIC: VU@50469.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.478 38 43 48 rBV3 3930 5014 0.41% 0.048%
2 1.511 49 53 58 rW4 4136 4674 0.38% 0.045%
3 1.591 71 78 87 rBV 61844 84043 6.81% 0.802%
4 2.520 355 367 384 rVB 185295 301873 24.45%  2.880%
5 3.025 513 524 545 rVB3 10666 22909 1.86% 0.219%
6 3.176 559 571 594 rBV2 19998 53055 4.30% 0.506%
7 3.366 628 630 641 rVB3 896 1039 0.08% 0.010%
8 3.662 717 722 727 rBV3 844 1025 ©0.08% 0.010%
9 3.800 760 765 768 rBV3 272 237 0.02% 0.002%
106 3.903 793 797 803 rVv2 231 257 0.02% 0.002%
11  4.645 1015 1028 1075 rBV 161718 583341 47.25% 5.565%
12 4.932 1115 1117 1120 rVB4 553 251 0.02% 0.002%
13 5.060 1140 1157 1181 rBV 242616 567376 45.95% 5.413%
14 5.231 1208 1210 1219 rVB3 404 456 0.04% 0.004%
15 5.289 1219 1228 1233 rBV4 1423 2616 0.21% 0.025%
16 5.356 1245 1249 1252 rBV3 470 448 0.04% 0.004%
17 5.575 1315 1317 1323 rVB3 569 399 0.03% 0.004%
18 5.713 1340 1360 1389 rBV2 476181 1234663 100.00% 11.779%
19 5.980 1432 1443 1462 rVV4 11220 27956 2.26% 0.267%
20 6.121 1482 1487 1495 rVB2 1474 1837 0.15% 0.018%
21  6.160 1495 1499 1505 rVB2 280 304 0.02% 0.003%
22 6.243 1508 1525 1553 rBV 356978 718595 58.20% 6.856%
23 6.536 1602 1616 1627 rBV7 9841 20102 1.63% 0.192%
24  6.690 1649 1664 1685 rVB 308391 631176 51.12% 6.022%
25 6.803 1694 1699 1702 rBV5S 546 427 0.03% 0.004%
26 6.967 1748 1750 1753 rBV 296 240 0.02% 0.002%
27 7.015 1761 1765 1766 rBV 366 233 0.02% 0.002%
28 7.227 1814 1831 1846 rBVS8 5319 13687 1.11% 0.131%
29 7.308 1853 1856 1861 rVB3 592 543 0.04% 0.005%
30 7.494 1907 1914 1920 rBVe6 1487 1879 0.15% 0.018%
31 7.565 1920 1936 1955 rBV 126256 244350 19.79%  2.331%
32 7.700 1972 1978 1979 rBV 396 277 0.02% 0.003%
33 7.793 2002 2007 2009 rBvV2 425 313 0.03% 0.003%
34 7.896 2026 2039 2059 rBV 370747 674667 54.64% 6.436%
35 7.993 2060 2069 2085 rvB4 6748 16423 1.33% 0.157%
36 8.067 2089 2092 2096 rBvV3 798 556 ©0.05% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50469.D

Acqg On : 26 Aug 2022 20:00

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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\SFAMULM@82422WMA .M
Title : VOC Analysis
37 8.124 2103 2110 2116 rBV5 1742 2571 0.21% ©0.025%
38 8.182 2116 2128 2152 rVB 85078 168812 13.67% 1.611%
39 8.317 2167 2170 2175 rBV3 355 322 0.03% 0.003%
40 8.356 2175 2182 2186 rBV5 1241 1768 0.14% 0.017%
41  8.530 2233 2236 2238 rBV3 310 259 0.02% 0.002%
42 8.658 2258 2276 2312 rBV2 491834 1226269 99.32% 11.699%
43  8.861 2336 2339 2345 rVB4 803 782 0.06% 0.007%
44  8.922 2350 2358 2367 rBV6 2927 4947 0.40% 0.047%
45  8.960 2367 2370 2373 rBv4 523 269 0.02% 0.003%
46 9.063 2398 2402 2414 rVB5 880 1290 0.10% 0.012%
47  9.118 2414 2419 2424 rBV2 753 741 0.06% 0.007%
48 9.166 2428 2434 2440 rVV5 1070 1574 0.13% 0.015%
49 9.214 2441 2449 2456 rVB6 1947 3014 0.24% 0.029%
50 9.337 2480 2487 2494 rVB6 2009 2732 0.22% 0.026%
51 9.420 2500 2513 2540 rBV 482369 886584 71.81%  8.458%
52 9.575 2557 2561 2567 rVB4 984 1050 0.09% 0.010%
53 9.652 2582 2585 2586 rBvV2 497 322 0.03% 0.003%
54 9.661 2586 2588 2591 rvB2 588 307 ©0.02% 0.003%
55 9.710 2598 2603 2605 rBvV3 700 657 ©.05% 0.006%
56 9.726 2606 2608 2609 rvv2 1030 489 0.04% 0.005%
57 9.745 2609 2614 2624 rVB4 2700 3694 0.30% 0.035%
58 9.803 2629 2632 2636 rBV 375 251 0.02% 0.002%
59 9.870 2649 2653 2660 rBV4 665 704 0.06% 0.007%
60 10.021 2693 2700 2712 rVB5 1197 1831 0.15% 0.017%
61 10.115 2723 2729 2733 rBV5S 670 722 0.06% 0.007%
62 10.134 2733 2735 2737 rVV 516 267 0.02% 0.003%
63 10.250 2761 2771 2779 rBV4 2688 4754 0.39% 0.045%
64 10.346 2799 2801 2802 rBV2 614 259 0.02% 0.002%
65 10.391 2810 2815 2824 rVB6 3482 5294 0.43% 0.051%
66 10.462 2835 2837 2842 rVB3 557 331 0.03% 0.003%
67 10.558 2859 2867 2873 rBV5 1504 2013 0.16% 0.019%
68 10.623 2879 2887 2893 rBV4 2237 3416 0.28% 0.033%
69 10.764 2917 2931 2957 rVB 671684 1116239 90.41% 10.649%
70 10.909 2974 2976 2981 rVB3 413 259 0.02% 0.002%
71 10.941 2981 2986 2989 rBV2 649 497 0.04% 0.005%
72 11.060 3019 3023 3031 rVVe 1522 2254 0.18% 0.022%
73 11.118 3031 3041 3056 rVv4 8652 14611 1.18% 0.139%
74 11.192 3062 3064 3068 rVVv3 639 543 0.04% 0.005%
75 11.250 3079 3082 3087 rBV 496 423 0.03% 0.004%
76 11.317 3096 3103 3111 rBV6 1476 2219 0.18% 0.021%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50469.D

Acqg On : 26 Aug 2022 20:00

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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\SFAMULM@82422WMA .M
Title : VOC Analysis
77 11.375 3115 3121 3125 rBV3 1330 1502 0.12% 0.014%
78 11.417 3126 3134 3142 rVWV4 7788 11188 ©0.91% 0.107%
79 11.571 3174 3182 3188 rBV6 1299 2113 0.17% 0.020%
80 11.687 3214 3218 3221 rBV3 448 454 0.04% 0.004%
81 11.709 3221 3225 3229 rBV3 987 982 0.08% 0.009%
82 11.742 3232 3235 3242 rVB5 961 1019 0.08% 0.010%
83 11.816 3245 3258 3272 rBV 420764 686669 55.62% 6.551%
84 11.996 3302 3314 3325 rBV 3385 7069 0.57% 0.067%
85 12.105 3346 3348 3355 rVB3 654 491 0.04% 0.005%
86 12.198 3364 3377 3397 rBV 541293 892979 72.33% 8.519%
87 12.327 3408 3417 3428 rBV3 19667 28916 2.34% 0.276%
88 12.481 3462 3465 3467 rBv4 1157 646 0.05% 0.006%
89 12.536 3473 3482 3494 rVB4 3082 6616 0.54% 0.063%
90 12.668 3513 3523 3530 rBV6 4713 7523 0.61% 0.072%
91 12.931 3592 3605 3606 rBV6 3977 5939 0.48% 0.057%
92 13.137 3661 3669 3675 rBV5 3090 4593 0.37% 0.044%
93 13.262 3705 3708 3710 rBV3 1604 1004 0.08% 0.010%
94 13.314 3722 3724 3726 rBV3 752 295 0.02% ©0.003%
95 13.433 3751 3761 3781 rBV3 26382 47213  3.82% 0.450%
96 13.533 3786 3792 3795 rBV8 2040 2582 0.21% ©0.025%
97 13.587 3801 3809 3819 rBV2 18690 29778 2.41% 0.284%
98 14.449 4070 4077 4085 rBV 24937 33635 2.72% 0.321%
99 15.401 4368 4373 4384 rVB2 13398 17657 1.43% 0.168%
100 15.976 4548 4552 4562 rVB8 6175 8455 0.68% 0.081%
Sum of corrected areas: 10481899
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50469.D

Acqg On : 26 Aug 2022 20:00

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU050469.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50469.D

Acqg On : 26 Aug 2022 20:00

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.433 3.44 ug/L 47213  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyldecane 170 C12H26 013150-81-7 64
2 Tridecane 184 C13H28 000629-50-5 64
3 Dodecane 170 C12H26 000112-40-3 64
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
5 Tetradecane 198 C14H30 000629-59-4 53
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50469.D

Acqg On : 26 Aug 2022 20:00

Operator : SY/MD

Sample : N4322-07ME

Misc : 6.04g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .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|

(DEL) Alkane: S... 13.433 3.4 ug/L 47213 3 11.816 686669 50.0
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