LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48352.D

Acqg On : 29 Apr 2022 12:26

Operator : SY/MD

Sample : N2562-13ME

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48352.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 39 45 49 rBV 5039 7349 0.34% 0.043%
2 1.600 73 81 115 rVB 94574 286013 13.10% 1.686%
3 2.533 358 371 423 rVW 342525 671006 30.74%  3.957%
4 2.870 474 476 480 rVB 417 240  0.01% 0.001%
5 2.925 489 493 495 rBV4 282 212 0.01% 0.001%
6 2.960 495 504 507 rBv4 953 1523 0.07% 0.009%
7 3.038 516 528 538 rBV3 7984 17784 0.81% 0.105%
8 3.176 560 571 589 rBV 14684 34044 1.56% 0.201%
9 3.533 678 682 686 rvB2 249 177 0.01% 0.001%
106 3.581 695 697 703 rVB2 286 242 0.01% ©0.001%
11 3.652 711 719 720 rVWv2 311 376 0.02% 0.002%
12 3.671 720 725 731 rVV4 875 1215 0.06% 0.007%
13 3.697 731 733 739 rVB2 268 233  0.01% ©0.001%
14 3.726 739 742 746 rBV 409 269 0.01% 0.002%
15 3.790 760 762 768 rBV 144 186 ©0.01% 0.001%
16 3.838 772 777 783 rBV2 163 187 0.01% 0.001%
17 4.073 846 850 854 rBV 284 217 0.01% 0.001%
18 4.134 865 869 876 rBv2 177 268 0.01% 0.002%
19 4.584 1006 1009 1012 rBvV3 271 177 0.01% 0.001%
20 4.639 1012 1026 1082 rBV 147484 637446 29.20% 3.759%
21 5.063 1140 1158 1189 rBV 349841 846456 38.78%  4.991%
22 5.279 1222 1225 1226 rBv2 488 270 0.01% 0.002%
23 5.340 1238 1244 1246 rBV2 840 796 0.04% 0.005%
24 5.552 1307 1310 1315 rVB2 266 301 0.01% 0.002%
25 5.578 1315 1318 1322 rBV2 254 254 0.01% 0.001%
26 5.719 1338 1362 1398 rBV2 857256 2182757 100.00% 12.871%
27 5.976 1430 1442 1462 rBV3 13484 33040 1.51% 0.195%
28 6.105 1477 1482 1484 rBV2 324 302 0.01% 0.002%
29 6.124 1484 1488 1489 rBV 522 371 0.02% 0.002%
30 6.163 1495 1500 1503 rBV3 741 834 0.04% 0.005%
31 6.247 1512 1526 1549 rBV 485742 994580 45.57% 5.865%
32 6.407 1574 1576 1579 rVB2 434 218 0.01% 0.001%
33  6.430 1579 1583 1587 rBvV2 513 516 ©0.02% 0.003%
34 6.526 1600 1613 1623 rBV6 6296 11871 ©.54% 0.070%
35 6.603 1626 1637 1648 rvv3 5305 11685 ©0.54% 0.069%

36 6.690 1649 1664 1690 rVV 471306 987869 45.26% 5.825%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48352.D

Acqg On : 29 Apr 2022 12:26

Operator : SY/MD

Sample : N2562-13ME

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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@42522WMA .M
Title : VOC Analysis
37 6.803 1697 1699 1705 rVB6 1569 1388 0.06% ©0.008%
38 6.851 1712 1714 1717 rVB 416 195 ©0.01% 0.001%
39 6.941 1735 1742 1744 rBV3 498 591 0.03% 0.003%
40 6.980 1752 1754 1758 rVB3 376 270 0.01% 0.002%
41 7.970 1772 1782 1788 rBvV4 994 1964 0.09% 0.012%
42 7.201 1810 1823 1852 rBV7 8223 32069 1.47% 0.189%
43  7.385 1877 1880 1884 rVB 295 184 0.01% ©0.001%
44  7.488 1907 1912 1913 rBV2 720 471 0.02% 0.003%
45  7.568 1923 1937 1962 rBV = 242927 492984 22.59%  2.907%
46 7.783 1999 2004 2005 rBV 942 652 0.03% 0.004%
47  7.899 2025 2040 2057 rBV 975891 1813017 83.06% 10.690%
48 8.124 2106 2110 2111 rBV 655 341 0.02% 0.002%
49 8.185 2116 2129 2152 rBV 151929 338402 15.50% 1.995%
50 8.359 2175 2183 2187 rBV6 1526 2437 0.11% 0.014%
51 8.478 2216 2220 2225 rVB4 462 380 0.02% 0.002%
52 8.500 2225 2227 2230 rVB3 358 178 0.01% 0.001%
53 8.533 2234 2237 2240 rVB3 429 294 0.01% 0.002%
54  8.584 2245 2253 2257 rBV4 836 1119 0.05% 0.007%
55 8.664 2259 2278 2305 rBV 620051 1371289 62.82% 8.086%
56  8.925 2350 2359 2369 rvB8 2967 5455 0.25% 0.032%
57 8.986 2376 2378 2385 rVB5 348 258 0.01% 0.002%
58 9.018 2385 2388 2392 rvB3 329 185 ©0.01% 0.001%
59 9.172 2430 2436 2442 rBV4 1168 1261 0.06% 0.007%
60 9.211 2443 2448 2456 rVB4 1241 1760 0.08% 0.010%
61 9.336 2479 2487 2494 rBV4 1261 1774 0.08% 0.010%
62 9.423 2500 2514 2546 rBV 629758 1315297 60.26% 7.756%
63 9.578 2556 2562 2571 rVB2 1750 2790 0.13% 0.016%
64 9.632 2571 2579 2580 rBV 197 286 0.01% 0.002%
65 9.661 2582 2588 2593 rVV3 835 1009 0.05% 0.006%
66 9.697 2593 2599 2607 rVv8 2809 4675 0.21% 0.028%
67 9.748 2608 2615 2624 rVB5 3803 5593 0.26% 0.033%
68 9.877 2648 2655 2659 rBV3 378 373  0.02% 0.002%
69 10.018 2693 2699 2701 rBV4 603 514 0.02% 0.003%
70 10.176 2741 2748 2750 rVB3 444 471 0.02% 0.003%
71 10.227 2758 2764 2766 rBV2 806 647 0.03% 0.004%
72 10.253 2766 2772 2781 rVB5 2986 4380 0.20% 0.026%
73 10.317 2789 2792 2796 rBV4 550 403 0.02% 0.002%
74 10.397 2810 2817 2826 rVB4 3051 4640 0.21% 0.027%
75 10.449 2828 2833 2838 rBV4 258 252  0.01% ©0.001%
76 10.549 2859 2864 2869 rBV5 1070 1597 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48352.D

Acqg On : 29 Apr 2022 12:26

Operator : SY/MD

Sample : N2562-13ME

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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@42522WMA .M
Title : VOC Analysis
77 10.606 2878 2882 2883 rBV2 505 339  0.02% 0.002%
78 10.626 2883 2888 2893 rVV4 2408 3097 0.14% 0.018%
79 10.671 2893 2902 2912 rVB4 5395 9910 0.45% 0.058%
80 10.767 2918 2932 2958 rBV 842020 1373637 62.93% 8.100%
81 10.941 2984 2986 2988 rBV3 463 282 0.01% 0.002%
82 11.063 3021 3024 3029 rBV4 908 777 0.04% 0.005%
83 11.118 3031 3041 3059 rVB2 17399 290856 1.37% 0.176%
84 11.185 3059 3062 3063 rBV 767 333  0.02% 0.002%
85 11.317 3089 3103 3113 rBVS8 2362 5176 0.24% 0.031%
86 11.381 3113 3123 3126 rBV5S 2097 3400 0.16% ©0.020%
87 11.420 3127 3135 3142 rVV2 12815 17789 0.81% 0.105%
88 11.462 3142 3148 3159 rVB7 4843 9031 0.41% 0.053%
89 11.581 3171 3185 3190 rBV6 2728 5189 0.24% 0.031%
90 11.819 3246 3259 3273 rBV 838779 1330635 60.96% 7.846%
91 11.915 3283 3289 3296 rBVS8 3456 4921 0.23% 0.029%
92 12.079 3336 3340 3341 rBV3 919 645 0.03% 0.004%
93 12.201 3360 3378 3393 rBV 1068809 1756539 80.47% 10.357%
94 12.330 3410 3418 3430 rVB 43714 62907 2.88% 0.371%
95 12.671 3519 3524 3533 rVB7 6397 8736 0.40% 0.052%
96 13.137 3664 3669 3679 rVB7 4667 6900 0.32% 0.041%
97 13.433 3752 3761 3784 rBV2 53543 90142 4.13% ©.532%
98 13.587 3802 3809 3818 rBV 24346 35924 1.65% 0.212%
99 14.092 3962 3966 3973 rBV2 6586 9266 0.42% 0.055%
100 14.452 4070 4078 4087 rBV2 35936 50684 2.32% 0.299%
Sum of corrected areas: 16959244
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48352.D

Acqg On : 29 Apr 2022 12:26

Operator : SY/MD

Sample : N2562-13ME

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU048352.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48352.D

Acqg On : 29 Apr 2022 12:26

Operator : SY/MD

Sample : N2562-13ME

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.433 3.39 ug/L 90142 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Dodecane 170 C12H26 000112-40-3 87
3 Undecane 156 C1l1H24 001120-21-4 78
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 3761 (13.433 min): VU048352.D\data.ms (-3752) (- m/z 57.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42922\
Data File : VU@48352.D

Acqg On : 29 Apr 2022 12:26

Operator : SY/MD

Sample : N2562-13ME

Misc : 6.83g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.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 90142 3 11.819 1330640 50.0
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