LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46766.D

Acqg On : 17 Jan 2022 15:24

Operator : SY/MD

Sample : N1168-01ME

Misc : 5.76g/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\SFAMULMO10522WMA .M
Title : VOC Analysis

Signal : TIC: VU@46766.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.491 41 47 55 rBv4 4577 5415 0.26% 0.030%
2 1.600 72 81 106 rVB 167558 292706 13.94% 1.648%
3 1.916 176 179 213 rBV 93823 233895 11.14% 1.317%
4 2.552 364 377 391 rBV 415016 688332 32.78% 3.875%
5 2.777 442 447 457 rVB3 405 552 0.03% 0.003%
6 2.951 497 501 502 rBV 459 306 0.01% ©0.002%
7 2.960 502 504 510 rVB3 246 209 0.01% 0.001%
8 3.038 522 528 532 rBV3 494 628 0.03% 0.004%
9 3.173 565 570 573 rBv3 505 598 0.03% 0.003%
106 3.584 688 698 706 rBB6 2018 3857 ©0.18% 0.022%
11 3.851 776 781 785 rBV 127 202 0.01% 0.001%
12 4.649 1012 1029 1118 rVV2 117996 540564 25.74% 3.043%
13 5.063 1141 1158 1185 rBV 352449 819717 39.03% 4.615%
14 5.208 1197 1203 1211 rVB3 697 1174 0.06% 0.007%
15 5.292 1224 1229 1232 rBB2 396 351 0.02% 0.002%
16 5.722 1341 1363 1402 rBV2 812424 2099990 100.00% 11.822%
17 5.980 1432 1443 1456 rBV5S 3167 7199 0.34% 0.041%
18 6.034 1459 1460 1464 rVVv2 601 387 0.02% 0.002%
19 6.118 1477 1486 1492 rBB2 658 976 0.05% 0.005%
20 6.157 1493 1498 1499 rBV 306 252 0.01% 0.001%
21 6.250 1510 1527 1556 rBV 775444 1524471 72.59% 8.582%
22 6.526 1605 1613 1624 rBB5 2758 4987 0.24% 0.028%
23 6.603 1627 1637 1649 rBV3 1282 2713 0.13% 0.015%
24  6.690 1649 1664 1690 rBV 449287 917885 43.71% 5.167%
25 6.800 1696 1698 1700 rBV 538 273  0.01% 0.002%
26 6.886 1718 1725 1733 rBV 143 251 0.01% ©0.001%
27 6.964 1741 1749 1756 rVB3 1157 1852 0.09% 0.010%
28 7.057 1775 1778 1786 rVV3 406 595 0.03% 0.003%
29 7.185 1811 1818 1827 rBV3 1753 2885 0.14% 0.016%
30 7.568 1923 1937 1964 rBV2 253963 502484 23.93% 2.829%
31 7.664 1964 1967 1968 rvv2 320 217 0.01% 0.001%
32 7.697 1968 1977 1983 rVV3 1171 2314 0.11% 0.013%
33 7.793 2001 2007 2011 rBB 587 599 0.03% 0.003%
34 7.899 2024 2040 2056 rBV 993923 1793458 85.40% 10.097%
35 8.047 2085 2086 2090 rVB 424 223  0.01% 0.001%

36 8.182 2113 2128 2153 rBV 159055 343598 16.36% 1.934%
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LSC Area Percent Report
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO10522WMA .M
Title : VOC Analysis
37 8.552 2233 2243 2256 rVV3 47273 79743  3.80%  0.449%
38 8.671 2260 2280 2310 rBV2 446451 1189623 56.65% 6.697%
39 8.790 2315 2317 2322 rVV 727 697 0.03% 0.004%
40 9.192 2438 2442 2448 rBvV 171 274 0.01% 0.002%
41  9.423 2499 2514 2546 rBV 914458 1865991 88.86% 10.505%
42 9.574 2554 2561 2568 rBV2 731 1214 0.06% 0.007%
43 9.697 2592 2599 2610 rBB4 1721 3315 0.16% 0.019%
44  9.761 2613 2619 2622 rBB 170 220 0.01% 0.001%
45 9.806 2629 2633 2638 rBvV 156 236 0.01% 0.001%
46 9.841 2641 2644 2650 rBvV 178 255 0.01% 0.001%
47  9.999 2688 2693 2699 rBV 157 282 0.01% 0.002%
48 10.230 2758 2765 2770 rVB2 427 654 0.03% 0.004%
49 10.359 2801 2805 2809 rVB2 547 412 0.02% 0.002%
50 10.410 2815 2821 2823 rBV 160 205 0.01% ©0.001%
51 10.533 2855 2859 2861 rvv2 311 235 0.01% 0.001%
52 10.671 2892 2902 2913 rVV3 11871 18550 0.88% 0.104%
53 10.767 2918 2932 2949 rBV 677719 1133646 53.98% 6.382%
54 10.870 2957 2964 2965 rBV4 1616 1830 0.09% 0.010%
55 10.973 2990 2996 3000 rvB2 213 286 0.01% 0.002%
56 11.005 3000 3006 3009 rBV2 356 469 0.02% 0.003%
57 11.115 3028 3040 3047 rBV6 4973 9078 0.43% 0.051%
58 11.208 3061 3069 3078 rvB3 1370 1712 ©0.08% 0.010%
59 11.314 3091 3102 3107 rBv3 717 1058 0.05% 0.006%
60 11.365 3114 3118 3119 rBV 586 380 0.02% 0.002%
61 11.420 3128 3135 3138 rBV3 1355 1604 ©0.08% 0.009%
62 11.459 3140 3147 3160 rVB3 6807 11860 0.56% 0.067%
63 11.581 3178 3185 3194 rBV3 1609 2259 0.11% 0.013%
64 11.696 3213 3221 3230 rBV2 5641 8290 0.39% 0.047%
65 11.751 3233 3238 3243 rVB4 716 819 0.04% 0.005%
66 11.819 3245 3259 3272 rBV 1202049 1890831 90.04% 10.645%
67 11.944 3282 3298 3302 rBV4 4866 9413 0.45% 0.053%
68 11.973 3303 3307 3317 rVB3 7926 10403 0.50% 0.059%
69 12.121 3350 3353 3357 rVB4 776 662 0.03% 0.004%
70 12.198 3358 3377 3393 rBV 1024994 1653673 78.75% 9.310%
71 12.272 3395 3400 3406 rVB2 1604 2088 0.10% 0.012%
72 12.330 3410 3418 3428 rBV3 6788 10427 0.50% 0.059%
73 12.391 3432 3437 3438 rBV 1162 939 0.04% 0.005%
74 12.532 3477 3481 3484 rBV 682 627 0.03% 0.004%
75 12.635 3508 3513 3517 rVV4 592 601 ©0.03% 0.003%
76 12.664 3517 3522 3533 rVB4 940 1326 0.06% 0.007%
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77 12.838 3572 3576 3578 rBV2 331 261 0.01% 0.001%
78 12.893 3591 3593 3598 rVV4 731 581 0.03% 0.003%
79 13.008 3625 3629 3631 rBV2 631 474 0.02% 0.003%
80 13.034 3634 3637 3638 rvw 389 240 0.01% 0.001%
81 13.047 3638 3641 3647 rVB3 887 793 0.04% 0.004%
82 13.137 3665 3669 3679 rVB4 1002 1361 0.06% 0.008%
83 13.227 3691 3697 3701 rVVv2 437 451 ©0.02% 0.003%
84 13.352 3731 3736 3737 rBV2 505 321  0.02% 0.002%
85 13.430 3752 3760 3768 rBV4 3677 5425 0.26% 0.031%
86 13.587 3802 3809 3816 rBV3 1248 1791 0.09% 0.010%
87 13.674 3831 3836 3837 rBV2 775 505 ©0.02% 0.003%
88 13.854 3884 3892 3895 rBV5 986 1344 0.06% 0.008%
89 13.880 3895 3900 3903 rBV3 453 335 0.02% 0.002%
90 13.902 3904 3907 3910 rBV 450 268 0.01% 0.002%
91 13.999 3924 3937 3945 rBV6 1315 2328 0.11% 0.013%
92 14.053 3945 3954 3957 rBV4 895 1260 0.06% 0.007%
93 14.089 3959 3965 3973 rBV4 1640 2405 0.11% 0.014%
94 14.185 3988 3995 4002 rBV7 1793 2719 0.13% 0.015%
95 14.269 4015 4021 4025 rBV4 865 858 0.04% 0.005%
96 14.336 4037 4042 4043 rBV2 989 794 0.04% 0.004%
97 14.368 4050 4052 4053 rBV2 500 222 0.01% 0.001%
98 14.452 4070 4078 4091 rBVS8 4669 8447 0.40% 0.048%
99 14.574 4110 4116 4129 rBV9 3109 5361 0.26% 0.030%
100 14.793 4175 4184 4190 rBV4 6941 12213 0.58% 0.069%
Sum of corrected areas: 17763059
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe11722\

: VU@46766.D

: 17 Jan 2022 15:24

: SY/MD

: N1168-01ME

: 5.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 7 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11722\
Data File : VU@46766.D

Acqg On : 17 Jan 2022 15:24

Operator : SY/MD

Sample : N1168-01ME

Misc : 5.76g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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\VU@11722\
Data File : VU@46766.D

Acqg On : 17 Jan 2022 15:24

Operator : SY/MD

Sample : N1168-01ME

Misc : 5.76g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@10522WMA.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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