LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024350.D

Acqg On : 13 Jan 2022 14:33

Operator : SY/MD

Sample : N1e84-10DL 50X

Misc : 12.29g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS vial : 8 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_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis

Signal : TIC: VV@24350.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 75 82 95 rVB 117409 119581 12.97% 1.471%
2 1.564 156 163 174 rBV 101619 109959 11.93% 1.353%
3 2.165 320 331 360 rVB 223078 331212 35.93% 4.075%
4 2.278 383 385 391 rBvV3 420 368 0.04% 0.005%
5 2.404 422 424 428 rBV 190 118 ©0.01% 0.001%
6 2.503 451 455 456 rBV2 806 553 0.06% 0.007%
7 2.593 479 483 489 rVB 219 164 0.02% 0.002%
8 2.677 504 509 511 rBV2 350 292 0.03% 0.004%
9 2.709 515 519 523 rWw2 277 284 0.03% 0.003%
106 2.735 524 527 530 rVv3 387 323 0.04% 0.004%
11 2.754 530 533 540 rVB3 882 932 0.10% 0.011%
12 2.886 571 574 576 rBV 236 166 0.02% 0.002%
13  2.989 603 606 610 rBv2 198 126 0.01% ©0.002%
14 3.040 616 622 628 rBvV3 1020 1348 0.15% 0.017%
15 3.108 639 643 644 rBV 226 166 0.02% 0.002%
16 3.143 649 654 656 rBV 293 262 0.03% 0.003%
17 3.175 663 664 670 rVB2 170 121 0.01% ©0.001%
18 3.204 670 673 676 rBv2 170 127 0.01% 0.002%
19 3.281 694 697 700 rBvV 227 163 0.02% 0.002%
20 3.313 705 707 710 rVB2 233 123  0.01% 0.002%
21 3.358 718 721 726 rVB 297 257 0.03% 0.003%
22 3.384 727 729 732 rBB 225 107 0.01% 0.001%
23 3.407 733 736 737 rBV 147 101 0.01% ©0.001%
24 3.416 737 739 741 rVB 264 127 0.01% 0.002%
25 3.452 747 750 753 rBV2 266 222  0.02% 0.003%
26 3.468 753 755 757 rVB 230 112 0.01% 0.001%
27 3.542 774 778 781 rBB2 266 194 0.02% 0.002%
28 3.577 786 789 791 rBV 170 144 0.02% 0.002%
29 3.667 812 817 820 rBV2 309 300 0.03% 0.004%
30 3.719 829 833 838 rBB 329 402 0.04% 0.005%
31 3.744 838 841 843 rBV 617 393 0.04% 0.005%
32 3.770 846 849 851 rBV3 364 200 0.02% 0.002%
33 3.876 872 882 916 rBV 53391 151920 16.48% 1.869%
34 4.204 979 984 987 rBv2 331 325 0.04% 0.004%
35 4.223 987 990 995 rBvV3 411 346 0.04% 0.004%

36 4.342 1009 1027 1055 rBV 143261 353527 38.35% 4.349%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024350.D

Acqg On : 13 Jan 2022 14:33

Operator : SY/MD

Sample : N1e84-10DL 50X

Misc : 12.29g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS vial : 8 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_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis
37 4.477 1066 1069 1073 rBV 563 420 0.05% 0.005%
38 4.538 1086 1088 1091 rBV 231 174 0.02% 0.002%
39 4.555 1091 1093 1096 rVB2 253 142 0.02% 0.002%
40 4.574 1096 1099 1102 rBV 321 255 0.03% 0.003%
41  4.651 1120 1123 1124 rBV2 264 151 0.02% 0.002%
42 4.715 1141 1143 1146 rVB 260 142 0.02% 0.002%
43 4.735 1147 1149 1152 rBV2 255 170 0.02% 0.002%
44  4.786 1163 1165 1170 rBV 352 260 0.03% 0.003%
45  4.821 1174 1176 1179 rVB2 246 140 0.02% 0.002%
46 4.902 1194 1201 1205 rBV3 654 627 0.07% 0.008%
47  4.956 1215 1218 1222 rBV 253 248 0.03% 0.003%
48 5.040 1228 1244 1281 rBvV2 321830 859445 93.24% 10.573%
49 5.249 1305 1309 1312 rBv2 439 264 0.03% 0.003%
50 5.365 1343 1345 1348 rVB2 232 108 0.01% ©0.001%
51 5.487 1380 1383 1384 rBV 1346 733 0.08% ©0.009%
52 5.612 1411 1422 1452 rBV 264349 523988 56.84% 6.446%
53 5.902 1500 1512 1531 rVB4 10799 23544 2.55% 0.290%
54 5.969 1531 1533 1535 rBB 357 137 0.01% 0.002%
55 6.005 1542 1544 1547 rBV 217 165 0.02% 0.002%
56 6.066 1550 1563 1587 rBV 180713 371985 40.35% 4.576%
57 6.210 1604 1608 1612 rBV6 833 728 0.08% 0.009%
58 6.297 1632 1635 1638 rVB 322 246 0.03% 0.003%
59 6.310 1638 1639 1641 rBV 431 187 0.02% 0.002%
60 6.368 1654 1657 1659 rBV 229 150 0.02% 0.002%
61 6.423 1668 1674 1676 rBV2 149 173  0.02% 0.002%
62 6.481 1689 1692 1697 rVB2 191 170 0.02% 0.002%
63 6.535 1706 1709 1714 rBB2 310 299 0.03% 0.004%
64 6.567 1715 1719 1720 rBV 341 132  0.01% 0.002%
65 6.587 1723 1725 1727 rVB 268 124 0.01% 0.002%
66 6.673 1750 1752 1757 rVB2 580 387 0.04% 0.005%
67 6.702 1757 1761 1763 rBB2 369 240 0.03% 0.003%
68 6.718 1763 1766 1769 rBB2 223 141 0.02% 0.002%
69 6.763 1776 1780 1784 rBV 359 396 0.04% 0.005%
70 6.873 1812 1814 1816 rBV 266 169 0.02% 0.002%
71  6.911 1822 1826 1827 rBV 328 217 0.02% 0.003%
72 6.921 1827 1829 1830 rVB 366 121 0.01% 0.001%
73 6.982 1837 1848 1872 rBV 103746 187573 20.35%  2.307%
74 7.181 1907 1910 1912 rBV 434 269 0.03% 0.003%
75 7.262 1926 1935 1939 rBV7 1588 2417 0.26% 0.030%

76 7.313 1940 1951 1967 rBV 398347 689894 74.84%  8.487%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024350.D

Acqg On : 13 Jan 2022 14:33

Operator : SY/MD

Sample : N1e84-10DL 50X

Misc : 12.29g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS vial : 8 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_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis

77 7.571 2021 2031 2036 rBV6 1861 2587 0.28% 0.032%
78 7.619 2037 2046 2072 rVB 74791 131843 14.30% 1.622%
79 7.751 2085 2087 2089 rBV 348 164 0.02% 0.002%
80 7.789 2092 2099 2101 rBv4 1261 1278 0.14% 0.016%
81 7.850 2116 2118 2120 rBV 151 108 ©0.01% 0.001%
82 7.979 2153 2158 2162 rVV4 606 595 0.06% 0.007%
83 8.021 2168 2171 2174 rBV2 291 276 0.03% 0.003%
84  8.085 2181 2191 2221 rBV 183960 353042 38.30% 4.343%
85 8.349 2263 2273 2280 rBV6 3716 5664 0.61% 0.070%
86 8.506 2319 2322 2326 rVB4 968 825 0.09% 0.010%
87 8.525 2326 2328 2331 rVB2 217 107 ©0.01% 0.001%
88 8.596 2334 2350 2356 rBV9 5623 14783 1.60% 0.182%
89 8.789 2400 2410 2418 rBV2 9476 16744 1.82% 0.206%
90 8.850 2418 2429 2448 rBV 395860 638702 69.29% 7.857%
91 9.011 2469 2479 2490 rBV 116420 183550 19.91%  2.258%
92 9.136 2508 2518 2531 rVB 383608 622818 67.57% 7.662%
93 9.410 2595 2603 2606 rBV5 2477 3266 ©.35% 0.040%
94  9.545 2639 2645 2652 rBV 33059 46780 5.07% ©.575%
95 10.214 2845 2853 2871 rVB 291199 486852 52.82% 5.989%
96 10.445 2918 2925 2939 rBV 109922 225193 24.43% 2.770%

97 11.246 3166 3174 3184 rBV 474192 726682 78.83%  8.940%
98 11.622 3284 3291 3311 rVB2 531224 921804 100.00% 11.340%

99 14.763 4264 4268 4270 rBV5S 2885 2169 0.24% 0.027%
100 15.120 4376 4379 4385 rBVe 849 815 0.09% 0.010%
Sum of corrected areas: 8128843
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011322\
Data File : VV024350.D

Acqg On : 13 Jan 2022 14:33

Operator : SY/MD

Sample : N1e84-1eDL 50X

Misc : 12.29g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV024350.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV@24350.D

Acqg On : 13 Jan 2022 14:33

Operator : SY/MD

Sample : N1e84-1eDL 50X

Misc : 12.29g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH
ALS vial : 8 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number

2 Benzene, 1l-ethyl-3-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.445 15.49 ug/L 225193 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CAS#

1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 93
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024350.D

Acqg On : 13 Jan 2022 14:33

Operator : SY/MD

Sample : N1e84-1eDL 50X

Misc : 12.29g/5.0mL/100ul/5.0mL/MSVOA_V/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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|

Benzene, 1-ethy... 10.445 15.5 wug/L 225193 3 11.246 726682 50.0
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