LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve12121\
Data File : VV020128.D

Acqg On : 22 Jan 2021 00:47
Operator : SY/MD

Sample : M1201-03 100X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO12121WMA.M
Title : VOC Analysis

Signal : TIC: VV@20128.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.309 62 68 81 rVB 227432 235039 14.37% 1.877%
2 1.569 142 149 162 rBV 222145 245893 15.04% 1.964%
3 2.110 306 317 342 rBV 343478 519616 31.77% 4.150%
4  2.483 428 433 434 rBV2 551 436 0.03% 0.003%
5 2.531 436 448 462 rVV5 6244 15192 ©0.93% 0.121%
6 2.592 465 467 468 rBV 276 88 0.01% 0.001%
7 2.765 511 521 536 rVB3 10472 20994 1.28% 0.168%
8 2.933 571 573 574 rBV2 616 279 0.02% 0.002%
9 2.958 579 581 583 rBv3 516 287 0.02% 0.002%
106 2.997 588 593 594 rBV2 516 415 0.03% 0.003%
11 3.045 598 608 625 rVB2 36640 73061 4.47% 0.584%
12 3.158 639 643 649 rBV5 1248 1203 0.07% 0.010%
13  3.267 674 677 681 rBV3 663 681 0.04% 0.005%
14 3.5065 749 751 756 rVB2 842 572 0.03% 0.005%
15 3.582 773 775 779 rBvV2 464 290 0.02% 0.002%
16 3.666 796 801 803 rBV2 989 732 0.04% 0.006%
17 3.682 803 806 809 rBV 593 363 0.02% 0.003%
18 3.708 809 814 816 rBV3 607 529 0.03% 0.004%
19 3.769 819 833 854 rvv4 17946 47137 2.88% 0.377%
20 3.888 860 870 911 rBV 119810 366256 22.40%  2.926%
21  4.270 987 989 991 rBV3 837 358 0.02% 0.003%
22 4.354 1000 1015 1040 rBV 265707 656847 40.16% 5.247%
23 4.827 1160 1162 1163 rBV 336 103 0.01% 0.001%
24  4.839 1163 1166 1167 rBV3 523 281 0.02% 0.002%
25 4.910 1185 1188 1192 rVB3 1249 767 ©0.05% 0.006%
26 5.052 1215 1232 1257 rBV2 634098 1635398 100.00% 13.063%
27 5.621 1397 1409 1436 rBV 495506 992614 60.70%  7.929%
28 5.785 1458 1460 1463 rBV4 1086 676 0.04% 0.005%
29 5.910 1487 1499 1516 rBvV3 42299 90888 5.56% 0.726%
30 6.074 1536 1550 1577 rBV 408432 824915 50.44% 6.589%
31 6.341 1631 1633 1635 rBv2 388 199 0.01% 0.002%
32 6.386 1645 1647 1648 rBV 412 121 0.01% 0.001%
33 6.691 1740 1742 1743 rBV 580 217 0.01% 0.002%
34 6.842 1787 1789 1792 rVB2 561 203 0.01% 0.002%
35 6.907 1807 1809 1815 rvVB6 604 454 0.03% 0.004%

36 6.990 1824 1835 1857 rBV 189477 343132 20.98% 2.741%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve12121\
Data File : VV020128.D

Acqg On : 22 Jan 2021 00:47
Operator : SY/MD

Sample : M1201-03 100X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO12121WMA.M
Title : VOC Analysis
37 7.203 1899 1901 1905 rVB4 1174 551 0.03% 0.004%
38 7.322 1926 1938 1968 rBV 699479 1220109 74.61% 9.746%
39 7.627 2022 2033 2055 rBV 151392 265749 16.25% 2.123%
40 7.984 2136 2144 2154 rVB6 5415 9454 0.58% 0.076%
41  8.093 2168 2178 2220 rBV2 424650 874117 53.45% 6.982%
42 8.511 2305 2308 2310 rBV2 312 164 0.01% 0.001%
43  8.588 2328 2332 2334 rBV 179 138 0.01% 0.001%
44  8.740 2376 2379 2382 rBvV2 196 138 0.01% 0.001%
45  8.858 2403 2416 2442 rBV 688158 1133171 69.29% 9.051%
46 9.051 2474 2476 2477 rBV 262 96 0.01% 0.001%
47  9.074 2481 2483 2486 rVWV 391 191 0.01% 0.002%
48 9.100 2489 2491 2493 rVB 230 84 0.01% 0.001%
49 9.113 2493 2495 2497 rBV2 442 241 0.01% 0.002%
50 9.161 2508 2510 2516 rBvV2 288 231 0.01% 0.002%
51 9.354 2566 2570 2571 rBV 292 175 0.01% 0.001%
52 9.399 2581 2584 2586 rBV 171 118 0.01% 0.001%
53 9.431 2592 2594 2596 rBV 199 79 0.00% 0.001%
54 9.489 2610 2612 2617 rvVB2 233 132 0.01% 0.001%
55 9.553 2630 2632 2634 rBvV2 139 990 0.01% 0.001%
56 9.592 2642 2644 2646 rBvV 222 92 0.01% 0.001%
57 9.698 2667 2677 2678 rBvV3 439 453 0.03% 0.004%
58 9.858 2725 2727 2730 rBvV2 252 164 0.01% 0.001%
59 9.875 2730 2732 2736 rVB2 322 190 0.01% 0.002%
60 9.939 2750 2752 2753 rBv2 181 61 0.00% 0.000%
61 10.071 2791 2793 2795 rVB 184 58 0.00% 0.000%
62 10.087 2795 2798 2802 rVB 194 99 0.01% 0.001%
63 10.103 2802 2803 2804 rBV 98 22 0.00% 0.000%
64 10.116 2804 2807 2809 rBV2 258 150 0.01% 0.001%
65 10.141 2811 2815 2822 rVB3 285 315 0.02% 0.003%
66 10.174 2823 2825 2827 rBV 134 86 0.01% 0.001%
67 10.222 2828 2840 2859 rBV 445417 697979 42.68% 5.575%
68 10.392 2890 2893 2897 rVB3 278 168 ©0.01% 0.001%
69 10.505 2925 2928 2930 rBV2 240 144 0.01% 0.001%
70 10.537 2935 2938 2941 rBV2 263 248 0.02% 0.002%
71 10.627 2963 2966 2968 rBV2 226 158 ©0.01% 0.001%
72 10.698 2985 2988 2990 rBV 150 115 0.01% 0.001%
73 10.862 3033 3039 3041 rBV2 430 330 0.02% 0.003%
74 11.045 3093 3096 3100 rBV2 333 329 0.02% 0.003%
75 11.067 3100 3103 3105 rBV2 235 179 0.01% 0.001%

76 11.257 3150 3162 3187 rBV 687297 1064772 65.11% 8.505%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve12121\
Data File : VV020128.D

Acqg On : 22 Jan 2021 00:47
Operator : SY/MD

Sample : M1201-03 100X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 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\SOMVLMO12121WMA.M
Title : VOC Analysis

77 11.428 3211 3215 3217 rBV 464 319 0.02% 0.003%
78 11.460 3222 3225 3228 rBV2 348 270 0.02% 0.002%
79 11.501 3237 3238 3240 rBV 156 44 0.00% 0.000%
80 11.630 3266 3278 3301 rBV 744945 1169099 71.49%  9.338%
81 11.971 3381 3384 3389 rVB2 531 348 0.02% 0.003%
82 12.148 3436 3439 3442 rBV2 461 347 0.02% 0.003%
83 12.170 3442 3446 3450 rVV3 381 373  0.02% 0.003%
84 12.514 3551 3553 3556 rBV2 231 188 0.01% 0.002%
85 12.730 3617 3620 3623 rBV2 324 263 0.02% 0.002%
86 12.845 3653 3656 3658 rVB 193 95 0.01% 0.001%
87 12.971 3691 3695 3698 rBV2 327 258 0.02% 0.002%
88 13.154 3750 3752 3754 rBV2 349 169 ©0.01% 0.001%
89 13.456 3844 3846 3847 rBV2 189 86 0.01% 0.001%
90 13.466 3847 3849 3851 rBV 282 163 0.01% 0.001%

Sum of corrected areas: 12519398
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve12121\

: VV0e20128.D

: 22 Jan 2021 00:47

: SY/MD

: M1201-03 100X

: 5.0mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO12121WMA .M

Quant Title

TIC Library

: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv012121\
Data File : VV020128.D

Acqg On : 22 Jan 2021 00:47
Operator : SY/MD

Sample : M1201-03 100X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.045 3.68 ug/L 73061 1,4-Difluorobenzene 5.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 87
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 45
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 38
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 37
Abundance Scan 608 (3.045 min): VV020128.D\data.ms (-598) (-) m/z 57.05 100.00%
57.0
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5000 \\\\‘\\\\’\\\\‘\\\\‘\\\
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29.0 86.0 m/z 43.00 54.39%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve12121\
Data File : VV020128.D

Acqg On : 22 Jan 2021 00:47
Operator : SY/MD

Sample : M1201-03 100X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@12121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

(DEL) Alkane: S... 3.045 3.7 ug/L 73061 1 5.621 992614 50.0
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