LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020821\
Data File : VV020282.D

Acqg On : 08 Feb 2021 12:37
Operator : SY/MD

Sample : M1330-16

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\SOMVLM@20521WMA.M
Title : VOC Analysis

Signal : TIC: VV@20282.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 76 82 97 rVB 284978 291679 14.61% 1.851%
2 1.568 157 164 180 rVB 252046 280525 14.05% 1.780%
3 2.108 322 332 346 rBV 509260 750926 37.61% 4.766%
4 2.638 495 497 499 rVB 477 151 0.01% 0.001%
5 2.658 501 503 504 rBv2 259 137 0.01% 0.001%
6 2.764 527 536 549 rVB3 7679 14399 0.72% 0.091%
7 2.844 560 561 563 rVB 416 150 0.01% ©0.001%
8 2.857 563 565 567 rBv2 254 132  0.01% 0.001%
9 2.876 569 571 576 rBv2 461 394 0.02% 0.003%
106 3.043 610 623 646 rVB4 37644 79200 3.97% 0.503%
11  3.127 646 649 650 rVB 500 186 ©0.01% 0.001%
12 3.140 651 653 655 rBv2 324 185 0.01% 0.001%
13  3.172 660 663 665 rBv 214 145 0.01% ©0.001%
14 3.214 672 676 678 rBV 443 331 0.02% 0.002%
15 3.272 688 694 697 rBvV3 424 420 0.02% 0.003%
16 3.294 698 701 702 rBV 459 184 0.01% 0.001%
17 3.449 746 749 753 rBV3 648 395 0.02% 0.003%
18 3.487 758 761 763 rBV2 412 213 0.01% 0.001%
19 3.503 764 766 770 rVB 344 194 0.01% 0.001%
20 3.529 770 774 777 rVB2 392 239 0.01% 0.002%
21 3.551 777 781 783 rBV 359 229 0.01% 0.001%
22 3.567 783 786 791 rVB3 317 330 0.02% 0.002%
23 3.600 791 796 798 rBV3 362 329 0.02% 0.002%
24 3.670 815 818 823 rVB2 309 199 0.01% 0.001%
25 3.699 824 827 831 rVB3 366 263 0.01% 0.002%
26 3.764 831 847 866 rBv4 44195 115331 5.78% 0.732%
27 3.883 873 884 915 rBV 126426 354846 17.77%  2.252%
28 4.349 1013 1029 1055 rBV 321404 792987 39.71% 5.032%
29 4.638 1114 1119 1121 rBv4 585 552 0.03% 0.004%
30 4.667 1125 1128 1129 rBV2 789 475 0.02% 0.003%
31 4.754 1153 1155 1157 rBvV2 435 221 0.01% 0.001%
32 4.841 1180 1182 1185 rBv2 320 227 0.01% 0.001%
33 4.892 1195 1198 1199 rBV 351 191 0.01% 0.001%
34 5.050 1229 1247 1272 rBV2 775636 1996794 100.00% 12.672%
35 5.532 1395 1397 1399 rBvV2 566 333  0.02% 0.002%
36 5.574 1407 1410 1411 rBV2 465 253 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020821\
Data File : VV020282.D

Acqg On : 08 Feb 2021 12:37
Operator : SY/MD

Sample : M1330-16

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\SOMVLM@20521WMA.M
Title : VOC Analysis
37 5.619 1412 1424 1455 rBV 640563 1277089 63.96%  8.105%
38 5.908 1503 1514 1528 rBV3 30875 62793 3.14% 0©.398%
39 6.072 1551 1565 1595 rBV 438552 896190 44.88% 5.687%
40 6.355 1650 1653 1655 rBvV2 772 496 0.02% 0.003%
41  6.436 1674 1678 1679 rBv2 470 297 0.01% 0.002%
42 6.477 1689 1691 1694 rBV 190 152 0.01% 0.001%
43 6.509 1698 1701 1702 rVWV 452 199 0.01% 0.001%
44  6.522 1702 1705 1707 rVV2 375 216 ©0.01% ©0.001%
45 6.616 1730 1734 1735 rBV 281 218 0.01% 0.001%
46 6.738 1769 1772 1775 rVB 399 178 0.01% 0.001%
47 6.763 1775 1780 1782 rBV2 431 308 0.02% 0.002%
48 6.796 1788 1790 1794 rBV 211 171 0.01% 0.001%
49 6.815 1794 1796 1800 rVvVv2 228 143 0.01% 0.001%
50 6.841 1802 1804 1808 rBV3 350 272 0.01% 0.002%
51 6.908 1821 1825 1827 rBvV2 229 157 ©0.01% 0.001%
52 6.921 1827 1829 1832 rVB3 390 183 0.01% 0.001%
53 6.989 1838 1850 1880 rBV 240370 440662 22.07% 2.797%
54  7.320 1940 1953 1974 rBV 954222 1643163 82.29% 10.428%
55 7.625 2038 2048 2069 rBV 166535 286613 14.35% 1.819%
56 7.937 2139 2145 2155 rBV5 2602 4746 0.24% 0.030%
57 7.979 2155 2158 2163 rVveé 927 1002 0.05% 0.006%
58 8.091 2183 2193 2227 rBV 430790 814389 40.78% 5.168%
59 8.522 2325 2327 2333 rVB4 326 218 0.01% 0.001%
60  8.548 2333 2335 2336 rBV 393 158 ©0.01% 0.001%
61 8.593 2348 2349 2353 rVB2 511 284 0.01% 0.002%
62 8.616 2353 2356 2357 rBV 468 212 0.01% 0.001%
63 8.760 2398 2401 2402 rBV2 342 173 0.01% 0.001%
64  8.857 2418 2431 2449 rBV 970760 1573326 78.79%  9.985%
65 9.101 2503 2507 2508 rBV2 456 246 0.01% 0.002%
66 9.201 2536 2538 2542 rVB3 339 198 0.01% 0.001%
67 9.236 2546 2549 2553 rBV3 714 481 0.02% 0.003%
68 9.268 2556 2559 2560 rVv2 419 201 0.01% 0.001%
69 9.326 2574 2577 2578 rBV2 527 261 0.01% 0.002%
70  9.378 2587 2593 2595 rBV 393 396 0.02% ©0.003%
71  9.397 2597 2599 2601 rVB 512 265 0.01% 0.002%
72 9.487 2624 2627 2629 rBV2 260 187 0.01% 0.001%
73 9.542 2642 2644 2645 rBvV 389 158 0.01% 0.001%
74  9.577 2653 2655 2657 rBV2 338 143 0.01% 0.001%
75 9.599 2659 2662 2663 rVVv2 355 189 0.01% 0.001%
76  9.609 2663 2665 2669 rVB3 447 258 0.01% ©0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020821\
Data File : VV020282.D

Acqg On : 08 Feb 2021 12:37
Operator : SY/MD

Sample : M1330-16

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\SOMVLM@20521WMA.M
Title : VOC Analysis
77 9.725 2698 2701 2703 rBV2 546 388 0.02% 0.002%
78 9.763 2709 2713 2715 rBV 409 273 0.01% 0.002%
79 9.792 2718 2722 2723 rVV3 506 263 0.01% 0.002%
80 9.818 2727 2730 2733 rBV2 492 251 0.01% 0.002%
81 9.860 2740 2743 2745 rBV 535 302 0.02% 0.002%
82 9.924 2760 2763 2766 rBV2 294 248 0.01% 0.002%
83 9.963 2772 2775 2777 rBV3 350 227 0.01% 0.001%
84 10.104 2816 2819 2825 rBV2 263 301 0.02% 0.002%
85 10.168 2837 2839 2843 rVB3 428 261 0.01% 0.002%
86 10.223 2843 2856 2880 rBV 572804 896306 44.89% 5.688%
87 10.390 2900 2908 2917 rVB4 5747 9155 0.46% 0.058%
88 10.519 2946 2948 2951 rBV 232 166 ©0.01% 0.001%
89 10.590 2967 2970 2973 rVB2 643 406 0.02% 0.003%
90 10.693 3000 3002 3004 rVB 353 143 0.01% 0.001%
91 10.950 3079 3082 3086 rVB2 389 227 0.01% 0.001%
92 11.011 3098 3101 3103 rBV2 245 182 0.01% 0.001%
93 11.024 3103 3105 3106 rBV2 434 131  0.01% 0.001%
94 11.255 3163 3177 3198 rBV 1028764 1581926 79.22% 10.039%
95 11.631 3281 3294 3314 rBV 1008544 1573962 78.82% 9.989%
96 12.082 3432 3434 3437 rBV2 376 245 0.01% 0.002%
97 12.165 3458 3460 3463 rBV2 391 223  0.01% 0.001%
98 13.110 3752 3754 3759 rVB3 797 477 0.02% 0.003%
99 13.265 3800 3802 3804 rBV 756 433 0.02% 0.003%
100 13.374 3834 3836 3837 rBvV2 473 235 0.01% 0.001%
Sum of corrected areas: 15757467
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Data Path :
Data File
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Operator
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Abundance
1000000

800000

600000

400000

200000

0
Time-->
Abundance
1000000

800000

600000

400000

200000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20821\

: VW0e20282.D

: 08 Feb 2021 12:37

: SY/MD

: M1330-16

: 5.0mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO20521WMA .M
: VOC Analysis

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

TIC: VV020282.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020821\
Data File : VV020282.D

Acq On : 08 Feb 2021 12:37
Operator : SY/MD

Sample : M1330-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO20521WMA .M
: 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.
3.043 3.10 ug/L 79200 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 64
3 n-Hexane 86 C6H14 000110-54-3 64
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 40
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 38
Abundance Scan 623 (3.043 min): VV020282.D\data.ms (-610) (-) m/z 57.10 100.00%
57.1
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020821\
Data File : VV020282.D

Acq On : 08 Feb 2021 12:37

Operator : SY/MD

Sample : M1330-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLMO20521WMA .M
: 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 2 (DEL) Alkane: Cyclic3.764 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

3.764 4.52 ug/L 115331 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
5 Cyclohexane 84 C6H12 000110-82-7 72

Abundance Scan 847 (3.764 min): VV020282.D\data.ms (-831) (-)
56.1
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M ‘ | 84‘0 3.40 3.60 3.80 4.00
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m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1491 Cyclopentane, methyl-
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Abundance #1493: Cyclopentane, methyl-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020821\
Data File : VV020282.D

Acqg On : 08 Feb 2021 12:37
Operator : SY/MD

Sample : M1330-16

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@20521WMA .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... 3.043 3.1 ug/L 79200 1 5.619 1277090 50.0
(DEL) Alkane: C... 3.764 4.5 ug/L 115331 1 5.619 1277090 50.0
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