LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032621\
Data File : VV020752.D

Acqg On : 26 Mar 2021 13:24
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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@32321WMA.M
Title : VOC Analysis

Signal : TIC: VV@20752.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.217 50 55 62 rVB 86684 75373  3.21% 0.402%
2 1.307 77 83 96 rvB 276692 279430 11.89% 1.491%
3 1.571 158 165 176 rVB 239888 262179 11.16% 1.399%
4 2.111 323 333 350 rBV 503702 759136 32.31% 4.050%
5 2.355 407 409 415 rBV4 753 514 0.02% 0.003%
6 2.394 419 421 422 rBV 545 163 0.01% 0.001%
7 2.478 445 447 449 rBV3 408 199 0.01% 0.001%
8 2.523 449 461 466 rBV10 3550 7021 0.30% 0.037%
9 2.603 482 486 487 rBV 587 513 0.02% 0.003%
10 2.642 495 498 502 rBV2 791 640 0.03% 0.003%
11 2.661 502 504 506 rVB 584 259 0.01% 0.001%
12 2.728 522 525 526 rBv2 905 496 0.02% 0.003%
13 2.838 555 559 563 rVB3 922 1024 0.04% 0.005%
14 2.857 563 565 570 rBv4 804 803 0.03% 0.004%
15 2.908 578 581 584 rBV2 740 516 ©0.02% 0.003%
16 3.043 611 623 638 rBV3 19255 37264 1.59% 0.199%
17 3.143 652 654 656 rBV 613 278 0.01% 0.001%
18 3.166 658 661 662 rVV 374 202 0.01% ©0.001%
19 3.191 668 669 671 rBV2 330 87 0.00% 0.000%
20 3.249 684 687 690 rBv2 696 342 0.01% 0.002%
21 3.278 694 696 697 rBv2 221 115 ©0.00% 0.001%
22 3.310 703 706 708 rBV2 368 196 0.01% 0.001%
23 3.368 722 724 725 rBV2 182 89 0.00% 0.000%
24  3.426 738 742 743 rBV2 424 218 0.01% 0.001%
25 3.442 743 747 748 rVB 496 283 0.01% 0.002%
26 3.449 748 749 754 rBV2 213 187 0.01% 0.001%
27 3.468 754 755 757 rBV 311 89 0.00% 0.000%
28 3.478 757 758 760 rBv2 327 164 0.01% 0.001%
29 3.564 780 785 788 rBV2 397 279 0.01% 0.001%
30 3.584 788 791 797 rBV4 793 798 0.03% 0.004%
31 3.613 798 800 802 rBV 664 319 0.01% 0.002%
32 3.651 809 812 815 rBV2 536 323 0.01% 0.002%
33 3.670 815 818 820 rBV 483 336 0.01% 0.002%
34 3.770 835 849 868 rVB3 41067 105578 4.49% 0.563%
35 3.851 871 874 875 rBv2 835 474 0.02% 0.003%

36 3.892 877 887 928 rBV2 153527 472537 20.11% 2.521%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032621\
Data File : VV020752.D

Acqg On : 26 Mar 2021 13:24
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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@32321WMA.M
Title : VOC Analysis
37 4.352 1014 1030 1059 rBV 411443 1010511 43.00% 5.391%
38 4.937 1208 1212 1213 rBV 762 486 0.02% 0.003%
39 4.966 1218 1221 1224 rBV 789 458 0.02% 0.002%
40 5.050 1230 1247 1279 rBV2 913164 2349842 100.00% 12.537%
41  5.349 1338 1340 1343 rBvV4 740 444  0.02% 0.002%
42 5.471 1375 1378 1380 rBvV3 1060 568 0.02% 0.003%
43 5.484 1380 1382 1388 rVV3 1006 1048 0.04% 0.006%
44 5.510 1388 1390 1392 rVB2 887 363 0.02% 0.002%
45 5.551 1400 1403 1405 rBV3 1358 890 0.04% 0.005%
46 5.622 1412 1425 1444 rBV 782568 1563544 66.54% 8.342%
47  5.912 1505 1515 1528 rBV3 18027 39315 1.67% 0.210%
48 6.075 1551 1566 1590 rBV 517181 1065662 45.35% 5.685%
49 6.394 1663 1665 1668 rBV2 564 376 0.02% 0.002%
50 6.439 1678 1679 1681 rBvV2 677 268 0.01% 0.001%
51 6.513 1699 1702 1703 rBvV2 535 229 0.01% 0.001%
52 6.632 1736 1739 1741 rBV2 675 460 0.02% 0.002%
53 6.648 1741 1744 1745 rBV2 1074 695 0.03% 0.004%
54 6.799 1790 1791 1793 rBV 456 238 0.01% ©0.001%
55 6.825 1796 1799 1802 rBV2 664 546 0.02% 0.003%
56 6.860 1808 1810 1817 rVB3 733 597 0.03% 0.003%
57 6.889 1817 1819 1821 rBV 328 110 0.00% 0.001%
58 6.905 1821 1824 1827 rBV2 616 381 0.02% 0.002%
59 6.918 1827 1828 1829 rBV2 359 75 0.00% 0.000%
60 6.931 1829 1832 1837 rBV4 826 739 0.03% 0.004%
61 6.992 1838 1851 1872 rBV 287582 531535 22.62% 2.836%
62 7.320 1941 1953 1973 rBV 1041033 1789441 76.15% 9.547%
63 7.625 2038 2048 2072 rBV 206082 361860 15.40%  1.931%
64 8.034 2171 2175 2176 rBV2 998 620 0.03% 0.003%
65 8.091 2183 2193 2222 rBV 592697 1069017 45.49% 5.703%
66 8.413 2291 2293 2295 rBV3 1405 712 0.03% 0.004%
67 8.526 2325 2328 2330 rBV2 986 615 ©0.03% 0.003%
68 8.725 2387 2390 2392 rBV2 779 524 0.02% 0.003%
69 8.857 2419 2431 2461 rBV 1219436 1982844 84.38% 10.579%
70  9.246 2550 2552 2555 rBV3 910 437 0.02% 0.002%
71  9.323 2574 2576 2577 rBV 846 304 0.01% 0.002%
72 9.387 2595 2596 2597 rBV 437 144 0.01% 0.001%
73  9.429 2606 2609 2613 rBV5 846 672 0.03% 0.004%
74  9.696 2690 2692 2693 rBV 384 127 0.01% 0.001%
75 9.969 2773 2777 2778 rBV2 706 427 0.02% 0.002%
76 9.982 2778 2781 2783 rVB 459 212 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032621\
Data File : VV020752.D

Acqg On : 26 Mar 2021 13:24
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 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@32321WMA.M
Title : VOC Analysis

77 10.146 2829 2832 2834 rBV3 695 507 0.02% 0.003%
78 10.159 2834 2836 2837 rVWV 733 260 0.01% 0.001%
79 10.220 2843 2855 2876 rBV 756123 1186383 50.49% 6.329%
80 10.333 2887 2890 2893 rBV3 753 544 ©0.02% 0.003%
81 10.490 2937 2939 2941 rBV2 1007 455  0.02% 0.002%
82 10.689 2999 3001 3003 rVB3 414 157 0.01% 0.001%
83 11.127 3135 3137 3138 rBV 596 185 ©0.01% 0.001%
84 11.159 3145 3147 3148 rBV2 698 285 0.01% 0.002%
85 11.255 3165 3177 3202 rBV 1222546 1910595 81.31% 10.193%
86 11.632 3282 3294 3315 rBV 1187845 1854014 78.90% 9.891%
87 12.361 3518 3521 3528 rVB7 2830 2629 0.11% 0.014%
88 12.464 3551 3553 3556 rBV3 665 476 0.02% 0.003%
89 13.377 3832 3837 3839 rBV3 1017 995 0.04% 0.005%
90 13.689 3932 3934 3938 rVB3 1107 477 ©0.02% 0.003%

Sum of corrected areas: 18743722
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve32621\

: VWe20752.D

: 26 Mar 2021 13:24

: SY/MD

: M1781-01

: 5.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

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

TIC: VV020752.D\data.ms

5.050

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

TIC: VV020752.D\data.ms
57

66303

N

8. 11.p55 11.632

7.320

10.220

8.091

6.992

7.625

(ol
Time-->
Abundance
1200000

1000000

800000

600000

400000

200000

8.0
—T
8.00

8.483268.72
T
8.50

9.24KBB79 9.696 9.9GW.14B.383.4900.689
T T
9.00 9.50 10.00 10.50
TIC: VV020752.D\data.ms

1111
—
11.00

—— \
7.50 11.50 12.00

7 13.689

o

Time-->

SOMVLM@32321WMA.M Mon Mar 29 17:28:29 2021

1286164
T T T ‘ T
12.50

13.37
T T T ‘ T
13.50

13.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32621\
Data File : VV020752.D

Acqg On : 26 Mar 2021 13:24

Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: VOC Analysis

: C:\DATABASE\NIST11.
TIC Integration Parameters: LSCINT.

L
P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
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Peak Number 1 (DEL) Alkane: Cycl

EstConc Area

3.770

Hit# of 5

3.38 ug/L 105578

Tentative ID

1 Cyclopentane, methyl-
2 1-Pentene, 2-methyl-
3 Cyclohexane

4 Cyclopentane, methyl-
5 Cyclohexane

ic3.770 Concentration Rank 2
Relative to ISTD R.T.
1,4-Difluorobenzene 5.622
MW MolForm CASH# Qual
84 C6H12 000096-37-7 87
84 C6H12 000763-29-1 72
84 C6H12 000110-82-7 72
84 C6H12 000096-37-7 64
84 C6H12 000110-82-7 64

Abundance Scan 849 (3.770 min): VV020752.D\data.ms (-835) (-)
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m/z 56.05 100.00%

,

3.40 3.60 3.80 4.00
m/z 41.10 53.55%

N

3.40 3.60 3.80 4.00
m/z 69.10 48.67%

|
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m/z 55.10 31.02%

L.
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m/z 39.05 23.97%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32621\
Data File : VV020752.D

Acqg On : 26 Mar 2021 13:24
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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: C... 3.770 3.4 ug/L 105578 1 5.622 1563540 50.0
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