LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020944.D

Acqg On : 06 Apr 2021 12:36
Operator : SY/MD

Sample : M1880-21

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: VV020944.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  1.307 76 83 93 rBV 240361 235206 11.52% 1.500%
2 1.568 157 164 175 rBV 193727 218295 10.69% 1.392%
3 1.995 294 297 304 rVB 6136 3729 0.18% 0.024%
4 2.108 322 332 356 rVB 460373 665413 32.59%  4.243%
5 2.439 433 435 439 rBV2 543 399 0.02% 0.003%
6 2.642 493 498 502 rVB3 588 489 0.02% 0.003%
7 2.667 503 506 508 rBv2 631 317 0.02% 0.002%
8 2.744 527 530 531 rBV 373 233  0.01% 0.001%
9 2.780 538 541 545 rBv2 521 393 0.02% 0.003%
106 2.812 549 551 554 rBV 513 275 0.01% 0.002%
11 2.841 558 560 564 rBv2 439 289 0.01% 0.002%
12 2.870 568 569 571 rBv2 270 117 0.01% 0.001%
13  3.063 627 629 633 rBV 653 503 0.02% 0.003%
14 3.124 647 648 649 rBV 415 157 0.01% 0.001%
15 3.162 654 660 664 rVv2 428 584 0.03% 0.004%
16 3.285 695 698 701 rBV2 519 3106 0.02% 0.002%
17 3.307 701 705 708 rVB2 798 496 0.02% 0.003%
18 3.326 708 711 717 rBV2 595 510 0.02% 0.003%
19 3.349 717 718 723 rVB2 466 261 0.01% 0.002%
20 3.378 725 727 729 rBV2 381 159 0.01% 0.001%
21 3.526 769 773 777 rBvV2 732 702 0.03% 0.004%
22 3.571 786 787 789 rBV2 235 93 0.00% 0.001%
23 3.593 789 794 795 rBvV2 527 337 0.02% 0.002%
24  3.622 801 803 804 rBv2 318 98 0.00% 0.001%
25 3.645 808 810 811 rVv2 285 82 0.00% 0.001%
26 3.670 815 818 823 rVB 951 611 ©0.03% 0.004%
27 3.7063 826 828 833 rVB 332 196 ©0.01% 0.001%
28 3.773 847 850 855 rBB 494 502 0.02% 0.003%
29 3.799 855 858 863 rBB2 474 492 0.02% 0.003%
30 3.834 863 869 870 rBV 494 409 0.02% 0.003%
31 3.902 878 890 921 rBV2 107375 365958 17.92%  2.333%
32 4.352 1014 1030 1061 rBV 358418 888692 43.52% 5.666%
33 4.825 1175 1177 1179 rBV2 610 373 0.02% 0.002%
34 4.879 1191 1194 1198 rBV3 554 378 0.02% 0.002%
35 4.973 1221 1223 1226 rVB2 368 111 0.01% 0.001%

36 5.050 1229 1247 1275 rBvV2 799101 2041946 100.00% 13.019%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020944.D

Acqg On : 06 Apr 2021 12:36
Operator : SY/MD

Sample : M1880-21

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 5.365 1343 1345 1348 rBV2 472 254 0.01% ©0.002%
38 5.436 1365 1367 1370 rvB3 708 380 0.02% 0.002%
39 5.529 1394 1396 1399 rBV 684 385 0.02% 0.002%
40 5.619 1412 1424 1458 rBV 643170 1285790 62.97% 8.198%
41  5.912 1504 1515 1532 rBV3 43127 88087 4.31% 0.562%
42 6.072 1552 1565 1597 rBV2 428298 883536 43.27% 5.633%
43  6.320 1640 1642 1643 rBvV2 567 218 0.01% ©0.001%
44  6.400 1666 1667 1671 rBV 503 386 0.02% 0.002%
45  6.439 1677 1679 1682 rVB 706 327 0.02% 0.002%
46 6.461 1682 1686 1687 rBvV2 582 336 0.02% 0.002%
47 6.558 1712 1716 1720 rVB3 853 623 0.03% 0.004%
48 6.583 1720 1724 1728 rBV3 1083 931 0.05% 0.006%
49 6.609 1731 1732 1733 rBV 431 91 0.00% 0.001%
50 6.625 1733 1737 1739 rBV3 654 351 0.02% 0.002%
51 6.683 1753 1755 1758 rBV 354 211 0.01% 0.001%
52 6.702 1758 1761 1763 rBV2 599 336 0.02% 0.002%
53 6.754 1775 1777 1779 rBV 436 253 0.01% 0.002%
54 6.870 1811 1813 1816 rBV 350 142 0.01% 0.001%
55 6.886 1816 1818 1819 rvVv 309 87 0.00% 0.001%
56 6.899 1819 1822 1825 rVB2 616 315 0.02% 0.002%
57 6.937 1831 1834 1837 rBV 434 233  0.01% ©0.001%
58 6.989 1839 1850 1875 rBV 259293 477720 23.40%  3.046%
59 7.230 1921 1925 1927 rBV2 661 513 0.03% 0.003%
60 7.256 1931 1933 1936 rBvV2 457 298 0.01% 0.002%
61 7.320 1940 1953 1971 rBV 953495 1671084 81.84% 10.654%
62 7.625 2038 2048 2072 rBV 184141 321950 15.77% 2.053%
63 7.834 2111 2113 2117 rVB2 588 421 0.02% 0.003%
64 7.879 2125 2127 2134 rVB4 515 507 ©0.02% 0.003%
65 7.931 2141 2143 2145 rBV2 1017 402 0.02% 0.003%
66 7.976 2155 2157 2158 rBV 539 194 0.01% 0.001%
67 7.982 2158 2159 2161 rVVv2 906 357 0.02% 0.002%
68 8.095 2183 2194 2232 rBV2 416295 851668 41.71% 5.430%
69 8.529 2328 2329 2331 rBV 498 229 0.01% 0.001%
70 8.680 2375 2376 2377 rBV 386 137 0.01% 0.001%
71  8.741 2392 2395 2399 rBV3 614 415 0.02% 0.003%
72 8.857 2419 2431 2458 rBV 953540 1553895 76.10% 9.907%
73 9.210 2539 2541 2543 rBV 352 224 0.01% 0.001%
74  9.358 2584 2587 2592 rBV3 800 798 0.04% 0.005%
75 9.407 2599 2602 2604 rBV 584 333  0.02% 0.002%
76 9.445 2612 2614 2616 rBv2 296 116 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020944.D

Acqg On : 06 Apr 2021 12:36
Operator : SY/MD

Sample : M1880-21

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 9.458 2616 2618 2621 rBV2 414 197 0.01% 0.001%
78 9.545 2642 2645 2648 rBvV 557 384 0.02% 0.002%
79 9.558 2648 2649 2650 rBV 441 137 0.01% 0.001%
80 9.728 2697 2702 2706 rBV 803 768 0.04% ©0.005%
81 9.770 2713 2715 2716 rBV 264 88 0.00% 0.001%
82 9.921 2758 2762 2764 rBV3 549 404 0.02% 0.003%
83 10.053 2798 2803 2804 rBV3 489 353  0.02% 0.002%
84 10.133 2822 2828 2838 rVB8 3329 4697 ©0.23% 0.030%
85 10.220 2844 2855 2877 rBV 631525 968035 47.41% 6.172%
86 10.654 2985 2990 2993 rBV2 611 620 0.03% 0.004%
87 10.760 3020 3023 3025 rBV 669 464 0.02% 0.003%
88 10.924 3068 3074 3081 rBV6 3307 4121 0.20% 0.026%
89 11.037 3106 3109 3111 rBV 611 456 0.02% 0.003%
90 11.146 3141 3143 3148 rVB4 1632 1072 0.05% 0.007%

91 11.255 3165 3177 3197 rBV 977101 1495522 73.24% 9.535%

92 11.468 3241 3243 3244 rBV 578 234 0.01% 0.001%
93 11.632 3281 3294 3315 rBV 1055296 1628208 79.74% 10.381%
94 11.792 3339 3344 3347 rBV5 1946 1867 0.09% 0.012%
95 12.329 3509 3511 3519 rBv4 687 775 0.04% 0.005%
96 12.606 3593 3597 3599 rBV2 916 591 0.03% 0.004%
97 12.677 3615 3619 3623 rBV2 975 1032 0.05% 0.007%
98 13.043 3731 3733 3737 rBvV2 466 395 0.02% 0.003%
99 13.082 3743 3745 3747 rBV2 686 365 0.02% 0.002%
Sum of corrected areas: 15684433
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40621\

: VVe20944.D

: 06 Apr 2021 12:36

: SY/MD

: M1880-21

: 5.0mL/MSVOA_V/WATER

: 9 Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VV020944.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020944.D

Acqg On : 06 Apr 2021 12:36
Operator : SY/MD

Sample : M1880-21

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\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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.912 3.43 ug/L 88087 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 39
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
3 Benzonitrile, 4-methoxy- 133 C8H7NO 000874-90-8 9
4 Acetylthiosemicarbazide 133 C3H7N30S 002302-88-7 9
5 Furfural 96 C5H402 000098-01-1 9

Abundance Scan 1515 (5.912 min): VV020944.D\data.ms (-1504) (-) m/z 131.00 100.00%

131.0
96.0
5000 61.0
e
35.0 ‘ ‘ 5.60 5.80 6.00 6.20
oH‘w‘HM‘LJmH‘w‘M‘H‘,‘mw,mww_ww m/z 132.95  96.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
5000 L L L L R R B
131.0 5.60 5.80 6.00 6.20
15.0 m/z 96.00 81.94%
0 1360, Gl 1550 190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2705: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
A Y -
5.60 5.80 6.00 6.20
5000 m/z 98.00  60.08%
26.0 H
oH‘wJ‘HMm:uu“"H‘Hml‘m,‘m,‘m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14728: Benzonitrile, 4-methoxy- ““H““‘W‘A¢W“‘v
133.0 5.60 5.80 6.00 6.20
m/z 61.00 38.16%
5000 90.0
63.0
39.0
L W R W 0 SV SV W
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020944.D

Acqg On : 06 Apr 2021 12:36
Operator : SY/MD

Sample : M1880-21

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|

unknown-01 5.912 3.4 ug/L 88087 1 5.619 1285790 50.0

SOMVLM@32321WMA.M Wed Apr 07 17:06:41 2021 P 6



