LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062321\
Data File : VV021554.D

Acqg On : 23 Jun 2021 13:38
Operator : SY/MD

Sample : M2808-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVLMO52721WMA .M
Title : VOC Analysis

Signal : TIC: VV@21554.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 83 100 rVB 236680 238255 13.29% 1.736%
2 1.568 157 164 175 rVB 196502 215847 12.04% 1.573%
3 2.165 321 331 345 rBV 395065 585610 32.67% 4.267%
4 3.461 749 753 758 rBV4 498 615 ©0.03% 0.004%
5 3.503 764 766 770 rBv2 345 217 0.01% 0.002%
6 3.613 798 800 802 rBV3 356 159 0.01% 0.001%
7 3.629 803 805 806 rBV 392 174 0.01% ©0.001%
8 3.654 810 813 814 rBV2 362 212  0.01% 0.002%
9 3.886 874 885 920 rBV 116930 377311 21.05% 2.750%
10 4.346 1012 1028 1057 rBvV 281017 702510 39.19% 5.119%
11  4.664 1125 1127 1129 rBV2 489 239 0.01% 0.002%
12 4.719 1142 1144 1146 rBv2 379 174 0.01% 0.001%
13 4.780 1161 1163 1164 rVB2 295 92 0.01% 0.001%
14  4.815 1172 1174 1176 rBV3 347 166 ©0.01% 0.001%
15 4.844 1181 1183 1184 rBV 320 134 0.01% 0.001%
16 4.870 1184 1191 1193 rBv4 462 488 0.03% 0.004%
17  4.953 1215 1217 1219 rBV2 344 197 0.01% 0.001%
18 5.043 1226 1245 1283 rBV2 696631 1792370 100.00% 13.061%
19 5.612 1409 1422 1451 rBV 547098 1091626 60.90% 7.955%
20 5.847 1489 1495 1497 rBV5 751 804 0.04% 0.006%
21 5.905 1501 1513 1529 rBV2 29073 63296 3.53% 0.461%
22 6.066 1548 1563 1595 rBV 390379 807674 45.06% 5.886%
23 6.397 1664 1666 1668 rVB2 819 403 0.02% 0.003%
24  6.436 1677 1678 1681 rVB2 588 206 0.01% 0.002%
25 6.448 1681 1682 1686 rVB 315 177 0.01% 0.001%
26 6.468 1686 1688 1691 rBV2 242 161 ©0.01% 0.001%
27 6.510 1697 1701 1704 rBV4 577 516 0.03% 0.004%
28 6.564 1716 1718 1719 rBV 462 181 ©0.01% 0.001%
29 6.776 1782 1784 1789 rVB3 509 347 0.02% 0.003%
30 6.805 1789 1793 1794 rvv2 648 336 0.02% 0.002%
31 6.815 1794 1796 1802 rVB3 586 455 0.03% 0.003%
32 6.847 1802 1806 1808 rBV2 345 212 0.01% 0.002%
33 6.879 1813 1816 1819 rBV3 222 201 0.01% 0.001%
34 6.911 1821 1826 1827 rBV3 427 300 0.02% 0.002%
35 6.934 1831 1833 1837 rVB2 518 303 0.02% 0.002%

36 6.985 1837 1849 1875 rBV 237224 443658 24.75%  3.233%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062321\
Data File : VV021554.D

Acqg On : 23 Jun 2021 13:38
Operator : SY/MD

Sample : M2808-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SFAMVLMO52721WMA .M
Title : VOC Analysis
37 7.313 1939 1951 1971 rBV 846542 1467148 81.86% 10.691%
38 7.619 2037 2046 2070 rBV 162475 288670 16.11% 2.104%
39 7.940 2136 2146 2154 rBV2 3979 7892 0.44% 0.058%
40 8.030 2171 2174 2177 rBV4 536 359 0.02% 0.003%
41  8.088 2177 2192 2232 rBV 421963 840894 46.92% 6.128%
42 8.564 2337 2340 2342 rBV2 459 251 0.01% 0.002%
43  8.593 2347 2349 2353 rBV2 356 320 0.02% 0.002%
44  8.612 2353 2355 2357 rBV 199 76 ©0.00% 0.001%
45  8.693 2378 2380 2382 rBV 641 365 ©0.02% 0.003%
46 8.850 2417 2429 2452 rBV 785270 1292243 72.10% 9.417%
47  9.069 2495 2497 2499 rBvV2 597 290 0.02% 0.002%
48  9.214 2541 2542 2544 rBV2 247 137 0.01% 0.001%
49 9.291 2563 2566 2569 rVB2 315 212 0.01% 0.002%
50 9.313 2569 2573 2576 rBV3 389 209 0.01% 0.002%
51 9.384 2592 2595 2597 rBV 312 176 0.01% 0.001%
52 9.413 2600 2604 2606 rBV2 517 349 0.02% 0.003%
53 9.503 2630 2632 2635 rBvV3 351 226 0.01% 0.002%
54 9.609 2663 2665 2666 rBV 228 87 ©0.00% 0.001%
55 9.632 2670 2672 2674 rVB 376 106 ©0.01% ©0.001%
56 9.680 2685 2687 2692 rVB4 541 456 0.03% 0.003%
57 9.725 2697 2701 2705 rBV4 613 591 0.03% 0.004%
58 9.799 2721 2724 2725 rBV3 266 143 0.01% 0.001%
59 9.882 2747 2750 2752 rBV3 742 433 0.02% 0.003%
60 9.931 2758 2765 2767 rBV3 754 899 0.05% 0.007%
61 10.008 2785 2789 2795 rVB4 734 683 0.04% 0.005%
62 10.043 2795 2800 2802 rBV4 608 547 0.03% 0.004%
63 10.175 2838 2841 2842 rBV 284 147 0.01% 0.001%
64 10.217 2842 2854 2879 rVV 499834 794375 44.32% 5.789%
65 10.384 2896 2906 2919 rVB2 7580 13646 0.76% 0.099%
66 10.439 2919 2923 2926 rBV2 300 219 0.01% 0.002%
67 10.484 2935 2937 2938 rBV 178 40 0.00% 0.000%
68 10.500 2939 2942 2943 rBV 349 195 ©0.01% 0.001%
69 10.628 2979 2982 2986 rBV2 666 434 0.02% 0.003%
70 10.696 3000 3003 3005 rBV2 268 204 0.01% ©0.001%
71 10.709 3005 3007 3008 rBV2 319 117 0.01% 0.001%
72 10.734 3013 3015 3018 rvv2 326 157 0.01% 0.001%
73 10.789 3029 3032 3034 rBV2 368 216 0.01% ©0.002%
74 10.824 3039 3043 3044 rBV2 471 282 0.02% 0.002%
75 10.918 3064 3072 3083 rBVS8 2447 5156 ©0.29% 0.038%
76 11.149 3138 3144 3145 rBV3 2167 2071 0.12% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062321\
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Acqg On : 23 Jun 2021 13:38
Operator : SY/MD

Sample : M2808-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
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Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO52721WMA .M
Title : VOC Analysis

77 11.249 3164 3175 3194 rBV 838094 1324184 73.88% 9.649%
78 11.500 3250 3253 3255 rBV2 402 230 0.01% 0.002%
79 11.541 3258 3266 3278 rVVv4 6495 12691 0.71% 0.092%
80 11.625 3280 3292 3315 rVB 824136 1313752 73.30% 9.573%
81 11.956 3393 3395 3398 rVB2 284 141 0.01% 0.001%
82 11.988 3398 3405 3408 rBVS5 973 1099 0.06% 0.008%
83 12.136 3450 3451 3453 rBV 261 104 0.01% 0.001%
84 12.197 3467 3470 3472 rBV2 644 469 0.03% 0.003%
85 12.249 3478 3486 3497 rBV4 2258 3998 0.22% 0.029%
86 12.349 3510 3517 3534 rVB6 10761 18570 1.04% 0.135%
87 12.468 3552 3554 3557 rBV2 429 259 0.01% 0.002%
88 12.689 3620 3623 3625 rBV3 536 338  0.02% 0.002%
89 12.725 3631 3634 3635 rBV 303 140 0.01% 0.001%
990 13.024 3726 3727 3731 rBV 423 271 0.02% 0.002%

Sum of corrected areas: 13722893
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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\VVve62321\

: VWe21554.D

: 23 Jun 2021 13:38

: SY/MD

: M2808-01

: 5.0mL/MSVOA_V/WATER

: 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@52721WMA.M

Quant Title

TIC Library

: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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700000

600000

500000

400000

300000

200000

100000

TIC: VV021554.D\data.ms
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5595
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Time-->
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TIC: VV021554.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062321\
Data File : VV021554.D

Acqg On : 23 Jun 2021 13:38
Operator : SY/MD

Sample : M2808-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.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.
5.905 2.90 ug/L 63296 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
2 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 35
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 25
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 25
5 Furfural 96 C5H402 000098-01-1 9

Abundance Scan 1513 (5.905 min): VV021554.D\data.ms (-1501) (-) m/z 130.90 100.00%

95.9 130.9
5000 61.0
AR
37.0 5.60 5.80 6.00 6.20
Ol el m/z 95.90 85.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2705: Ethylene, 1,2-dichloro-, (2)-
61.0 96.0
5000 \\(\\\\\‘\\\\‘\\\\‘\\\\‘
5.60 5.80 6.00 6.20
26.0 m/z 132.90  84.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone
96.0
61'0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.60 5.80 6.00 6.20
5000 m/z 97.90 58.02%
126.0
N T | R R .
miz--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester e A A Ranns
59.0 96.0 5.60 5.80 6.00 6.20
m/z 61.00 40.31%
5000 131.0
15.0
0 ‘ 36.0 “‘\ L 1550 1900
N R o e e e AR PP e
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\VVv062321\
Data File : VV021554.D

Acqg On : 23 Jun 2021 13:38
Operator : SY/MD

Sample : M2808-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@52721WMA.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 5.905 2.9 ug/L 63296 1 5.612 1091630 50.0
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