LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42821\
Data File : VV021209.D

Acqg On : 28 Apr 2021 18:35

Operator : SY/MD

Sample : M2165-21ME 5X

Misc : 6.48g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 22 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\SFAMVLMO42121WMA.M
Title : VOC Analysis

Signal : TIC: VV@21209.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 77 83 100 rVB 336351 361240 8.93% 1.417%
2 1.568 158 164 178 rVB 268481 309249 7.65% 1.213%
3 2.165 322 331 366 rVB 650448 973550 24.07%  3.819%
4 2.294 384 390 400 rVB 7165 10515 0.26% 0.041%
5 2.375 410 415 420 rBV5 1238 1569 0.04% 0.006%
6 2.397 420 422 425 rBV4 1032 602 0.01% 0.002%
7 2.764 530 536 541 rBV7 3858 4691 0.12% 0.018%
8 2.889 569 575 576 rBv2 821 832 0.02% 0.003%
9 2.953 593 595 598 rBv3 1083 792 0.02% 0.003%
106 3.063 623 629 631 rBvV2 744 721 0.02% ©0.003%
11  3.114 641 645 650 rBvV3 727 710 0.02% 0.003%
12 3.249 683 687 688 rBV3 439 275 0.01% 0.001%
13  3.265 689 692 695 rv4 720 551 0.01% 0.002%
14 3.323 707 710 713 rBV2 572 302 0.01% 0.001%
15 3.375 723 726 730 rBV 629 479 0.01% 0.002%
16 3.429 742 743 744 rBV 396 146 0.00% 0.001%
17 3.616 798 801 804 rBV2 610 451 0.01% 0.002%
18 3.664 814 816 818 rBV2 468 248 0.01% 0.001%
19 3.722 833 834 836 rBvV 244 126 0.00% 0.000%
20 3.767 843 848 851 rBv4 1341 1320 0.03% 0.005%
21 3.847 869 873 876 rVB2 866 648 0.02% 0.003%
22 3.902 876 890 929 rBV2 143542 510574 12.63% 2.003%
23 4.291 1009 1011 1012 rBV 975 495 0.01% 0.002%
24  4.352 1013 1030 1056 rVV 447445 1098165 27.15% 4.308%
25 4.815 1172 1174 1175 rBV2 597 221 0.01% 0.001%
26 4.879 1191 1194 1197 rBV2 839 511 0.01% 0.002%
27 4.908 1201 1203 1205 rBV2 489 196 ©0.00% 0.001%
28 4.989 1225 1228 1229 rBV2 701 441 0.01% 0.002%
29 5.050 1229 1247 1281 rVV2 1023340 2625641 64.92% 10.300%
30 5.339 1335 1337 1340 rBV3 742 425 0.01% 0.002%
31 5.404 1351 1357 1359 rBvV3 1003 1077 0.03% 0.004%
32 5.564 1405 1407 1409 rBV 537 228 0.01% 0.001%
33 5.619 1412 1424 1455 rBV 874347 1764800 43.64% 6.923%
34 5.912 1504 1515 1531 rBV3 42062 91079 2.25% ©.357%
35 6.072 1552 1565 1595 rBV2 571800 1176736 29.10% 4.616%
36 6.346 1648 1650 1653 rBvV2 611 383 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42821\
Data File : VV021209.D

Acqg On : 28 Apr 2021 18:35

Operator : SY/MD

Sample : M2165-21ME 5X

Misc : 6.48g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO42121WMA.M
Title : VOC Analysis
37 6.590 1724 1726 1729 rBV3 611 368 ©0.01% 0.001%
38 6.715 1762 1765 1770 rVB5 1004 947 0.02% 0.004%
39 6.770 1779 1782 1785 rVB4 1357 722 0.02% 0.003%
40 6.989 1839 1850 1880 rBV 314069 595215 14.72%  2.335%
41  7.227 1921 1924 1929 rBV5 1173 1128 0.03% 0.004%
42 7.320 1940 1953 1970 rBV 1258186 2179296 53.89% 8.549%
43 7.625 2039 2048 2072 rBV2 221111 391649 9.68% 1.536%
44  7.979 2144 2158 2182 rBV 2441894 4044124 100.00% 15.865%
45  8.095 2185 2194 2231 rVV 569335 1128523 27.91% 4.427%
46 8.522 2322 2327 2332 rBV4 940 1019 0.03% 0.004%
47  8.690 2376 2379 2384 rBV4 920 697 0.02% 0.003%
48  8.857 2419 2431 2457 rBV 1344032 2197302 54.33% 8.620%
49 9.153 2515 2523 2529 rBV5 4955 7448 0.18% 0.029%
50 9.358 2585 2587 2588 rBV 621 305 0.01% 0.001%
51 9.391 2595 2597 2599 rBV 700 364 0.01% 0.001%
52 9.487 2621 2627 2629 rBV2 662 808 0.02% 0.003%
53 9.561 2641 2650 2654 rBVv7 3319 4911 0.12% 0.019%
54 9.738 2701 2705 2708 rBV4 1160 997 0.02% 0.004%
55 9.850 2738 2740 2745 rVB4 1176 669 0.02% 0.003%
56 9.944 2764 2769 2776 rVB9 3135 4008 0.10% 0.016%
57 10.056 2801 2804 2805 rBV 453 269 0.01% 0.001%
58 10.136 2821 2829 2841 rVB7 5382 9549 0.24% 0.037%
59 10.223 2841 2856 2880 rBV 869510 1364288 33.74% 5.352%
60 10.458 2925 2929 2931 rBV2 1279 927 0.02% 0.004%
61 10.548 2949 2957 2960 rBV6 3444 4292 0.11% 0.017%
62 10.635 2981 2984 2985 rBV 751 383 0.01% 0.002%
63 10.863 3052 3055 3058 rBV3 686 560 0.01% 0.002%
64 10.924 3067 3074 3086 rBv4 11072 17385 0.43% 0.068%
65 10.985 3091 3093 3097 rVB3 589 266 0.01% 0.001%
66 11.085 3121 3124 3126 rBV 713 433 0.01% 0.002%
67 11.159 3139 3147 3150 rBV7 3351 4922 0.12% 0.019%
68 11.255 3166 3177 3204 rBV 1457101 2254032 55.74%  8.842%
69 11.632 3282 3294 3314 rBV 1388929 2231571 55.18% 8.754%
70 12.172 3460 3462 3465 rVB2 846 404 0.01% 0.002%
71 12.439 3541 3545 3554 rBV5S 2199 2491 0.06% 0.010%
72 12.657 3605 3613 3628 rVB3 14943 24072 0.60% 0.094%
73 13.046 3729 3734 3738 rBV3 1159 1511 0.04% 0.006%
74 13.127 3757 3759 3762 rVB2 785 351 0.01% 0.001%
75 13.175 3772 3774 3775 rBV 587 250 0.01% 0.001%
76 13.275 3798 3805 3821 rVB4 16143 24778 0.61% 0.097%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42821\
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77 13.513 3874 3879 3891 rVB2 11909 20200 ©.50% 0.079%
78 13.754 3947 3954 3966 rVB4 16569 27909 0.69% 0.109%

Sum of corrected areas: 25491332
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve42821\

: VWe21209.D

: 28 Apr 2021 18:35

: SY/MD

: M2165-21ME 5X

: 6.48g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
t 22

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.M
: VOC Analysis

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: VV021209.D\data.ms

2. 7688536 RI2BRIZ BEEHBEAY_

5.050

ol 2 8
Time--> 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
Abundance TIC: VV021209.D\data.ms

7.979
2000000
1500000 11.255
8.857 11.632
7.320
1000000 10.223
8.095
500000
6.989
7.625
05%7150 j\ 7.227 K 8.528.690 9.153038R&H6 9. 73850 1014884633 0.@0248 8
T e e T I e L e ‘ —7—
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV021209.D\data.ms
2000000
1500000
1000000
500000
0,17212,4392.657 1316281 875.3.51313.754
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042821\
Data File : VV021209.D

Acqg On : 28 Apr 2021 18:35

Operator : SY/MD

Sample ¢ M2165-21ME 5X

Misc : 6.48g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO42121WMA.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 Propanoic acid, 2,2,3-trich... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.912 2.58 ug/L 91079 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 56
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
3 Ethane, 1,1,1,2-tetrachloro- 166 C2H2Cl4 000630-20-6 37
4 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25
5 5-Hydroxypyrimidine 96 C4H4AN20 026456-59-7 9

Abundance Scan 1515 (5.912 min): VV021209.D\data.ms (-1504) (-) m/z 96.00 100.00%

96.0 132.9
5000 61.0
PR
36.8 ‘ 5.60 5.80 6.00 6.20
Ot WL m/z 132,95 99.12%
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 B R IR B |
131.0 5.60 5.80 6.00 6.20
15.0 m/z 130.90 93.26%
0 136.0 L1550 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
R AR R
5.60 5.80 6.00 6.20
5000 ITI/Z 98.00 68.59%
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 #35236: Ethane, 1,1,1,2-tetrachloro- SNMBSSINNS B YW d? S
133.0 5.60 5.80 6.00 6.20
m/z 61.00 47.33%
5000
95.0
260 610 ‘ ‘
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\VVve42821\
Data File : VV021209.D

Acqg On : 28 Apr 2021 18:35

Operator : SY/MD

Sample : M2165-21IME 5X

Misc : 6.48g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@42121WMA.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|

Propanoic acid,... 5.912 2.6 ug/L 91079 1 5.619 1764800 50.0
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