LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42621\
Data File : VV021153.D

Acqg On : 26 Apr 2021 19:34

Operator : SY/MD

Sample : M2165-13ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 21  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@21153.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 83 104 rVB 287840 396663 2.81% 1.031%
2 1.571 158 165 193 rVB 191464 363558 2.57% 0.945%
3 2.095 321 328 349 rVB 793917 1107640 7.84% 2.880%
4 3.005 610 611 613 rBv2 488 243  0.00% 0.001%
5 3.166 656 661 662 rBvV2 529 454 0.00% 0.001%
6 3.211 672 675 678 rBV3 501 312 0.00% 0.001%
7 3.249 683 687 689 rBv2 461 372 0.00% 0.001%
8 3.301 701 703 706 rVB2 521 252  0.00% 0.001%
9 3.346 713 717 719 rBV 506 376 0.00% 0.001%
10 3.400 732 734 736 rBv2 638 291 0.00% ©0.001%
11  3.433 742 744 747 rBV3 1087 577 ©0.00% 0.002%
12 3.545 776 779 782 rVB 505 330 0.00% 0.001%
13 3.597 793 795 796 rVB 328 82 0.00% 0.000%
14 3.603 796 797 801 rBV2 613 432 0.00% 0.001%
15 3.638 805 808 809 rBv2 690 323  0.00% 0.001%
16 3.770 847 849 852 rBV2 848 320 0.00% 0.001%
17 3.822 860 865 871 rBv4 1235 1541 0.01% 0.004%
18 3.921 883 896 937 rBv2 138549 694227 4.91% 1.805%
19 4.349 1015 1029 1056 rVB 620367 1538271 10.88% 4.000%
20 4.809 1170 1172 1174 rBV2 450 181 0.00% 0.000%
21  4.896 1194 1199 1201 rBV3 692 611 ©0.00% 0.002%
22 4.973 1217 1223 1225 rBv4 880 869 0.01% 0.002%
23 5.043 1229 1245 1278 rBV2 1425481 3603760 25.50% 9.370%
24  5.619 1412 1424 1460 rBV 477709 1004996 7.11% 2.613%
25 5.908 1501 1514 1536 rBV7 32256 76711 0.54% 0.199%
26 6.072 1551 1565 1600 rBV 788735 1672964 11.84%  4.350%
27 6.304 1634 1637 1640 rBV4 1203 786 0.01% 0.002%
28 6.539 1706 1710 1711 rBV2 873 653 0.00% 0.002%
29 6.895 1820 1821 1823 rBV 606 249 0.00% 0.001%
30 6.947 1835 1837 1838 rBV 326 147 0.00% ©0.000%
31 6.989 1838 1850 1885 rVV 424325 856885 6.06%  2.228%
32 7.317 1940 1952 1973 rBV 1551247 2839269 20.09% 7.382%
33 7.625 2039 2048 2080 rVB 273329 577989 4.09% 1.503%
34 7.873 2122 2125 2128 rBV4 1424 1098 0.01% 0.003%
35 7.979 2142 2158 2186 rBV 8384270 14133603 100.00% 36.748%

36 8.127 2187 2204 2245 rVB 463001 1883112 13.32% 4.896%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42621\
Data File : VV021153.D

Acqg On : 26 Apr 2021 19:34

Operator : SY/MD

Sample : M2165-13ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 21  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
37 8.741 2392 2395 2397 rBvV3 884 514 0.00% 0.001%
38 8.802 2411 2414 2416 rBvV2 731 380 0.00% 0.001%
39 8.860 2420 2432 2452 rBV 649096 1259309 8.91% 3.274%
40 9.252 2552 2554 2559 rBV3 779 432 0.00% 0.001%
41  9.368 2587 2590 2593 rVB2 879 465 0.00% 0.001%
42 9.461 2617 2619 2621 rBV2 571 270 0.00% 0.001%
43 9.474 2621 2623 2626 rBV2 759 497 0.00% 0.001%
44  9.558 2645 2649 2652 rBV3 1242 1040 0.01% 0.003%
45  9.632 2671 2672 2674 rBV 332 106 ©0.00% ©0.000%
46 9.645 2674 2676 2677 rBV 425 188 0.00% 0.000%
47  9.940 2765 2768 2772 rBV2 1128 714 0.01% 0.002%
48 10.018 2789 2792 2794 rBV2 538 341 0.00% 0.001%
49 10.059 2803 2805 2808 rVB2 960 372 0.00% 0.001%
50 10.230 2844 2858 2879 rBV 1200082 2158436 15.27% 5.612%
51 10.439 2920 2923 2925 rBvV2 712 445 0.00% 0.001%
52 10.464 2928 2931 2935 rBvV3 1066 871 0.01% 0.002%
53 10.924 3067 3074 3083 rVB7 6649 10556 0.07% 0.027%
54 11.262 3165 3179 3197 rBV 757577 1210363 8.56% 3.147%
55 11.635 3283 3295 3315 rBV 1923902 3050687 21.58% 7.932%
56 11.905 3377 3379 3382 rVB2 820 407 ©0.00% 0.001%
57 11.956 3392 3395 3398 rBV3 758 564 0.00% 0.001%
58 12.345 3514 3516 3517 rBV 950 411 0.00% 0.001%
59 12.683 3619 3621 3622 rBV 673 215 0.00% 0.001%
60 13.043 3731 3733 3735 rBV2 1167 640 0.00% 0.002%
61 13.130 3758 3760 3763 rBV2 702 464 0.00% 0.001%
62 13.670 3924 3928 3929 rBV2 1056 666 0.00% 0.002%
63 14.525 4191 4194 4198 rVB4 2209 1505 0.01% 0.004%
Sum of corrected areas: 38461005
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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\VVve42621\

: VVe21153.D

: 26 Apr 2021 19:34

: SY/MD

¢ M2165-13ME

: 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 21 Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042621\
Data File : VV021153.D

Acqg On : 26 Apr 2021 19:34

Operator : SY/MD

Sample : M2165-13ME

Misc : 5.69g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 21 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.908 3.82 ug/L 76711  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Clorethate 322 C5H4C1603 005634-37-7 37
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 27
3 Carbamic acid, acetylthio-, O-me... 133 C4H7NO2S 016696-87-0 22
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 16
5 Benzene, fluoro- 96 C6H5F 000462-06-6 10

Abundance Scan 1514 (5.908 min): VV021153.D\data.ms (-1501) (-) m/z 96.00 100.00%

96.0 131.0
5000 61.1
\\‘\\\\’\\\\“\\\\‘\\\\’
5.60 5.80 6.00 6.20
I | 261t g
L N m/z 131.80  96.93%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #163040: Clorethate
131.0
5000 UL L B R LR B |
95.0 5.60 5.80 6.00 6.20
m/z 133.00 90.83%
11o 610 ‘ 179.0 /
O\H\‘H‘\.“\“H‘H"“‘HH“N‘H!“‘HHH“\\‘}‘\“HH“‘H\\‘]-\\gg"(\)\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #2705: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
S
5.60 5.80 6.00 6.20
5000 m/z 98.10 53.79%
26.0 ‘
omwJ‘H‘u_wm‘”wmlw_WH_Hww_wwww
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #14588: Carbamic acid, acetylthio-, O-methyl ester e AR aEmE
138.0 5.60 5.80 6.00 6.20
m/z 61.10 43.14%
43.0
5000 91.0
m/z--> 20 40 60 80 100120140160 180200220240260 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\VVv042621\
Data File : VV021153.D

Acqg On : 26 Apr 2021 19:34

Operator : SY/MD

Sample : M2165-13ME

Misc : 5.69g/5.0mL/100ulL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 21  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|

unknown-01 5.908 3.8 ug/L 76711 1 5.619 1005000 50.0
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