LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034734.D

Aca On : 23 Sep 2019 15:30

Operator : JC/SP

Sample = K4982-05 10X

Misc : 5.58a/5.0mL/100uL/10mL/MSVOA_U/MEOH

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULMO91919WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.392 87 94 108 rBV 360410 365794 2.43% 0.755%
2 1.579 133 152 161 rBv4 92548 247702 1.65% 0.511%
3 1.656 169 176 193 rVB 255503 338506 2.25% 0.699%
4 2.254 351 362 384 rVB 530161 842134 5.60% 1.739%
5 2.682 482 495 505 rBvV4 9776 19460 0.13% 0.040%
6 2.768 519 522 524 rVV3 1285 825 0.01% 0.002%
7 2.784 524 527 530 rVB4 2416 1332 0.01% 0.003%
8 2.810 532 535 541 rBV7Y 2771 2550 0.02% 0.005%
9 2.862 549 551 555 rVB3 857 640 0.00% 0.001%
10 3.103 624 626 629 rVB3 1640 950 0.01% 0.002%
11 3.122 629 632 633 rBvV2 1554 902 0.01% 0.002%
12 3.154 640 642 645 rBV3 1164 924 0.01% 0.002%
13 3.202 654 657 660 rvv4 1509 995 0.01% 0.002%
14 3.267 674 677 681 rBvV4 1439 1126 0.01% 0.002%
15 3.334 696 698 704 rVB5 1502 1259 0.01% 0.003%
16 3.415 718 723 725 rBvV4 2010 1617 0.01% 0.003%
17 3.547 761 764 767 rVB4 2225 1308 0.01% 0.003%
18 3.569 767 771 775 rBV5 2796 2409 0.02% 0.005%
19 3.711 811 815 818 rBV3 2068 1702 0.01% 0.004%
20 3.733 818 822 823 rVv3 1082 681 0.00% 0.001%
21 3.752 826 828 830 rBV2 1071 662 0.00% 0.001%
22 4.035 914 916 922 rVB6 1363 1146 0.01% 0.002%
23 4.064 922 925 927 rBV3 1340 895 0.01% 0.002%
24 4.106 935 938 939 rBV3 1079 758 0.01% 0.002%
25 4.148 939 951 979 rBV 232259 619285 4.12% 1.279%
26 4.337 1008 1010 1014 rBVvV4 1698 1269 0.01% 0.003%
27 4.495 1057 1059 1062 rvv3 1090 652 0.00% 0.001%
28 4.530 1068 1070 1074 rvB4 1117 671 0.00% 0.001%
29 4_.556 1074 1078 1082 rBvV8 1590 1546 0.01% 0.003%
30 4.620 1082 1098 1122 rBvV 374252 914777 6.08% 1.889%
31 4.826 1159 1162 1166 rBvV5 1971 1561 0.01% 0.003%
32 4.958 1199 1203 1206 rBv4 2326 2167 0.01% 0.004%
33 5.116 1248 1252 1255 rVB5 1075 827 0.01% 0.002%
34 5.145 1258 1261 1264 rBV3 1116 726 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034734.D

Aca On : 23 Sep 2019 15:30

Operator : JC/SP

Sample = K4982-05 10X

Misc : 5.58a/5.0mL/100uL/10mL/MSVOA_U/MEOH

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO91919WMA .M
Title : VOC Analysis

35 5.196 1264 1277 1282 rBV3 3900 6722 0.04% 0.014%
36 5.315 1290 1314 1345 rBV2 806878 2427150 16.13% 5.011%
37 5.649 1415 1418 1422 rBV5 1638 1156 0.01% 0.002%
38 5.723 1437 1441 1443 rBV5 1196 914 0.01% 0.002%
39 5.765 1443 1454 1467 rVB9 8044 16327 0.11% 0.034%
40 5.862 1470 1484 1509 rBVY 660136 1301953 8.65% 2.688%
41 6.119 1562 1564 1568 rVB5 1682 831 0.01% 0.002%
42 6.154 1572 1575 1576 rBV3 2292 1261 0.01% 0.003%
43 6.225 1595 1597 1599 rBVv4 1322 740 0.00% 0.002%
44 6.305 1606 1622 1644 rVV 552193 1123473 7.47% 2.319%
45 6.559 1696 1701 1703 rBv4 1643 1163 0.01% 0.002%
46 6.688 1739 1741 1744 rBV3 1382 923 0.01% 0.002%
47 6.739 1756 1757 1763 rVB5 1167 792 0.01% 0.002%
48 6.778 1765 1769 1771 rBv4 1023 733 0.00% 0.002%
49 6.845 1786 1790 1794 rBV6 1747 1757 0.01% 0.004%
50 6.874 1794 1799 1801 rVv6 1282 1238 0.01% 0.003%
51 6.977 1828 1831 1837 rVB6 1452 1322 0.01% 0.003%
52 7.006 1837 1840 1843 rBV3 1701 1195 0.01% 0.002%
53 7.064 1853 1858 1860 rBV5 1814 1552 0.01% 0.003%
54 7.083 1862 1864 1868 rVB3 1193 687 0.00% 0.001%
55 7.125 1874 1877 1879 rBV3 1321 887 0.01% 0.002%
56 7.167 1886 1890 1891 rBV3 1050 875 0.01% 0.002%
57 7.206 1891 1902 1921 rBV2 333589 610077 4_05% 1.260%
58 7.402 1959 1963 1966 rBv4 1628 1025 0.01% 0.002%
59 7.488 1987 1990 1993 rBV5 1291 982 0.01% 0.002%

60 7.543 1993 2007 2023 rBV 1124588 1955765 13.00% 4._.038%

61 7.829 2082 2096 2118 rBV 235226 422149 2.81% 0.872%

62 8.000 2146 2149 2156 rVBS8 1395 1287 0.01% 0.003%
63 8.125 2182 2188 2192 rBVS8 1530 1795 0.01% 0.004%
64 8.151 2194 2196 2200 rBv4 1485 1282 0.01% 0.003%
65 8.215 2207 2216 2223 rVB4 6385 11328 0.08% 0.023%
66 8.244 2223 2225 2228 rVB2 1426 710 0.00% 0.001%
67 8.289 2228 2239 2271 rBV 800532 1465995 9.74% 3.027%
68 8.492 2300 2302 2307 rVB3 1683 840 0.01% 0.002%
69 8.643 2345 2349 2352 rBV5 1736 1407 0.01% 0.003%
70 8.701 2363 2367 2371 rVB5 1398 1215 0.01% 0.003%
71 8.784 2390 2393 2394 rBV3 1180 626 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034734.D

Aca On : 23 Sep 2019 15:30

Operator : JC/SP

Sample = K4982-05 10X

Misc : 5.58a/5.0mL/100uL/10mL/MSVOA_U/MEOH

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO91919WMA .M
Title : VOC Analysis

72 8.816 2401 2403 2408 rBV5 1088 767 0.01% 0.002%
73 8.890 2421 2426 2432 rVVv7 3765 4926 0.03% 0.010%
74 9.016 2460 2465 2468 rVVv5 2538 2225 0.01% 0.005%

75 9.067 2468 2481 2508 rBV2 1044438 2168735 14.41% 4._477%

76 9.228 2520 2531 2547 rBV 395404 635745 4.23% 1.313%
77 9.350 2556 2569 2585 rBV 1339641 2186171 14.53% 4_.513%

78 9.633 2652 2657 2661 rBV6 1901 1671 0.01% 0.003%
79 9.668 2664 2668 2670 rBV3 2415 1872 0.01% 0.004%
80 9.755 2684 2695 2714 rBV2 377755 628524 4.18% 1.298%
81 9.900 2736 2740 2742 rBvV4 2855 2383 0.02% 0.005%
82 9.932 2742 2750 2759 rVB6 13291 22252 0.15% 0.046%
83 9.980 2759 2765 2768 rBV7 2517 3280 0.02% 0.007%
84 10.016 2771 2776 2778 rBvV4 9137 8645 0.06% 0.018%
85 10.138 2806 2814 2826 rVB4 13525 27639 0.18% 0.057%
86 10.186 2826 2829 2830 rBV2 1914 931 0.01% 0.002%
87 10.196 2830 2832 2836 rVV5 1566 1161 0.01% 0.002%
88 10.408 2886 2898 2927 rVB 748760 1234508 8.21% 2.549%
89 10.569 2941 2948 2951 rBV6 5924 7365 0.05% 0.015%
90 10.652 2964 2974 2975 rBV6 15658 22540 0.15% 0.047%
91 10.794 3011 3018 3030 rVB2 76742 116399 0.77% 0.240%
92 11.022 3087 3089 3091 rBV3 2033 1216 0.01% 0.003%
93 11.093 3105 3111 3115 rBV5 11935 16542 0.11% 0.034%
94 11.125 3115 3121 3134 rVB2 37843 59932 0.40% 0.124%
95 11.247 3155 3159 3160 rBV3 3588 2927 0.02% 0.006%

96 11.392 3191 3204 3216 rBV 2893481 4620934 30.71% 9.540%
97 11.482 3216 3232 3248 rVB2 4356423 8269650 54.97% 17.073%
98 11.855 3332 3348 3375 rVB2 8755950 15045062 100.00% 31.061%
99 13.106 3730 3737 3750 rBV6 44120 80820 0.54% 0.167%
100 13.482 3845 3854 3871 rBV 295176 512290 3.41% 1.058%

Sum of corrected areas: 48437004
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034734.D

Aca On : 23 Sep 2019 15:30

Operator : JC/SP

Sample = K4982-05 10X

Misc : 5.58a/5.0mL/100uL/10mL/MSVOA_U/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO091919WMA _M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU034734.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU092319\
Data File : VU034734.D

Aca On : 23 Sep 2019 15:30

Operator : JC/SP

Sample = K4982-05 10X

Misc : 5.58a/5.0mL/100uL/10mL/MSVOA_U/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO091919WMA _M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

1.58 9.51 ug/L 247702 1,4-Difluorobenzene 5.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethvl methvl sulfone 142 C3H7CI02S 050890-51-2 35
2 Ethanol. 2-(2-chloroethoxv)- 124 C4H9CI02 000628-89-7 12
3 Ethane. 1.2-bis(2-chloroethoxv)- 186 C6H12CI1202 000112-26-5 10
4 Propanoic acid. 2-chloro-. methv... 122 C4H7Cl02 017639-93-9 10
5 Tris-(2-chloroethyl)orthoformate 250 C7H13CI303 018719-58-9 9

Abundance Scan 152 (1.579 min): VU034734.D (-133) (-) m/z 35.10 100.00%
391 63.0

5000 i
—rrrr

91.1 1.20 1.40 1.60 1.80 2.00
119.3 145.2 174.0195.1 2351 269.7
T "MHWWWWWWW m/z 63.05 86.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19279: 2-Chloroethyl methyl sulfone

63.0
5000

1.20 140 1.60 1.80 2.00
m/z 45.05  79.79%

41m | qi;;o 1270
LA I o o e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10300: Ethanol, 2-(2-chloroethoxy)-
63.0
27.0
93.0 1.20 140 1.60 1.80 2.00
5000 m/z 44.00 75.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50510: Ethane, 1,2-bis(2-chloroethoxy)- I EE e e EAREE R
63.0 1.20 140 1.60 1.80 2.00
m/z 47.00 72.53%
5000 270 93.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.20 140 1.60 1.80 2.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU092319\
Data File : VU034734.D

Acq On : 23 Sep 2019 15:30

Operator : JC/SP

Sample = K4982-05 10X

Misc : 5.589/5.0mL/100uL/10mL/MSVOA_U/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO091919WMA .M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown-01 1.58 9.5 ug/L 247702 1 5.86 1301950 50.0
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