LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031609.D

Aca On : 30 Apr 2019 00:50

Operator : JC/SP

Sample : K2592-19DL 250X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 42 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\SOMULMO42719WMA .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 1.180 24 28 35 rvB 15809 14686 0.46% 0.060%
2 1.395 88 95 108 rvB 492526 525609 16.61% 2.145%
3 1.678 176 183 197 rVB 360905 441354 13.95% 1.802%
4 2.270 356 367 380 rBV 766287 1160539 36.67% 4_.737%
5 2.489 428 435 436 rBV6 1832 2059 0.07% 0.008%
6 2.698 494 500 504 rBvV7 2967 4048 0.13% 0.017%
7 2.781 524 526 529 rBV 1014 738 0.02% 0.003%
8 2.826 537 540 549 rVB6 2012 2520 0.08% 0.010%
9 2.910 563 566 571 rBv4 1169 1238 0.04% 0.005%
10 3.029 597 603 609 rBV2 1712 2623 0.08% 0.011%
11 3.058 609 612 615 rVB2 1142 791 0.02% 0.003%
12 3.103 623 626 632 rVB6 970 888 0.03% 0.004%
13 3.157 639 643 646 rBV2 974 829 0.03% 0.003%
14 3.202 654 657 665 rBV6 1869 2725 0.09% 0.011%
15 3.373 707 710 713 rBV2 1192 798 0.03% 0.003%
16 3.431 725 728 732 rVB3 956 766 0.02% 0.003%
17 3.463 732 738 741 rBV 1083 1001 0.03% 0.004%
18 3.630 786 790 793 rvv2 1271 1090 0.03% 0.004%
19 3.675 801 804 808 rVB2 1066 763 0.02% 0.003%
20 3.791 834 840 844 rBV4 2115 2146 0.07% 0.009%
21 3.829 849 852 856 rBV2 1526 1346 0.04% 0.005%
22 3.923 878 881 886 rVB2 1537 1450 0.05% 0.006%

23 4.186 950 963 989 rBvV 279511 842615 26.63% 3.439%
24 4.643 1089 1105 1127 rBV 507930 1213913 38.36% 4 _.955%

25 4.890 1178 1182 1190 rVB5 2674 3189 0.10% 0.013%
26 4.961 1200 1204 1206 rBV3 1275 1044 0.03% 0.004%
27 4.987 1210 1212 1216 rVB2 1790 1122 0.04% 0.005%
28 5.132 1251 1257 1262 rBV4 2298 2417 0.08% 0.010%

29 5.334 1295 1320 1355 rBV2 1039608 3164416 100.00% 12.917%
30 5.884 1476 1491 1510 rBV 775751 1613974 51.00% 6.588%

31 6.122 1562 1565 1567 rBV3 1863 1121 0.04% 0.005%
32 6.183 1570 1584 1615 rBV 1029458 2119472 66.98% 8.651%
33 6.328 1616 1629 1649 rVvVv 694320 1415133 44.72% 5.776%
34 6.652 1727 1730 1735 rVB6 1354 1050 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031609.D

Aca On : 30 Apr 2019 00:50

Operator : JC/SP

Sample : K2592-19DL 250X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 42 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\SOMULMO42719WMA _M
Title : VOC Analysis

35 6.704 1744 1746 1751 rVvv4 1381 1262 0.04% 0.005%
36 6.768 1762 1766 1770 rVB3 1553 1162 0.04% 0.005%
37 6.823 1778 1783 1785 rBV 966 912 0.03% 0.004%
38 6.878 1797 1800 1803 rBv4 1139 842 0.03% 0.003%
39 6.952 1818 1823 1825 rBV2 1384 1225 0.04% 0.005%
40 7.109 1868 1872 1874 rBV3 1074 802 0.03% 0.003%

41 7.225 1896 1908 1931 rBV 336578 634375 20.05% 2.589%
42 7.453 1975 1979 1982 rBV4 1872 1389 0.04% 0.006%
43 7.562 2000 2013 2049 rBV 1218777 2268478 T71.69% 9.260%
44 7.849 2091 2102 2123 rBV 229792 420998 13.30% 1.718%

45 8.003 2145 2150 2153 rBV5 1900 1887 0.06% 0.008%
46 8.077 2170 2173 2176 rVB4 1458 893 0.03% 0.004%
47 8.119 2183 2186 2191 rVB6 1466 1086 0.03% 0.004%
48 8.144 2191 2194 2197 rBV4 950 783 0.02% 0.003%
49 8.225 2211 2219 2235 rBV5 25656 50487 1.60% 0.206%
50 8.312 2235 2246 2282 rBV2 904511 1848361 58.41% 7.545%
51 8.643 2345 2349 2354 rVB5 2178 1709 0.05% 0.007%
52 8.697 2363 2366 2370 rVB3 2078 1342 0.04% 0.005%
53 8.720 2370 2373 2377 rBv4 1693 1678 0.05% 0.007%
54 8.836 2405 2409 2412 rBV3 1431 1083 0.03% 0.004%
55 9.013 2460 2464 2469 rBV6 1486 1657 0.05% 0.007%
56 9.086 2474 2487 2510 rBV 1177161 2041144 64.50% 8.332%
57 9.305 2551 2555 2557 rBV2 1399 965 0.03% 0.004%
58 9.344 2564 2567 2570 rBV5 1513 850 0.03% 0.003%
59 9.395 2575 2583 2585 rBv4 1862 2380 0.08% 0.010%
60 9.424 2590 2592 2598 rBV3 1249 1115 0.04% 0.005%
61 9.450 2598 2600 2604 rBV3 1312 784 0.02% 0.003%
62 9.495 2612 2614 2620 rVB5 1448 1069 0.03% 0.004%
63 9.585 2638 2642 2645 rBv4 946 884 0.03% 0.004%
64 9.636 2656 2658 2662 rVB4 1051 846 0.03% 0.003%
65 9.742 2689 2691 2698 rVB4 1714 1789 0.06% 0.007%
66 9.816 2711 2714 2716 rVB2 1302 743 0.02% 0.003%
67 9.845 2716 2723 2728 rVB4 1844 2340 0.07% 0.010%
68 9.874 2728 2732 2736 rVB2 1122 864 0.03% 0.004%
69 9.897 2736 2739 2741 rBV2 1787 1082 0.03% 0.004%
70 9.939 2748 2752 2756 rBV3 873 716 0.02% 0.003%
71 9.980 2760 2765 2769 rVB4 1592 1742 0.06% 0.007%

SOMULMO42719WMA_.M Tue Apr 30 13:45:37 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031609.D

Aca On : 30 Apr 2019 00:50

Operator : JC/SP

Sample : K2592-19DL 250X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 42 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\SOMULMO42719WMA _M
Title : VOC Analysis

72 10.138 2811 2814 2820 rVV5 2275 2488 0.08% 0.010%
73 10.167 2820 2823 2826 rVv4 977 708 0.02% 0.003%
74 10.202 2831 2834 2836 rBV3 1259 720 0.02% 0.003%
75 10.260 2847 2852 2854 rBV2 858 831 0.03% 0.003%
76 10.321 2866 2871 2876 rVB4 1808 1483 0.05% 0.006%
77 10.360 2876 2883 2888 rBV5 2035 2116 0.07% 0.009%
78 10.427 2891 2904 2931 rVV 870914 1420034 44.88% 5.796%
79 10.520 2931 2933 2937 rVV2 2206 1522 0.05% 0.006%
80 10.578 2948 2951 2954 rVB2 1689 1125 0.04% 0.005%
81 10.598 2954 2957 2964 rBV7 1513 1536 0.05% 0.006%
82 10.820 3024 3026 3029 rVv3 1182 788 0.02% 0.003%
83 10.839 3030 3032 3037 rvv4 821 744 0.02% 0.003%
84 10.913 3052 3055 3058 rBvV2 1323 988 0.03% 0.004%
85 11.022 3086 3089 3093 rVB2 1472 1078 0.03% 0.004%
86 11.051 3093 3098 3101 rBV3 1322 1210 0.04% 0.005%
87 11.080 3101 3107 3108 rBv4 2128 1556 0.05% 0.006%
88 11.176 3131 3137 3140 rBV3 1017 1048 0.03% 0.004%
89 11.196 3140 3143 3145 rBV2 1301 870 0.03% 0.004%
90 11.289 3168 3172 3175 rBvV4 1056 1125 0.04% 0.005%
91 11.434 3213 3217 3219 rBV3 1019 823 0.03% 0.003%

92 11.482 3219 3232 3250 rBV 923782 1517741 47.96% 6.195%
93 11.858 3333 3349 3376 rBvV 982383 1677365 53.01% 6.847%

94 12.382 3508 3512 3515 rBV2 2403 2181 0.07% 0.009%
95 12.569 3567 3570 3573 rBV2 1624 1173 0.04% 0.005%
96 12.938 3683 3685 3691 rBV4 1291 1416 0.04% 0.006%
97 13.003 3702 3705 3706 rBV 1410 724 0.02% 0.003%
98 13.141 3744 3748 3752 rBV2 1489 1403 0.04% 0.006%
99 13.183 3758 3761 3764 rBV3 1386 758 0.02% 0.003%
100 13.208 3764 3769 3772 rBV3 1604 2032 0.06% 0.008%
Sum of corrected areas: 24498783
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031609.D

Aca On : 30 Apr 2019 00:50

Operator : JC/SP

Sample : K2592-19DL 250X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO42719WMA _M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU031609.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031609.D

Aca On : 30 Apr 2019 00:50

Operator : JC/SP

Sample : K2592-19DL 250X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .M
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 1

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

7.22 19.65 ug/L 634375 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)Ylheptane 112 C6H8S 1000221-37-0 32
2 Methane. oxvbislIchloro- 114 C2H4CI120 000542-88-1 28
3 Thiophosaene 114 CCI2S 000463-71-8 27
4 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 25
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 25

Abundance Scan 1907 (7.222 min): VU031609.D (-1896) (-) m/z 79.10 100.00%
70
5000 42 “
i 1 6.80 7.00 7.20 7.40 7.60
o...,....,....,..3.6.'I....-,.'...,‘?.3..7,1....i.?.6.,.9.6.,....,.I!:,.... m/z 42.10  50.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 6.80 7.00 7.20 7.40 7.60
m/z 81.10  33.09%
0 \‘ ‘ 112
'”I”'W'“'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 10 20 30 40 60 70 80 90 100 110 120
Abundance
79
49 6.80 7.00 7.0 7.40 7.60
5000 m/z 51.00 24 _.74%
29
o 18 36 63 109
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7674: Thiophosgene
79 6.80 7.00 7.20 7.40 7.60
m/z 114.00 18.87%
5000
114
N
0 "'}%"I'"'I'”'I"'hl'?ﬁl"g?l""l”"l""l""P"'I"" ISR N R UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU042919\
Data File : VU031609.D

Acq On : 30 Apr 2019 00:50

Operator : JC/SP

Sample : K2592-19DL 250X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 42 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .M
VOC Analysis

Quant Method
Quant Title

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 7.22 19.6 ug/L 634375 1 5.88 1613970 50.0
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