LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031618.D

Aca On : 30 Apr 2019 04:19

Operator : JC/SP

Sample : K2593-06 50X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 51 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 33 rvB2 15810 13855 0.02% 0.012%
2 1.395 88 95 110 rBV 492780 541782 0.61% 0.471%
3 1.682 176 184 195 rBvV 357894 448053 0.51% 0.390%
4 1.881 237 246 260 rVB 571756 800293 0.91% 0.696%
5 2.270 356 367 381 rBV 758687 1161341 1.32% 1.010%
6 2.473 427 430 433 rVB3 1431 1115 0.00% 0.001%
7 2.572 458 461 464 rVB4 1473 868 0.00% 0.001%
8 2.611 469 473 474 rBV4 1769 1232 0.00% 0.001%
9 2.701 492 501 508 rBvV7 7092 11200 0.01% 0.010%
10 2.768 519 522 529 rVB4 1706 1362 0.00% 0.001%
11 2.804 529 533 535 rBV 1577 1167 0.00% 0.001%
12 2.971 578 585 587 rBV3 2770 2535 0.00% 0.002%
13 2.987 587 590 604 rVB9 3869 5998 0.01% 0.005%
14 3.051 607 610 615 rBV2 1305 1359 0.00% 0.001%
15 3.164 643 645 649 rvB4 1420 955 0.00% 0.001%
16 3.196 649 655 657 rBV 1001 965 0.00% 0.001%
17 3.247 668 671 675 rVB3 1511 1128 0.00% 0.001%
18 3.270 675 678 680 rBV3 1371 1014 0.00% 0.001%
19 3.350 700 703 709 rvB4 1127 1164 0.00% 0.001%
20 3.382 709 713 716 rBV2 1846 1379 0.00% 0.001%
21 3.537 754 761 764 rBV 1032 1031 0.00% 0.001%
22 3.582 769 775 778 rBvV4 1214 1070 0.00% 0.001%
23 3.701 805 812 815 rBv4 1270 1518 0.00% 0.001%
24 3.762 827 831 834 rVB3 1300 1078 0.00% 0.001%
25 3.781 834 837 839 rBV3 1187 871 0.00% 0.001%
26 3.810 843 846 849 rBV2 1260 893 0.00% 0.001%
27 4.013 906 909 912 rBV2 1283 1078 0.00% 0.001%
28 4.141 946 949 951 rBV 1462 1008 0.00% 0.001%
29 4.186 951 963 1003 rBV2 279474 924225 1.05% 0.804%
30 4.508 1061 1063 1066 rBvV3 1250 823 0.00% 0.001%
31 4.643 1086 1105 1134 rBvV 521537 1253848 1.42% 1.091%
32 4.816 1156 1159 1163 rVB3 1505 1132 0.00% 0.001%
33 4.971 1204 1207 1211 rVvVv5 1377 1191 0.00% 0.001%
34 4.990 1211 1213 1219 rvVve 2320 1873 0.00% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031618.D

Aca On : 30 Apr 2019 04:19

Operator : JC/SP

Sample : K2593-06 50X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 51 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 5.029 1221 1225 1229 rVB3 1827 1857 0.00% 0.002%
36 5.128 1244 1256 1257 rBVv4 14193 18600 0.02% 0.016%
37 5.244 1288 1292 1296 rVB3 1293 1189 0.00% 0.001%
38 5.334 1296 1320 1348 rBV2 1056473 3177287 3.60% 2.765%
39 5.746 1444 1448 1450 rBVv4 1093 834 0.00% 0.001%

40 5.881 1476 1490 1538 rVV 814567 1731067 1.96% 1.506%

41 6.183 1566 1584 1618 rBV 45705058 88234832 100.00% 76.772%
42 6.324 1621 1628 1667 rVB 789354 1816587 2.06% 1.581%
43 7.131 1876 1879 1884 rVB5 1755 1494 0.00% 0.001%
44 7.173 1885 1892 1894 rBV6 1660 1758 0.00% 0.002%
45 7.225 1896 1908 1935 rBV 347685 664861 0.75% 0.578%

46 7.562 2000 2013 2030 rBV 1251237 2265416 2.57% 1.971%
47 7.848 2091 2102 2125 rBV 232955 432614 0.49% 0.376%

48 8.061 2164 2168 2171 rBv4 3707 3388 0.00% 0.003%
49 8.135 2187 2191 2195 rVB4 1691 1458 0.00% 0.001%
50 8.167 2195 2201 2204 rBvV4 1473 1771 0.00% 0.002%

51 8.225 2204 2219 2236 rBV 1339821 2363272 2.68% 2.056%
52 8.312 2236 2246 2293 rVB 955027 1957363 2.22% 1.703%

53 8.787 2391 2394 2401 rVB4 1834 1431 0.00% 0.001%
54 8.874 2417 2421 2429 rVB6 2223 3206 0.00% 0.003%
55 8.926 2433 2437 2438 rBV2 1370 1135 0.00% 0.001%
56 9.035 2469 2471 2475 rBV2 1295 880 0.00% 0.001%
57 9.086 2475 2487 2515 rBV 1235463 2149129 2.44% 1.870%
58 9.247 2534 2537 2538 rBV3 4062 2340 0.00% 0.002%
59 9.376 2566 2577 2589 rBV3 24774 46379 0.05% 0.040%
60 9.447 2596 2599 2602 rBv4 1695 1159 0.00% 0.001%
61 9.504 2612 2617 2622 rBV6 1753 1756 0.00% 0.002%
62 9.646 2656 2661 2666 rVB5 1606 1964 0.00% 0.002%
63 9.726 2683 2686 2689 rBV3 1023 819 0.00% 0.001%
64 9.781 2693 2703 2723 rVV3 20182 37225 0.04% 0.032%
65 9.893 2734 2738 2740 rVB2 1536 1009 0.00% 0.001%
66 9.987 2764 2767 2772 rVB5 1769 1498 0.00% 0.001%
67 10.025 2776 2779 2787 rVB3 1710 1623 0.00% 0.001%
68 10.135 2807 2813 2815 rBV3 1483 1437 0.00% 0.001%
69 10.170 2820 2824 2825 rBV3 2205 1733 0.00% 0.002%
70 10.244 2843 2847 2850 rVB3 1240 1077 0.00% 0.001%
71 10.302 2861 2865 2868 rBV3 1460 1181 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031618.D

Aca On : 30 Apr 2019 04:19

Operator : JC/SP

Sample : K2593-06 50X

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 51 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO42719WMA .M
VOC Analysis

72 10.427 2890 2904 2935 rBV 883102 1434932 1.63% 1.249%

73 10.585 2949 2953 2955 rBV3 2887 2195 0.00% 0.002%
74 10.646 2967 2972 2974 rBV2 1754 1891 0.00% 0.002%
75 10.684 2976 2984 2994 rVV5 8842 15577 0.02% 0.014%
76 10.771 3008 3011 3018 rVB5 2576 3037 0.00% 0.003%
77 10.819 3023 3026 3030 rVB4 1460 1219 0.00% 0.001%
78 10.890 3045 3048 3051 rBV2 1179 1155 0.00% 0.001%
79 10.974 3064 3074 3085 rVB4 8950 15175 0.02% 0.013%
80 11.147 3121 3128 3139 rVB4 12938 20475 0.02% 0.018%
81 11.334 3182 3186 3191 rVB5 1628 1571 0.00% 0.001%
82 11.408 3200 3209 3211 rBV5 2183 2957 0.00% 0.003%

83 11.479 3220 3231 3249 rBV 973496 1586367 1.80% 1.380%
84 11.855 3336 3348 3373 rBV 1007784 1697559 1.92% 1.477%

85 12.205 3454 3457 3460 rBv4 1799 1147 0.00% 0.001%
86 12.276 3475 3479 3480 rBV3 1554 1079 0.00% 0.001%
87 12.311 3487 3490 3493 rBv4 2868 2091 0.00% 0.002%
88 12.482 3540 3543 3545 rBV3 1431 1051 0.00% 0.001%
89 12.636 3586 3591 3597 rBV3 1903 2200 0.00% 0.002%
90 12.713 3612 3615 3617 rBV2 1374 835 0.00% 0.001%
91 12.829 3648 3651 3656 rVB3 1213 1042 0.00% 0.001%
92 13.003 3701 3705 3709 rBV3 1392 974 0.00% 0.001%
93 13.115 3737 3740 3746 rVB5 1415 1215 0.00% 0.001%
94 13.565 3877 3880 3882 rBV3 1422 1106 0.00% 0.001%
95 13.659 3906 3909 3914 rBV4 2127 1809 0.00% 0.002%
96 13.880 3976 3978 3983 rBV3 1210 881 0.00% 0.001%
97 14.154 4060 4063 4067 rBV3 1831 1498 0.00% 0.001%
98 14.279 4099 4102 4107 rBv4 2533 2038 0.00% 0.002%
99 14.678 4219 4226 4228 rBV5 2858 3380 0.00% 0.003%
100 14.974 4316 4318 4321 rBV3 1561 1087 0.00% 0.001%

Sum of corrected areas: 114930576
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042919\
Data File : VU031618.D

Aca On : 30 Apr 2019 04:19

Operator : JC/SP

Sample : K2593-06 50X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO042719WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VU031618.D
618
4e+07
3e+07
2e+07
1le+07
oll18 1.40 1,68 188 2.27 3, DR\ 2 SBS FIBEE HIL 4. 04149 4 51,644,824 18. 25;?3 5.75.88 6.32
i A AR S = , =LAt A A . et e
Time--> 1.50 2.00 250 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU031618.D
4e+07
3e+07
2e+07
1le+07
o w22 5 785 8 %53?231 8.@93%3 9.29 3850, 6738, mnmmé@ 450 GRERTBIBO0T L. 1sngRe® 1185
e e , LSS —
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: VU031618.D
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3e+07
2e+07
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oL 2LP2B12 4E1GAI2.833.08.12 13596613.88 141828 1468 1497
e e P ey —— — —— S —
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 U\DATA\VU042919\
Data File : VU031618.D

Aca On : 30 Apr 2019 04:19

Operator : JC/SP

Sample : K2593-06 50X

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 51 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 19.20 ug/L 664861 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 23
2 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 23
3 Thiophosaene 114 CCI2S 000463-71-8 16
4 3-Thiatricvclol3.1.1.0(2.4)Theptane 112 C6H8S 1000221-37-0 9
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 9

Abundance Scan 1907 (7.222 min): VU031618.D (-1896) (-) m/z 79.10 100.00%
70
5000 42 ]\\_
= 114 ISR N RS L
6.80 7.00 7.20 7.40 7.60
o...,....,....,...~!!....-,.'...,‘?.3..T.l.-..;.ﬁ‘?,.?“?.,....,.l!.,...1.3,9..., m/z 42.05 50.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 h
Abundance #11974: 2-Propanol, 1,3-dichloro-
79
5000
43 6.80 7.00 7.20 7.40 7.60
m/z 81.10 33.51%
oL 15 293 Bl 61 72 || a1 111 127
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
79
6.80 7.00 7.20 7.40 7.60
5000 49 m/z 51.00 25.41%
29
ob 14 22 | 36 63 87 95 113
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7674: Thiophosgene
79 6.80 7.00 7.20 7.40 7.60
m/z 114.10 20.09%
5000
114
—
ol 12 L | 56 67 || ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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 : VU031618.D

Acq On : 30 Apr 2019 04:19

Operator : JC/SP

Sample : K2593-06 50X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 51 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

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

unknown-01 7.22 19.2 ug/L 664861 1 5.88 1731070 50.0
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