LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031810.D

Aca On : 07 May 2019 17:24

Operator : JC/SP

Sample : K2690-24DL 10X

Misc : 6-.290/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 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 25 28 34 rvVB4 15265 12157 0.50% 0.055%
2 1.392 87 94 108 rBV 256008 299577 12.36% 1.347%
3 1.669 174 180 196 rvVB 266464 354956 14.64% 1.596%
4 2.264 354 365 378 rVB 466217 705506 29.11% 3.173%
5 2.437 417 419 422 rVB4 1649 892 0.04% 0.004%
6 2.469 422 429 432 rBV6 1986 2777 0.11% 0.012%
7 2.559 453 457 458 rBV 1458 1154 0.05% 0.005%
8 2.656 483 487 489 rBV3 1166 987 0.04% 0.004%
9 2.672 489 492 494 rvv3 1420 924 0.04% 0.004%
10 2.698 494 500 505 rvve 4071 6009 0.25% 0.027%
11 2.769 521 522 528 rVB2 1261 996 0.04% 0.004%
12 2.823 535 539 544 rVV3 2132 2052 0.08% 0.009%
13 2.875 552 555 558 rBV3 1080 966 0.04% 0.004%
14 3.026 598 602 608 rBv4 1317 982 0.04% 0.004%
15 3.100 620 625 629 rBV2 879 846 0.03% 0.004%
16 3.154 636 642 646 rBV3 1117 1569 0.06% 0.007%
17 3.235 664 667 671 rBV3 965 929 0.04% 0.004%
18 3.302 685 688 692 rBv4 1047 950 0.04% 0.004%
19 3.486 741 745 752 rVB3 1734 2052 0.08% 0.009%
20 3.518 752 755 760 rBV2 1299 1377 0.06% 0.006%
21 3.543 760 763 769 rvv4 1053 1233 0.05% 0.006%
22 3.611 781 784 788 rVB2 1552 1018 0.04% 0.005%
23 3.830 849 852 857 rVB5 1220 1074 0.04% 0.005%
24 3.865 857 863 866 rBV2 1164 865 0.04% 0.004%
25 4 _.055 918 922 926 rBV2 1226 1016 0.04% 0.005%
26 4.106 934 938 943 rBV4 701 873 0.04% 0.004%

27 4.183 950 962 1009 rBv2 292972 949650 39.18% 4.271%
28 4.640 1085 1104 1130 rBV 416772 1005582 41.49% 4.522%

29 4.939 1194 1197 1202 rVB5 1605 1127 0.05% 0.005%
30 4.968 1202 1206 1209 rBV5 1592 1338 0.06% 0.006%
31 4.990 1211 1213 1216 rVV3 1768 1042 0.04% 0.005%
32 5.010 1216 1219 1225 rVB4 1345 1057 0.04% 0.005%
33 5.196 1271 1277 1281 rBV4 2191 2635 0.11% 0.012%

34 5.334 1297 1320 1347 rBvV2 778184 2423750 100.00% 10.899%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031810.D

Aca On : 07 May 2019 17:24

Operator : JC/SP

Sample : K2690-24DL 10X

Misc : 6-.290/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 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 5.620 1405 1409 1414 rVB5 2274 2037 0.08% 0.009%
36 5.781 1457 1459 1465 rVB5 2138 1674 0.07% 0.008%

37 5.881 1477 1490 1511 rBV 844575 1705601 70.37% 7.670%
38 6.180 1561 1583 1613 rBvV2 871207 2241790 92.49% 10.081%
39 6.325 1616 1628 1649 rVB 581505 1175438 48.50% 5.286%
40 6.466 1661 1672 1687 rVB3 89435 186819 7.71% 0.840%

41 6.662 1728 1733 1735 rBV5 4364 4072 0.17% 0.018%
42 6.730 1751 1754 1759 rVB3 2318 1892 0.08% 0.009%
43 6.772 1763 1767 1770 rBV3 1509 1119 0.05% 0.005%
44 6.817 1777 1781 1784 rBV3 2350 2167 0.09% 0.010%
45 6.900 1804 1807 1811 rVB3 1795 1444 0.06% 0.006%
46 6.926 1812 1815 1818 rVB5 1370 932 0.04% 0.004%
47 7.112 1860 1873 1884 rBV7 17745 35488 1.46% 0.160%
48 7.167 1887 1890 1895 rBVS5 1190 953 0.04% 0.004%
49 7.225 1897 1908 1932 rBV 280636 529343 21.84% 2.380%
50 7.437 1971 1974 1976 rBV3 1461 882 0.04% 0.004%
51 7.498 1988 1993 1995 rBv4 1678 1651 0.07% 0.007%

52 7.563 1999 2013 2034 rBV 842140 1539610 63.52% 6.924%
53 7.849 2089 2102 2124 rBV2 185358 352627 14.55% 1.586%
54 8.103 2178 2181 2184 rBV3 1266 843 0.03% 0.004%
55 8.141 2189 2193 2196 rBV3 1347 1255 0.05% 0.006%

56 8.225 2205 2219 2235 rBV2 195422 338283 13.96% 1.521%
57 8.312 2236 2246 2281 rBV 944500 1795993 74.10% 8.076%

58 8.698 2363 2366 2369 rBV5 1633 1000 0.04% 0.004%
59 8.884 2421 2424 2426 rBV3 1422 867 0.04% 0.004%
60 8.903 2426 2430 2431 rBV2 1432 1000 0.04% 0.004%
61 9.016 2461 2465 2467 rBV 1427 983 0.04% 0.004%
62 9.087 2475 2487 2527 rBV 1224501 2122854 87.59% 9.546%
63 9.447 2593 2599 2610 rBVS8 5843 8260 0.34% 0.037%
64 9.556 2630 2633 2638 rVB4 2468 1899 0.08% 0.009%
65 9.604 2645 2648 2650 rBV3 1636 931 0.04% 0.004%
66 9.624 2650 2654 2659 rvv5 1237 1347 0.06% 0.006%
67 9.659 2662 2665 2668 rvv2 1296 975 0.04% 0.004%
68 9.717 2672 2683 2691 rBV2 3807 7718 0.32% 0.035%
69 9.778 2699 2702 2703 rBV3 1755 1093 0.05% 0.005%
70 9.906 2738 2742 2745 rBV3 1626 1603 0.07% 0.007%
71 10.006 2769 2773 2778 rBV6 940 1025 0.04% 0.005%

SOMULMO42719WMA_M Wed May 08 13:28:30 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031810.D

Aca On : 07 May 2019 17:24

Operator : JC/SP

Sample : K2690-24DL 10X

Misc : 6-.290/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 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 10.042 2778 2784 2791 rVV9 3991 7052 0.29% 0.032%
73 10.074 2792 2794 2797 rVV3 1843 1242 0.05% 0.006%
74 10.090 2797 2799 2804 rVB5 1810 1507 0.06% 0.007%
75 10.144 2809 2816 2826 rBV10 3714 7838 0.32% 0.035%
76 10.215 2835 2838 2840 rBV3 1294 889 0.04% 0.004%
77 10.305 2859 2866 2867 rBV5 2998 3290 0.14% 0.015%
78 10.427 2892 2904 2920 rBV 794773 1305298 53.85% 5.870%
79 10.636 2964 2969 2971 rBv4 2506 2282 0.09% 0.010%
80 10.691 2981 2986 2987 rBv4 2615 2498 0.10% 0.011%
81 10.746 3000 3003 3006 rBV5 2706 2107 0.09% 0.009%
82 10.813 3016 3024 3033 rVB6 18348 29171 1.20% 0.131%
83 10.894 3046 3049 3052 rBV3 1525 1213 0.05% 0.005%
84 11.112 3113 3117 3123 rVB4 5154 4829 0.20% 0.022%
85 11.273 3161 3167 3169 rBv4 1750 2105 0.09% 0.009%
86 11.395 3197 3205 3208 rBV8 5379 7274 0.30% 0.033%

87 11.482 3220 3232 3255 rBV 993229 1619409 66.81% 7.282%
88 11.858 3337 3349 3372 rBV 823997 1360007 56.11% 6.116%

89 12.337 3495 3498 3500 rBV3 2113 1655 0.07% 0.007%
90 12.701 3609 3611 3614 rBV3 1380 945 0.04% 0.004%
91 12.749 3624 3626 3629 rVB3 1899 912 0.04% 0.004%
92 12.974 3692 3696 3701 rBV4 1615 1769 0.07% 0.008%
93 13.578 3881 3884 3886 rBV2 1452 903 0.04% 0.004%
94 13.594 3887 3889 3894 rVvV3 1643 1333 0.05% 0.006%
95 13.858 3968 3971 3974 rBV3 1760 1588 0.07% 0.007%
96 14.032 4022 4025 4028 rBV3 1426 1041 0.04% 0.005%
97 14.083 4038 4041 4046 rBV3 2049 2186 0.09% 0.010%
98 14.173 4067 4069 4073 rBV3 1612 1263 0.05% 0.006%
99 14.225 4082 4085 4089 rBV2 1811 1431 0.06% 0.006%
100 14.263 4095 4097 4101 rvVvB2 1769 1004 0.04% 0.005%
Sum of corrected areas: 22237427
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO050719\
VU031810.D

07 May 2019 17:24

JC/SP

K2690-24DL 10X
6.29a/5mL/100uL/5.0mL/MSVOA_U/MEOH

19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMQ042719WMA .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 U\DATA\VUO50719\
Data File : VU031810.D

Aca On : 07 May 2019 17:24

Operator : JC/SP

Sample : K2690-24DL 10X

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 19 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 (DEL) Alkane: Cyclic6.47 Concentration Rank 2

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

6.47 5.48 ug/L 186819 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 90
2 2-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-40-4 90
3 Z-3.4.4-Trimethvl-2-pentene 112 C8H16 039761-64-3 90
4 2-Pentene. 3.4.4-trimethvl- 112 C8H16 000598-96-9 90
5 2-Pentene, 2,3,4-trimethyl- 112 C8H16 000565-77-5 86

Abundance Scan 1673 (6.469 min): VU031810.D (-1661) (-) m/z 55.05 100.00%
56 97
5000 41 /\
69
o] ™ T o0 540 6b0 Gh0
Obrrrrrrrrrrrrrrreth el 82l 1320 132 0 o777 08 92 77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6766: 2-Pentene, 2,4,4-trimethyl-
55 97
5000 41
6.20 6.40 6.60 6.80
27 69 12 m/z 41.05 44.14%
5 e e 8
I R AR AR AR AR AN RSN AR RN RARES RALSS SRR RARRS LARRN RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
AN
RSN AR SR L
97 6.20 6.40 6.60 6.80
5000 a1 m/z 69.05 28.80%
27 69 112
0 34 || 48 62 81
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6758: Z-3,4,4-Trimethyl-2-pentene
5 97 6.20 6.40 6.60 6.80
m/z 39.10 27 .27%
5000
4l 69 112
s 7|
0'”w“w'Jm“'ﬁm“fmtw“mh““ﬁ“w'“““”lﬁ”v'“w”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50719\
Data File : VU031810.D

Aca On : 07 May 2019 17:24

Operator : JC/SP

Sample : K2690-24DL 10X

Misc : 6-.290/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 19 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 2 unknown-01 Concentration Rank 1

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

7.22 15.52 ug/L 529343 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)1heptane 112 C6H8S 1000221-37-0 32
2 1.3-Cvclohexadiene 80 C6H8 000592-57-4 28
3 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 25
4 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 25
5 1,3-Cyclohexadiene 80 C6H8 000592-57-4 23

Abundance Scan 1906 (7.218 min): VU031810.D (-1897) (-) m/z 79.05 100.00%
70
5000
f3 ‘ 1 6.80 7.00 7.20 7.40 7.60
o....,...."!..-.'.,‘?5..-.-....,...|!,....,....,....,.1.9.1.,2.97.. m/z 42.10 53.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79
5000
39 6.80 7.00 7.20 7.40 7.60
51 m/z 81.00 29.85%
W‘ T | 112
e A U I S S S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
79
6.80 7.00 7.20 7.40 7.60
5000 m/z 51.00 25.43%
39 51
5 2 65
e L U I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7038: Methane, oxybis[chloro-
79 6.80 7.00 7.20 7.40 7.60
m/z 114.00 17.40%
5000 49
29
o 14 || 63 93 113
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

SOMULMO42719WMA .M Wed May 08 13:28:33 2019 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO50719\
Data File : VU031810.D

Acq On : 07 May 2019 17:24

Operator : JC/SP

Sample : K2690-24DL 10X

Misc : 6.299/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 19 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]
(DEL) Alkane: Cyc... 6.47 5.5 ug/L 186819 1 5.88 1705600 50.0
unknown-01 7.22 15.5 ug/L 529343 1 5.88 1705600 50.0
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