LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031655.D

Aca On : 01 May 2019 00:15

Operator : JC/SP

Sample : K2604-11

Misc : 5.08a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 34 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 36 rBv4 10704 11722 0.41% 0.049%
2 1.293 59 63 68 rvB2 12522 10986 0.39% 0.046%
3 1.396 88 95 114 rBV 276525 415944 14.58% 1.745%
4 1.675 176 182 195 rBvV 173535 302762 10.61% 1.271%
5 2.241 348 358 373 rBV 578175 943407 33.06% 3.959%
6 2.582 461 464 468 rBV3 1188 1104 0.04% 0.005%
7 2.691 490 498 511 rvB4 10567 20423 0.72% 0.086%
8 2.814 533 536 540 rBvV4 1677 1269 0.04% 0.005%
9 2.836 540 543 546 rVB2 1651 1006 0.04% 0.004%
10 2.978 578 587 590 rBV7Y 2636 3871 0.14% 0.016%
11 3.026 599 602 608 rVB6 2003 1506 0.05% 0.006%
12 3.106 624 627 631 rvB4 1510 1047 0.04% 0.004%
13 3.135 631 636 641 rvB4 1137 1045 0.04% 0.004%
14 3.164 641 645 648 rBV3 1816 1228 0.04% 0.005%
15 3.228 658 665 671 rBV5 1188 1830 0.06% 0.008%
16 3.273 676 679 682 rBv4 1576 1420 0.05% 0.006%
17 3.383 711 713 716 rVB3 1852 986 0.03% 0.004%
18 3.537 756 761 765 rBV6 1105 1219 0.04% 0.005%
19 3.598 777 780 785 rVB3 1487 1166 0.04% 0.005%
20 3.630 785 790 793 rBV5 997 1065 0.04% 0.004%
21 3.698 808 811 816 rVB5 1436 1337 0.05% 0.006%
22 3.797 836 842 845 rBV3 1022 1015 0.04% 0.004%
23 3.990 897 902 905 rBV5 1279 1365 0.05% 0.006%
24 4.145 945 950 954 rVB3 1038 1001 0.04% 0.004%

25 4.212 958 971 1000 rBv2 139112 654965 22.95% 2.749%

26 4.643 1088 1105 1141 rBV 395599 1109200 38.87% 4 _.655%

27 4.836 1162 1165 1168 rBV3 1890 1233 0.04% 0.005%
28 4.945 1195 1199 1204 rBV5 1317 1626 0.06% 0.007%
29 4.981 1204 1210 1213 rBV6 1936 2336 0.08% 0.010%
30 5.167 1265 1268 1272 rVB4 1453 1038 0.04% 0.004%
31 5.206 1277 1280 1285 rVB5 1469 988 0.03% 0.004%
32 5.328 1295 1318 1348 rBV2 963281 2853470 100.00% 11.974%
33 5.614 1402 1407 1408 rBv4 2447 1889 0.07% 0.008%

34 5.881 1476 1490 1543 rBV2 921373 2239921 78.50% 9.400%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031655.D

Aca On : 01 May 2019 00:15

Operator : JC/SP

Sample : K2604-11

Misc : 5.08a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 34 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 6.186 1570 1585 1600 rBV10 26225 66204 2.32% 0.278%
36 6.328 1615 1629 1662 rVB 568497 1332573 46.70% 5.592%
37 6.540 1692 1695 1698 rVB3 2498 1613 0.06% 0.007%
38 6.585 1703 1709 1712 rBV6 1293 1313 0.05% 0.006%
39 6.608 1712 1716 1719 rVB4 1546 1373 0.05% 0.006%
40 6.694 1740 1743 1744 rBV3 1749 1027 0.04% 0.004%
41 6.739 1754 1757 1760 rVB2 1929 1113 0.04% 0.005%
42 6.768 1760 1766 1767 rBV2 1580 1424 0.05% 0.006%
43 6.846 1786 1790 1793 rVB4 1609 1316 0.05% 0.006%
44 6.894 1801 1805 1807 rBvV2 1943 1481 0.05% 0.006%
45 6.923 1811 1814 1820 rVVv6 2591 2686 0.09% 0.011%
46 7.119 1871 1875 1878 rBV3 1869 1181 0.04% 0.005%
47 7.228 1894 1909 1940 rBV 255761 598134 20.96% 2.510%
48 7.463 1975 1982 1984 rBV3 1347 1436 0.05% 0.006%

49 7.563 2001 2013 2040 rBvV 987764 2015779 70.64% 8.459%
50 7.855 2092 2104 2138 rBV2 166406 402850 14.12% 1.691%

51 8.029 2155 2158 2160 rBV2 2078 1475 0.05% 0.006%
52 8.106 2178 2182 2186 rBV3 1408 1056 0.04% 0.004%
53 8.164 2196 2200 2203 rBV3 1839 1539 0.05% 0.006%
54 8.225 2207 2219 2229 rBvV7 6594 11748 0.41% 0.049%
55 8.344 2238 2256 2301 rBV 656638 1778122 62.31% 7.462%
56 8.653 2349 2352 2356 rVB3 1495 1184 0.04% 0.005%
57 8.701 2364 2367 2371 rVB4 1441 1083 0.04% 0.005%
58 8.723 2371 2374 2377 rBV3 1608 986 0.03% 0.004%
59 8.784 2391 2393 2397 rBv4 1510 940 0.03% 0.004%
60 8.907 2419 2431 2435 rBV9 6369 10401 0.36% 0.044%
61 9.093 2475 2489 2522 rBV 1325664 2695280 94.46% 11.310%
62 9.386 2577 2580 2582 rBV2 1870 1302 0.05% 0.005%
63 9.402 2582 2585 2589 rVB6 2764 1875 0.07% 0.008%
64 9.492 2610 2613 2616 rVB2 1577 1083 0.04% 0.005%
65 9.537 2621 2627 2634 rVB5 1941 2270 0.08% 0.010%
66 9.595 2641 2645 2650 rBv4 1621 1650 0.06% 0.007%
67 9.810 2710 2712 2718 rVB5 1630 1184 0.04% 0.005%
68 9.842 2718 2722 2726 rVB5 1975 1564 0.05% 0.007%
69 9.865 2726 2729 2732 rBV3 1916 1501 0.05% 0.006%
70 9.916 2742 2745 2750 rVB2 1491 1007 0.04% 0.004%
71 9.945 2750 2754 2755 rBV3 2049 1139 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031655.D

Aca On : 01 May 2019 00:15

Operator : JC/SP

Sample : K2604-11

Misc : 5.08a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 34 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 10.096 2796 2801 2807 rVB5 1833 2171 0.08% 0.009%
73 10.141 2812 2815 2818 rBV4 1650 1172 0.04% 0.005%
74 10.222 2836 2840 2842 rBV2 1509 1115 0.04% 0.005%
75 10.437 2891 2907 2928 rBV 777004 1306301 45.78% 5.482%
76 10.653 2967 2974 2977 rBV5 1585 2016 0.07% 0.008%
77 10.691 2979 2986 2989 rVB7 1831 2098 0.07% 0.009%
78 10.765 3006 3009 3012 rvv4 1902 1093 0.04% 0.005%
79 10.794 3016 3018 3028 rVB4 1614 2064 0.07% 0.009%
80 10.977 3070 3075 3078 rBV3 1374 1456 0.05% 0.006%
81 11.186 3137 3140 3144 rVB2 2351 1748 0.06% 0.007%
82 11.215 3144 3149 3153 rBV5 2235 2522 0.09% 0.011%
83 11.244 3153 3158 3162 rBV4 1753 1699 0.06% 0.007%
84 11.283 3167 3170 3173 rBV2 1578 1098 0.04% 0.005%
85 11.337 3185 3187 3193 rVB3 1500 1189 0.04% 0.005%
86 11.386 3197 3202 3204 rBV2 1343 1260 0.04% 0.005%
87 11.427 3209 3215 3220 rBV6 1846 2233 0.08% 0.009%

88 11.485 3220 3233 3263 rBV 1279328 2067318 72.45% 8.675%
89 11.861 3335 3350 3375 rBV 940591 1571508 55.07% 6.595%

90 12.151 3437 3440 3442 rBV3 1623 961 0.03% 0.004%
91 12.212 3454 3459 3463 rVB5 1949 1894 0.07% 0.008%
92 12.296 3482 3485 3488 rBV3 1368 1050 0.04% 0.004%
93 12.418 3520 3523 3525 rBV3 1602 979 0.03% 0.004%
94 12.543 3559 3562 3564 rBV3 1808 1028 0.04% 0.004%
95 13.032 3710 3714 3716 rBV5 2693 2123 0.07% 0.009%
96 13.212 3765 3770 3773 rBV6 3173 2798 0.10% 0.012%
97 13.279 3783 3791 3801 rBV3 32799 52801 1.85% 0.222%

98 13.746 3928 3936 3943 rBV3 66298 113574 3.98% 0.477%
99 13.881 3969 3978 3992 rVB 196513 293330 10.28% 1.231%
100 14.890 4287 4292 4302 rVB 633150 843014 29.54% 3.538%

Sum of corrected areas: 23829895
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO042719WMA_M

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
VU031655.D

01 May 2019 00:15

JC/SP

K2604-11
5.08a/5mL/100uL/5.0mL/MSVOA_U/MEOH

34 Sample Multiplier: 1

: 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\VU043019\
Data File : VU031655.D

Aca On : 01 May 2019 00:15

Operator : JC/SP

Sample : K2604-11

Misc : 5.08a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO042719WMA_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 2 Azulene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.75 2.75 ug/L 113574 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene 128 C10H8 000275-51-4 94
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3937 (13.749 min): VU031655.D (-3928) (-) m/z 128.10 100.00%
28
5000
51 63 74 102 13.40 13.60 13.80 14.00
Ol e el oo et 2 el e 228 e | m/z 127.05 12 .46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11936: Azulene
128
5000
13.40 13.60 13.80 14.00
m/z 129.20 11.74%
0 L 64 102 b
0..,..2.?,...a‘,....,‘a...,l‘l..,.l‘l‘l,..?.7,....,....,1.1.3.. Al  RARAARaRRRSIEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
128
13.40 13.60 13.80 14.00
5000 m/z 51.05 10.76%
o 51 63 75 g7 102 445
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11941: Naphthalene
128 13.40 13.60 13.80 14.00
m/z 63.10 9.98%
5000
51 64
o27 30 % 77 g 10245
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031655.D

Aca On : 01 May 2019 00:15

Operator : JC/SP

Sample : K2604-11

Misc : 5.08a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO042719WMA_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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.88 7.09 ug/L 293330 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 83
2 Octane. 2.3.7-trimethvl- 156 C11H24 062016-34-6 78
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 78
4 Tridecane. 7-methvl- 198 C14H30 026730-14-3 78
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 64
Abundance Scan 3978 (13.881 min): VU031655.D (-3969) (-) m/z 57.10 100.00%
57 -
43
5000
o7 Y2 157 141 155 160 183 198 13.60 13.80 14.00 14.20
Ol et m/z 71.10 78.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000 29
13.60 13.80 14.00 14.20
m/z 43.05 61.19%
ds e e
m/z--> ﬁo 40 eb 80 100 120 140 160 180 200
Abundance
43 57
n LA PSR BN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 41.10 42 _.96%
29 85 g7 113 ¢
O i T e i S R R R RS
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,ll—trimethyl— LI L L LB L
57 13.60 13.80 14.00 14.20
43 1 m/z 56.10 30.30%
5000
85
o N L L 99 113 127 149 155 169 182 197
m/z--> 20 4'0 6|O 8IO 1(')0 150 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU043019\
Data File : VU031655.D

Aca On : 01 May 2019 00:15

Operator : JC/SP

Sample : K2604-11

Misc : 5.08a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO042719WMA_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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.89 20.39 ug/L 843014 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 90
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
3 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 87
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 87
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
Abundance Scan 4292 (14.890 min): VU031655.D (-4287) (-) m/z 57.10 100.00%
5
43
5000
85
R BN SUNLE SRR SR
9113127141 159 14.60 14.80 15.00 15.20
0.,....5'...‘ ,.'.":.,':‘...',...'.,.-'...,.... e 28l Tm/z 71.10 78.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000
14.60 14.80 15.00 15.20
29 85 m/z 43.10 60.34%
o | ‘ L | ‘ 99 1131271 41 155169183197
m/z--> 20 Jo eb 85 160 150 140 160 180 200 220 240 260 280
Abundance
57
43 n R AR SUNLE SR SR
14.60 14.80 15.00 15.20
5000 m/z 41.10 42 .50%

85
99 113127441 155169183197

29

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71410: Dodecane, 2,6,10-trimethy!- T
57 711 14.60 14.80 15.00 15.20
m/z 85.15 28.65%
43
5000 85
1131
bt e B oo el L A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU043019\
Data File : VU031655.D

Acq On : 01 May 2019 00:15

Operator : JC/SP

Sample : K2604-11

Misc : 5.089/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO042719WMA .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]
Azulene 13.75 2.8 ug/L 113574 3 11.49 2067320 50.0
(DEL) Alkane: Str... 13.88 7.1 ug/L 293330 3 11.49 2067320 50.0
(DEL) Alkane: Str... 14.89 20.4 ug/L 843014 3 11.49 2067320 50.0
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