Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:

Smoothing
Sampling

Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\

VUO35757.

D

18 Nov 2019 20:52

JC/SP
K5910-20

25._0mL/MSVOA U/WATER

28

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.1

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak
Max Peaks:
Peak Location:

100
TOP

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR110419WMA_.M
Title - TRACE VOA SOMO1.0

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

# min scan scan scan TY heiaht area % max. total

1 2.012 197 209 264 rBV2 91595385 184151680 100.00% 11.895%
2 2.224 265 275 302 rVB2 35615614 49891826 27.09% 3.223%
3 2.623 379 399 439 rVB 16679280 32375483 17.58% 2.091%
4 3.006 500 518 525 rBV4 1121061 2902040 1.58% 0.187%
5 3.073 525 539 545 rVV 21121769 44648017 24.25% 2.884%
6 3.112 546 551 564 rVB 23064267 40749771 22.13% 2.632%
7 3.398 620 640 675 rVB 26952357 59916853 32.54% 3.870%
8 3.613 691 707 728 rVB 1465700 3433312 1.86% 0.222%
9 3.739 728 746 770 rVB 5105509 11255731 6.11% 0.727%
10 3.877 771 789 800 rBVY 1456700 3356747 1.82% 0.217%
11 3.961 800 815 824 rBVY 2577541 5955522 3.23% 0.385%
12 4.022 825 834 852 rVB 2801812 6470782 3.51% 0.418%
13 4.134 853 869 885 rBVY 1927410 4742909 2.58% 0.306%
14 4.240 885 902 916 rBV2 1563609 3743746 2.03% 0.242%
15 4_.379 919 945 960 rBV2 2623058 7416508 4_.03% 0.479%
16 4_.478 961 976 991 rBV 4296443 10516413 5.71% 0.679%
17 4_.578 991 1007 1023 rBY 22721311 53126983 28.85% 3.432%
18 5.173 1163 1192 1203 rBVv4 1434792 4346913 2.36% 0.281%
19 5.430 1253 1272 1284 rBV2 11347664 28431266 15.44% 1.837%
20 5.504 1284 1295 1319 rVB 10795074 25645799 13.93% 1.657%
21 5.633 1320 1335 1343 rBY 2609884 5578348 3.03% 0.360%
22 5.678 1345 1349 1364 rVB2 1569120 2773050 1.51% 0.179%
23 5.890 1403 1415 1422 rVV 5079509 10659352 5.79% 0.689%
24 5.944 1422 1432 1448 rVV2 12763912 33390024 18.13% 2.157%
25 6.028 1448 1458 1471 rVB2 2800711 6157748 3.34% 0.398%
26 6.170 1489 1502 1511 rBVY 1183874 2232935 1.21% 0.144%
27 6.333 1529 1553 1577 rBV6 2968237 9229871 5.01% 0.596%
28 6.600 1620 1636 1666 rvB4 1386992 3716363 2.02% 0.240%
29 6.797 1666 1697 1710 rBVv4 6239864 18587985 10.09% 1.201%
30 6.903 1720 1730 1740 rVB 1359064 2433539 1.32% 0.157%
31 7.015 1756 1765 1777 rVB 1443709 2577293 1.40% 0.166%
32 7.292 1837 1851 1866 rVB 5329265 10731017 5.83% 0.693%
33 7.420 1867 1891 1912 rBV3 6286745 15910024 8.64% 1.028%
34 7.793 1997 2007 2020 rVB4 1574495 3041164 1.65% 0.196%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample : K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p

Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR110419WMA_M
Title - TRACE VOA SOMO1.0
35 7.890 2021 2037 2044 rBV3 990511 2438829 1.32% 0.158%
36 8.398 2178 2195 2201 rBV2 1162428 2354555 1.28% 0.152%
37 8.440 2201 2208 2231 rVB 1911174 3367124 1.83% 0.217%
38 9.600 2558 2569 2592 rVB 9477306 15016486 8.15% 0.970%
39 9.726 2594 2608 2623 rBV 20510443 34186870 18.56% 2.208%
40 10.128 2722 2733 2763 rVB 2343041 3921664 2.13% 0.253%
41 10.510 2840 2852 2873 rBV 6121220 9661014 5.25% 0.624%
42 10.935 2966 2984 3000 rBV2 25031258 39449678 21.42% 2.548%
43 11.031 3000 3014 3031 rVV2 47157012 112862965 61.29% 7.290%
44 11.118 3031 3041 3067 rVB 23765396 35907230 19.50% 2.319%
45 11.320 3089 3104 3132 rVB2 27074380 42438703 23.05% 2.741%
46 11.507 3134 3162 3175 rBV3 84354305 154450197 83.87% 9.977%
47 11.636 3189 3202 3207 rBV 2735506 4223653 2.29% 0.273%
48 11.668 3207 3212 3231 rVB 3083535 4582810 2.49% 0.296%
49 11.767 3231 3243 3252 rBV 1496708 2324229 1.26% 0.150%
50 11.822 3252 3260 3277 rVB3 965715 2223949 1.21% 0.144%
51 11.922 3277 3291 3303 rBV 25215728 38928052 21.14% 2.515%
52 12.121 3338 3353 3370 rBV2 22721049 43777365 23.77% 2.828%
53 12.211 3370 3381 3399 rVB6 13894081 26851648 14.58% 1.734%
54 12.327 3406 3417 3427 rVB 1875913 2880609 1.56% 0.186%
55 12.401 3427 3440 3455 rVB 5131109 8395696 4_56% 0.542%
56 12.488 3455 3467 3473 rBV 9568020 15481908 8.41% 1.000%
57 12.520 3473 3477 3488 rVB 7269311 9621137 5.22% 0.621%
58 12.594 3488 3500 3508 rBV 13752776 20962564 11.38% 1.354%
59 12.635 3508 3513 3524 rVB 3252318 4716949 2.56% 0.305%
60 12.706 3524 3535 3553 rBV2 9623883 16723518 9.08% 1.080%
61 12.899 3582 3595 3606 rVB2 3095185 5243556 2.85% 0.339%
62 12.996 3606 3625 3634 rBV 18573690 28564909 15.51% 1.845%
63 13.050 3634 3642 3655 rVB 15236577 22533592 12.24% 1.456%
64 13.131 3655 3667 3681 rBV3 1658011 3768887 2.05% 0.243%
65 13.314 3716 3724 3739 rVB 8434627 12646168 6.87% 0.817%
66 13.478 3764 3775 3787 rVV3 18387472 31592768 17.16% 2.041%
67 13.542 3787 3795 3801 rVV3 1188750 2312863 1.26% 0.149%
68 13.581 3801 3807 3819 rVV 1253690 2078183 1.13% 0.134%
69 13.645 3819 3827 3844 rVB2 1834493 3027299 1.64% 0.196%
70 13.754 3846 3861 3868 rBV2 1097647 1970004 1.07% 0.127%
71 13.806 3868 3877 3884 rVvVv 2879923 4987798 2.71% 0.322%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample : K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR110419WMA_M

- TRACE VOA SOMO1.0

72 13.857 3884 3893 3908 rVv4 5706395 11982053 6.51% 0.774%
73 13.934 3910 3917 3919 rVV 2369841 3309386 1.80% 0.214%
74 13.963 3920 3926 3942 rVB2 4819575 8967667 4._.87% 0.579%
75 14.108 3955 3971 3995 rBV 2723069 5173988 2.81% 0.334%

76 14.307 4016 4033 4043 rBV2 2035701 3741740 2.03% 0.242%
77 14.365 4043 4051 4061 rVB 2119287 3186246 1.73% 0.206%
78 14.504 4083 4094 4110 rBV 2958523 4626586 2.51% 0.299%
79 14.687 4140 4151 4164 rBV 2663010 4792314 2.60% 0.310%
80 14.828 4186 4195 4206 rBV 1246303 1987700 1.08% 0.128%

81 14.896 4207 4216 4228 rVB2 1940049 3104802 1.69% 0.201%
82 15.243 4294 4324 4336 rBV 3336635 5960276 3.24% 0.385%
83 15.430 4370 4382 4393 rBV 2919250 4699056 2.55% 0.304%

Sum of corrected areas: 1548104257
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU035757.D
2|01
8e+07
6e+07
4e+07 2.22
3.40
3t 458
2e+07 2.62
5.4%0 5.94
3.74 4 5.8% 03, .-6.33
o 3. 3,617 380021824, 5.17 588 0%.17 633 660,
e e R e L S e B e e N R S e S
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU035757.D
11.51
8e+07
6e+07
11.03
4e+07
11.32
10.9 1.12 11.9212.12
9.73
2e+07
2.
9.60
.80 7.29.42 10.13 10.51 1y
ooz AN e e Ml ses UL e |
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: VU035757.D
8e+07
6e+07
4e+07
13.00 13.48
2e+07 305
1.11144874.504.6Q1490 15.2415.43
o! A AN N N AN AN JAN
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\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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: Straight-Chai... Concentration Rank 3

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

2.01 99.76 ug/L 184152000 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 72
2 1-Propene. 2-methvl- 56 C4H8 000115-11-7 59
3 2-Propen-1-ol. 2-methvl- 72 C4H80 000513-42-8 50
4 Diaziridine.3.3-dimethvl- 72 C3H8N2 004901-76-2 11
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10

Abundance Scan 208 (2.009 min): VU035757.D (-197) (-) m/z 41.05 100.00%
5000
72
1.60 1.80 2.00 2.20 2.40
0 % 250 m/z 42.05 100.00%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 m/z 43.10 100.00%
72
0'|“}3J“'L'A ARARSASN wARAS NAL R NARA NAMSNNA RS LARS N RRRAR AR RS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41
1.60 1.80 2.00 2.20 2.40
5000 56 m/z 57.10 100.00%
28
> 15
G R R R R WA LA LA SRS SRS LRSS RS AR
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #702: 2-Propen-1-ol, 2-methyl-
57 1.60 1.80 2.00 2.20 2.40
39 m/z 39.10 81.76%
5000
72
I ?
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 18

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

2.22 27.03 ug/L 49891800 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 83
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 64
5 Butane, 2-methyl- 72 C5H12 000078-78-4 45

Abundance Scan 274 (2.221 min): VU035757.D (-265) (-) m/z 43.10 100.00%
a3 { ]
5000
57 .,
| | 86 105 007 1.80 2.00 2.20 2.40 2.60
o L I S S R m/z 42.10 83.23%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #709: Pentane
43
5000
1.80 2.00 2.20 2.40 2.60
27 57 72 m/z 41.10 71.39%
Oﬁﬂ*T&i*ﬂTJM"Jl“I'l“"l'“'l'“'l"“l"“l"“l"“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 m/z 57.10 24 _72%
27 57 72
15
o e R S I S B B B B SR S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #708: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.05 22 .20%
5000 27
57
15 72
0'F”'W"”I'”'I”'W"”I'”'P"W"”I”"P"W"”
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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: Cyclic3.01 Concentration Rank 66

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

3.01 1.57 ug/L 2902040 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 93
2 Cvclopropane. l1l-ethvl-1-methvl- 84 C6H12 053778-43-1 93
3 Pentane. 3-methvlene- 84 C6H12 000760-21-4 90
4 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 76
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 70

Abundance Scan 519 (3.009 min): VU035757.D (-500) (-) m/z 55.05 100.00%
56 6!
41 ? T
5000 84
2.60 2.80 3.00 3.20 3.40
0 ...,....,....,....,...:,]..‘.‘?l:'.'.-.,‘??.'.;...7?,..'..?1...9.8,... m/z 69.10 91.29%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1477: 1-Pentene, 3-methyl-
55 69
41
5000 27
84 2.60 2.80 3.00 3.20 3.40
m/z 41.10 80.36%
1|5 | .‘ il || |I.|| 63
e I L UL I S IR IR I IS I W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
41
55 69
2.60 2.80 3.00 3.20 3.40
5000 27 m/z 56.10 57.91%
84
0 1 15 33 49 63 77
L IR UL SULEULS JUREL UL JULILS SURILIL IURILL SURILI SULBL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 A
Abundance #1489: Pentane, 3-methylene- R e o  ERma o
4 69 2.60 2.80 3.00 3.20 3.40
55 m/z 39.05 36.60%
5000 27 84
A< O = 20
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 20

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

3.07 24.19 ug/L 44648000 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 86
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 83
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 80
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 50

Abundance Scan 538 (3.070 min): VU035757.D (-525) (-) m/z 43.10 100.00%
43
5000
71
3|9 515596367 | 77 86 2.80 3.00 3.20 3.40
Ol e m/z 42.10 84.43%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 f
Abundance #1828: Butane, 2,3-dimethyl-
43
5000
71 2.80 3.00 3.20 3.40
39 m/z 41.10 36 .08%
27 55 86
15 , |, . 511 6367
O T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
42
2.80 3.00 3.20 3.40
5000 m/z 71.10 28.36%
71
27
0 15 32 38 51°° 6367 77 O
SLARLLARL) L LR L LR ML A KLY ALL) KAL) LAY RALL) ML) REAEE AL LA RLARI ML) LAAR KAk M
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl-
43 2.80 3.00 3.20 3.40
m/z 39.10 14 .53%
5000
27
39 71
0 1 15 134 |||, 519 61 67| 77 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 21

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

3.11 22.07 ug/L 40749800 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 64
2 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 42
3 Sulfurous acid. hexvl 2-pentvl e... 236 C11H2403S 1000309-15-6 39
4 Furan. tetrahvdro-2-methvl- 86 C5H100 000096-47-9 33
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 33

Abundance Scan 550 (3.109 min): VU035757.D (-546) (-) m/z 43.10 100.00%
71
5000
57
| | 86 2.80 3.00 3.20 3.40
o e m/z 71.10 57.99%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #1823: Pentane, 2-methyl-
5000 "'I""I""I"'/>”"I
= 2.80 3.00 3.20 3.40
27 m/z 41.10 37 .55%
0 2 15 n ?7 | 8.6
miz--> 0 20 40 60 80 100 120 140 160
Abundance
43
71 2.80 3.00 3.20 3.40
5000 m/z 42.10 31.72%
29 55 85
1 15 100
e S TRy L L L S WL UL N L
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #90254: Sulfurous acid, hexyl 2-pentyl ester
43 7 2.80 3.00 3.20 3.40
85 m/z 57.10 24 .24%
5000
0 \‘ “ | H I i 101111 129 167
m/z--> 0 20 ' 60 80 100 120 140 160 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

3.40 32.46 ug/L 59916900 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 641 (3.401 min): VU035757.D (-620) (-) m/z 57.10 100.00%
57 T
41
5000
71 g 3.00 3.20 3.40 3.60 3.80
o b e e e e e | M/Z 56.10  83.26%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
3.00 3.20 3.40 3.60 3.80
m/z 41.05 54 .09%
o 15 1 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57
29 41 3.00 320 3.40 3.60 3.80
5000 m/z 43.10 22.01%
1 15 71 g
e A UL SR I B B L W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl-
57 3.00 3.20 3.40 3.60 3.80
m/z 39.10 12.91%
29 41
5000
0 2 1\5 \‘\ ‘\‘ [l 7\1 8§
mz-> 0 20 40 60 80 100 120 140 160 180 200 | | 3.00 3.20 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 7 (DEL) Alkane: Cyclic3.61 Concentration Rank 63

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

3.61 1.86 ug/L 3433310 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 91
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 91
4 Cvclohexane 84 C6H12 000110-82-7 78
5 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 64

Abundance Scan 706 (3.610 min): VU035757.D (-691) (-) m/z 56.10 100.00%
56
41
5000 69 84
51 3.20 3.40 3.60 3.80 4.00
o...,....,....,..3.6:,'.|'...i'.|: B e L9 Tm/z 41.10 64.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: 1-Pentene, 2-methyl-
56
41
5000
27 69 84 3.20 3.40 3.60 3.80 4.00
m/z 55.10 43.76%
o 1I5 \ |‘ 32 || ‘l ?.1|. , 63 "
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
41 56
3.20 3.40 3.60 3.80 4.00
5000 27 69 m/z 84.10 41.89%
84
15
32 51 63 77
L U UL S UL I IR SR SIS I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1488: 1-Pentene, 2-methyl-
56 3.20 3.40 3.60 3.80 4.00
m/z 69.05 40.89%
41
5000 6 B4
29
0"'I""P"'I""P"'?%"ﬁ%"l""l”"l""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 45

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

3.74 6.10 ug/L 11255700 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 83
3 n-Hexane 86 C6H14 000110-54-3 64
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 36
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 35

Abundance Scan 746 (3.739 min): VU035757.D (-728) (-) m/z 57.10 100.00%
g7
41
5000
58 3.40 3 'ea'@ga' 400
37| ||}454953)||, 6367 7781 : : S
0“M“W“W“W“w“W“W“W“WJW“W“W“LLW“W“¢“W“W“J“W“W' m/z 41.10 60.80%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000
3.40 3.60 3.80 4.00
29 86 m/z 43.10 57 .44%
o 15 | 37L‘ 4953|6165 "1 77
miz--> 0 5 1015 20 2'5 B a5 e o5 o5 e 7o 7 5 5 55
Abundance
57
43
29 3.40 3.60 3.80 4.00
5000 m/z 56.10 49.01%
39
86
0 2 B 53 1
B L LA L) L) LA KA KA ARE) AL AL) L) LA AN WAL AR LALS) RALA LR M B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane R e e
43 57 3.40 3.60 3.80 4.00
m/z 42.05 28.61%
29
5000
39 86
ol 2 B | 53| L
m/z--> 0 5 10 15 20 25 30 35 4'0 4'5 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 9 (DEL) Alkane: Cyclic3.88 Concentration Rank 64

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

3.88 1.82 ug/L 3356750 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. (2)- 84 C6H12 007642-09-3 91
2 3-Hexene. (2)- 84 C6H12 007642-09-3 91
3 3-Hexene. (E)- 84 C6H12 013269-52-8 91
4 3-Hexene. (E)- 84 C6H12 013269-52-8 91
5 3-Hexene, (E)- 84 C6H12 013269-52-8 91

Abundance Scan 790 (3.880 min): VU035757.D (-771) (-) m/z 55.10 100.00%
55
41
5000 69 84
37‘ 51 Il 6165 | 74 79 3.60 3.80 4.00 4.20
Obererrreprrrrrerrersrrrgrerrerrrrer b B S ot T oo | M7z 41.05 65 79%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1461: 3-Hexene, (2)-
56
41
5000
6o 84 3.60 3.80 4.00 4.20
27 m/z 84.10 52 .58%
o 15 ||31 37L | 51“| 6165 | 7377 |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
55
41
3.60 3.80 4.00 4.20
5000 27 m/z 69.10 47 .27%
84
69
15
o 31 37 45 51 6165 7377
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1460: 3-Hexene, (E)-
a1 55 3.60 3.80 4.00 4.20
m/z 42.10 45_.62%
5000
27 69 84
0 1 s 37, ‘M 6165 | 7377
m/z--> 0 5 10 15 20 2'5 30 35 4'0 45 50 55 60 6|5 70 75 80 8|5 90 | 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 10 (DEL) Alkane: Cyclic3.96 Concentration Rank 57

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

3.96 3.23 ug/L 5955520 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. (2)- 84 C6H12 007642-09-3 91
2 3-Hexene. (2)- 84 C6H12 007642-09-3 91
3 2-Hexene 84 C6H12 000592-43-8 91
4 2-Hexene. (2)- 84 C6H12 007688-21-3 91
5 2-Hexene, (2)- 84 C6H12 007688-21-3 91

Abundance Scan 815 (3.961 min): VU035757.D (-800) (-) m/z 55.10 100.00%
55
5000
42 84
‘ 69
3.60 3.80 4.00 4.20
50
0 ...,....,....,..?7.|,-.'...i-.'.'.|.,‘?3..'.|,...77.,....?1...., m/z 84.10  40.93%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1461: 3-Hexene, (2)-
56
41
5000
6o 84 3.60 3.80 4.00 4.20
27 m/z 42.10 33.49%
0 15 | || | 50.|I| 63 | " L
LR FREL LA SN FURLEL L SURLELEL UL UL SR SULL L IR
m/z--> 10 20 30 40 50 70 80 90
Abundance
55
41
3.60 3.80 4.00 4.20
5000 7 m/z 41.10 31.16%
84
69
15
33 50 63 77
L S L UL L IR S SIS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1454 2-Hexene
55 3.60 3.80 4.00 4.20
m/z 56.10 23.56%
5000 41
27 84
69
N C N 1 - S 1 R N ,??.u‘,.... S PO
m/z--> 10 20 30 40 50 70 80 90 3.60 3.80 4.00 4.20

SOMUTR110419WMA .M

Wed Nov 20 10:37:00 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 11 (DEL) Alkane: Cyclic4.02 Concentration Rank 55

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

4.02 3.51 ug/L 6470780 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 86
2 Cvclopropane. 1.1.2-trimethvl- 84 C6H12 004127-45-1 86
3 2-Pentene. 4-methvl-. (BE)- 84 C6H12 000674-76-0 83
4 1-Butene. 2.3-dimethvl- 84 C6H12 000563-78-0 83
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 80

Abundance Scan 833 (4.018 min): VU035757.D (-825) (-) 69.10 100.00%
69
41
5000 84
53 3.60 3.80 4.00 4.20 4.40
0 ...,....,....,....,....|,.~...,.'.:.,‘??.'.;..??,....9,1....,.1.0.5.,.. m/z 41.10 69.92%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1482: 2-Pentene, 2-methyl-
41 69
5000
3.60 3.80 4.00 4.20 4.40
27 e 84 m/z 84.10 36.30%
o || 49| 63| 77
e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
41
69 3.60 3.80 4.00 4.20 4.40
5000 m/z 39.10 18.08%
84
27 55
o1 15 33 49 . 63 77
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #1516: 2-Pentene, 4-methyl-, (E)-
4 69 3.60 3.80 4.00 4.20 4.40
m/z 67.10 8.77%
5000
- 84
0 "'I""I""I"'bl'?§Jiw"??“??'lg?“'i"??l""I""I""I'
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 12 (DEL) Alkane: Cyclic4.13 Concentration Rank 59

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

4.13 2.57 ug/L 4742910 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 95
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 95
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 868 (4.131 min): VU035757.D (-853) (-) m/z 69.10 100.00%
41 69
84
5000 o2

3.80 4.00 4.20 4.40

| 63 '
Ob el A B3 77 o1 98105 1 7ot 40 10 s4.38%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #1473: 2-Pentene, 3-methyl-
41 69
5000 55 84

3.80 4.00 4.20 4.40
m/z 84.10 55.25%

27
s U sl @il 72 |
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
41
69
3.80 4.00 4.20 4.40
5000 55 m/z 55.10 50.47%
15 49 63 77
O T T T T T T T T e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
41 69 3.80 4.00 4.20 4.40
m/z 39.10 24 .61%
55
5000 7 84
15
obrrr }....,....,..llh...aﬁ.ﬂ.%?H“..,??.Hi..??,..u.,....,....,...
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 13 (DEL) Alkane: Cyclic4.24 Concentration Rank 61

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

4.24 2.03 ug/L 3743750 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. (2)- 84 C6H12 007642-09-3 91
2 2-Hexene. (E)- 84 C6H12 004050-45-7 91
3 2-Hexene. (2)- 84 C6H12 007688-21-3 91
4 3-Hexene. (E)- 84 C6H12 013269-52-8 91
5 3-Hexene, (2)- 84 C6H12 007642-09-3 91

Abundance Scan 902 (4.240 min): VU035757.D (-885) (-) m/z 55.10 100.00%
55
5000 42 84
69
50 | 4.00 4.20 4.40 4.60
0 ...,....,....,..?7:|,-.|...i'.|.'..,‘?3..'.|,...77.,..~..,91...., m/z 84.10 44.41%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1468: 3-Hexene, (2)-
56
41
5000 27
84 4.00 4.20 4.40 4.60
69 m/z 42.05 40.17%
15
o | |||33||| 5.O||I| 63 | " .
LR SR SN UL SUNLELELS SURL AL FURLELEL UL UL IURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
55
4.00 4.20 4.40 4.60
5000 42 m/z 41.10 37 .35%
84
29 69
0 15 37 50 63 77
LR FELELEN SLELEL N SRR SUNLELRLN SURLALER UL SURLELELS UL IURL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1462: 2-Hexene, (2)-
55 4.00 4.20 4.40 4.60
m/z 56.10 27 .79%
42
5000 27
84
69
15
o \ les|| 50 e | 7
miz--> 0 20 30 4 50 60 70 8 9 400 420 440 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 14 (DEL) Alkane: Cyclic4.38 Concentration Rank 54

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

4._.38 4.02 ug/L 7416510 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
3 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 91
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 945 (4.379 min): VU035757.D (-919) (-) m/z 69.10 100.00%
41 69
84
5000 55
4.00 420 4.40 4.60 4.80
0 ...,....,....,....,....|;'l..‘.‘?l:':l-.,‘??.'.;..??,..'..,9.1..9?,..197,... m/z 41.10 80.61%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
41 69
5000 55
84 4.00 420 4.40 4.60 4.80
27 m/z 84.10 53.43%
o || || .|||| 63 |, .
R L SO ORI I SURILR SURILN I UL SV IR L B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
41 69
4.00 4.20 4.40 4.60 4.80
5000 55 m/z 55.10 47 .93%
27 84
o 2 15 33 49 63, 77
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #1473: 2-Pentene, 3-methyl-
4 69 4.00 420 4.40 4.60 4.80
m/z 56.10 23.84%
5000 S5 84
27
0 15 “ ‘\ 49\‘\ 63\ | " !
miz--> 0 10 20 30 40 50 60 70 8 90 100 110 400 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 48

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

4.48 5.70 ug/L 10516400 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 90
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 64

Abundance Scan 977 (4.481 min): VU035757.D (-961) (-) m/z 43.10 100.00%
43 57
5000
85
69 420 4.40 4.60 4.80
| O N O O A O L B By = 5 TO MW
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3988: Pentane, 2,4-dimethyl-
a3 57
5000
85 420 4.40 4.60 4.80
29 m/z 56.10 51.57%
o 15 || 3|, , 51| 6369 77 | 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
57 420 440 460 480
5000 m/z 41.10 47 .56%
27 85
o 15 37 51 69 77 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43 420 4.40 4.60 4.80
57 m/z 85.10 29.72%
5000
0 15 || 37 51 || 63 69 100
m/z--> 10 20 30 40 50 6 70 8 9 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 16 (DEL) Alkane: Cyclic4.58 Concentration Rank 16

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

4.58 28.78 ug/L 53127000 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 1008 (4.581 min): VU035757.D (-991) (-) m/z 56.10 100.00%
56
5000 41 69 J\
| 84 420 4.40 4.60 4.80 500
37|,||45 51,|, 6165, 74 79 y ; : : :
0”“mW“W”W”W”W“W“W“W“L”ﬁ“W“M'W“W”W“W”W“L”W“W' m/z  69.10 44.89%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 f
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80 5.00
o8 o m/z 41.10 44 _67%
5 1oal sl e,
O AT e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 4.40 4.60 4.80 5.00
5000 m/z 55.10 25.57%
69
27 84
o 1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl-
56 420 4.40 4.60 4.80 5.00
m/z 42.10 19.01%
5000 41
69
27 ‘ ‘ 84
0'“'““P'“P“'P“ﬁ§“W““IJJ%{'EZW”LI““?}“Il“?{§ﬁd'PZ?JZW“'W”“I““P
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.

517 2.35 ug/L 4346910  1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 pentane. 3.3-dimethvl- 100 C7THI6 000562-49-2 59

2 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 59
3 1-Butanol. 2.2-dimethvl- 102 C6H140 001185-33-7 53
4 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 47
5 4,4-Dimethyl-1-hexene 112 C8H16 001647-08-1 45

Abundance Scan 1191 (5.170 min): VU035757.D (-1163) (-) m/z 43.05 100.00%
43 7
5000 55 /\A ]\
R A R
|‘ | 207 480 500 5.20 5.40 5.60
0l el .L..w...w..”,.”.,”..“...“... m/z 71.10 96.57%
m/z--> 0 20 40 60 100 120 140 160 180 200
Abundance #3984. Pentane, 3,3-dimethyl-
43
71 /\
5000 LI LN L L L L L LB B B
480 5.00 520 5.40 5.60
29 - 85 m/z 55.10 37.53%
oL 1 15 | 100
et
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
71
480 5.00 520 5.40 5.60
5000 m/z 41.10 30.64%
85
29 55
15
O T T e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #4474: 1-Butanol, 2,2-dimethyl-
43 480 5.00 520 5.40 5.60
71 m/z 70.10 30.08%
5000
29 55
H‘ ‘\\\‘ ‘\‘ 87 99
ot e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 26

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

5.50 13.89 ug/L 25645800 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 94
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 91
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 90
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 87
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43

Abundance Scan 1294 (5.501 min): VU035757.D (-1284) (-) m/z 56.10 100.00%
56
4
5000 71
85 520 5.40 5.60 5.80
ol 100 281 | “m/z 43.10 76.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3985: Pentane, 2,3-dimethyl-
56
5000 4
71 520 5.40 5.60 5.80
2 m/z 57.10 71.40%
o 85 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 520 5.40 5.60 5.80
5000 m/z 41.10 54 _.30%
71
27
o 85 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3992: Pentane, 2,3-dimethyl-
56 520 5.40 5.60 5.80
4 m/z 71.10 43.45%
5000
2 71
ohl 85 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 58

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

5.63 3.02 ug/L 5578350 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 94
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 83
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 59
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 59

Abundance Scan 1334 (5.629 min): VU035757.D (-1320) (-) m/z 43.10 100.00%
43
71
57
5000
l |‘ 85 100 007 520 5.40 560 5.80 6.00
ol el e e e m/z 71.10 73.29%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3974 Hexane, 3-methyl-
43
57 71
5000
5.20 5.40 560 5.80 6.00
29 m/z 70.10 63.95%
0 15 ||l 85 100
L L IR BRI BUL AL SR WL B L I WL WAL
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
5.20 5.40 560 5.80 6.00
5000 29 57 71 m/z 57.10 60.94%
1 15 85 100
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3977: Hexane, 3-methyl-
43 5.20 5.40 560 5.80 6.00
m/z 41.10 50.32%
5000 57 70
29
m/z--> 0 2'0 40 6|O 80 1(')0 120 140 160 180 200 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 20 (DEL) Alkane: Cyclic5.68 Concentration Rank 67

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

5.68 1.50 ug/L 2773050 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptene. (E)- 98 C7H14 014686-13-6 35
2 Pentane. 2.4-dimethvl-2-nitro- 145 C7H15N02 000597-45-5 35
3 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 35
4 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 30
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 27

Abundance Scan 1350 (5.681 min): VU035757.D (-1345) (-) m/z 56.10 100.00%
56 3
5000 M
51 98 540 5.60 5.80 6.00
ol S el Tl e B 69 10 95. 69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3310: 2-Heptene, (E)-
56
41
5000 69 98
540 5.60 5.80 6.00
21 m/z 55.10 91.84%
ol 15 || ||| a9, (||, es || 77 88 .
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
4 56
30
5.40 5.60 5.80 6.00
5000 83 m/z 83.10 91.16%
70 98
50 63 76
S S S L UL S U S SIS I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3401: 2-Pentene, 4,4-dimethyl-, (2)-
5 83 540 5.60 5.80 6.00
m/z 41.10 39.41%
5000 a1
98
27 ‘ 69
0 ”I'"W"jlP"'ﬁm”'IJ'“I"Jh"?zl”"l'”'l"”
m/z--> 10 20 30 40 50 60 70 80 90 100 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 21 (DEL) Alkane: Cyclic5.89 Concentration Rank 47

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

5.89 5.77 ug/L 10659400 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 72
2 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 70
3 Formic acid. heptvl ester 144 C8H1602 000112-23-2 59
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 58
5 Octane, 3-methyl-6-methylene- 140 C10H20 074630-07-2 53

Abundance Scan 1415 (5.890 min): VU035757.D (-1403) (-) m/z 70.10 100.00%
70
56
5000 41
98 5.60 5.80 6.00 6.20
0...,....|,|..-.' e B e | m/Z 56.10  62.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
5.60 5.80 6.00 6.20
27 m/z 55.10 55.80%
98
o} -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56 70
41
5.60 5.80 6.00 6.20
5000 m/z 41.10 43.17%
27
98
o 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20878: Formic acid, heptyl ester
56 70 5.60 5.80 6.00 6.20
41 m/z 43.10 32.58%
5000
2
) 4, 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 25

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

5.94 18.09 ug/L 33390000 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 78
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 78
4 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 78
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72

Abundance Scan 1431 (5.941 min): VU035757.D (-1422) (-) m/z 57.10 100.00%
57
5000
41
99 5.60 5.80 6.00 6.20
ol 83 14 BL | Tm/z 56.10  31.12%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7663: Pentane, 2,2,4-trimethyl-
57
5000
a 5.60 5.80 6.00 6.20
m/z 41.10 21.57%
RN I St
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
5.60 5.80 6.00 6.20
5000 m/z 43.10 13.83%
41
oL 15 72 P14
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57 5.60 5.80 6.00 6.20
m/z 39.10 6.16%
5000
41
0 1\5 \‘ \‘ 1l 83 9\9 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 23 (DEL) Alkane: Cyclic6.03 Concentration Rank 56

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

6.03 3.34 ug/L 6157750 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 91
2 lIsopropvicvclobutane 98 C7H14 000872-56-0 91
3 Cvclopentane. 1.2-dimethvl- 98 C7H14 002452-99-5 91
4 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 87
5 1-Heptene 98 C7H14 000592-76-7 80

Abundance Scan 1459 (6.031 min): VU035757.D (-1448) (-) m/z 56.10 100.00%
96
5000 41
98
83 08 5.60 5.80 6.00 6.20 6.40
0 L m/z 70.10  79.30%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56
41
5000
5.60 5.80 6.00 6.20 6.40
o 98 m/z 55.10 61.91%
15
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 %
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.10 47 .30%
98
. ob 83
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3391: Cyclopentane, 1,2-dimethyl-
5 5.60 5.80 6.00 6.20 6.40
m/z 69.10 36.80%
41
5000
83 98
0 2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 24 (DEL) Alkane: Cyclic6.17 Concentration Rank 70

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

6.17 1.21 ug/L 2232940 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 46
2 2-Hexene. 2-methvl- 98 C7H14 002738-19-4 45
3 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 38
4 3-Hexene. 2-methvl-. (E)- 98 C7H14 000692-24-0 38
5 3-Methyl-3-hexene 98 C7H14 003404-65-7 38

Abundance Scan 1502 (6.170 min): VU035757.D (-1489) (-) m/z 43.05 100.00%
43
69
55
5000
98
83 580 6.00 6.20 6.40 6.60
o...,....,....,..??;l:.‘.‘%.'.-..-,‘??.':,:..77-,~.'.-..?%.'..!....1}9..., m/z 41.05  96.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3383: 2-Hexene, 3-methyl-, (2)-
41 69
55
5000 98
27 5.80 6.00 6.20 6.40 6.60
m/z 69.05 73.50%
14 83
1 Il Il | |I ||||I 63| | 77. L L
e s R R L UL RS LA I RS RERRS RRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
41 69
5.80 6.00 6.20 6.40 6.60
5000 m/z 71.10 67.07%
28 55 98
15 63 77 83
e s R R L UL RS LA I RS RERRS RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3373: 2-Hexene, 3-methyl-, (2)-
41 6 5.80 6.00 6.20 6.40 6.60
m/z 55.10 61.51%
5000 55
27 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 25 1,3-Pentadiene, 2,3-dimethyl- Concentration Rank 62

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

6.60 2.01 ug/L 3716360 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Pentadiene. 2.3-dimethvl- 96 C7H12 001113-56-0 86
2 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 53
3 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 50
4 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 50
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 46

Abundance Scan 1636 (6.600 min): VU035757.D (-1620) (-) m/z 81.10 100.00%
55 g1

5000

6.20 6.40 6.60 6.80 7.00

114130

0 m/z 55.10 85.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2918: 1,3-Pentadiene, 2,3-dimethyl-
81
5000 96
411 6.20 6.40 6.60 6.80 7.00
27 67 m/z 83.10 55.91%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
6.20 6.40 6.60 6.80 7.00
5000 39 m/z 41.05 53.05%
53 96
67
o 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2909: Cyclopentene, 1,5-dimethyl-
81 6.20 6.40 6.60 6.80 7.00
m/z 98.10 39.81%
5000
96
T
on.w””,nwp.”ﬁ”h“”w.”w”” .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 69

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

6.90 1.32 ug/L 2433540 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 95
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 94
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 91
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 91
5 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 86

Abundance Scan 1729 (6.899 min): VU035757.D (-1720) (-) m/z 57.10 100.00%
43 g7 85
5000
71
6.60 6.80 7.00 7.20
o...,....,....,..??'i.'...??n.'..-,.‘??.',”...??.]:.,..9.6.,....,?1.‘.‘.,.. m/z 43.10 97.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl-
43 57
85
5000
6.60 6.80 7.00 7.20
29 n m/z 85.10 81.60%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43 57
85 660 6.80 7.00 7.20
5000 m/z 41.10 50.30%
29 71
0 15 37 51 65 77 99 114
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7640: Hexane, 2,4-dimethyl-
43 6.60 6.80 7.00 7.20
57 m/z 56.10 43.00%
5000
85
29
71
0 \‘ 36| 51, 65, 77 99 114
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 27 (DEL) Alkane: Cyclic7.02 Concentration Rank 68

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

7.02 1.40 ug/L 2577290 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. ethvl- 98 C7H14 001640-89-7 91
2 Cvclopentane. ethvl- 98 C7H14 001640-89-7 81
3 3-MethvIl-2-hexene 98 C7H14 017618-77-8 38
4 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 38
5 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 38

Abundance Scan 1767 (7.022 min): VU035757.D (-1756) (-) m/z 69.10 100.00%
60
5000 4L 85
83 98112 281 6.60 6.80 7.00 7.20 7.40
YRR | W N S S — - S Y 5 - N0 B < B 0. ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3341: Cyclopentane, ethyl-
41 89
55
5000
27 6.60 6.80 7.00 7.20 7.40
98 m/z 70.10 57 .13%
83
okt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
41 6.60 6.80 7.00 7.20 7.40
5000 55 m/z 41.10 52 .52%
27 83 o8
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3314: 3-Methyl-2-hexene
an 6.60 6.80 7.00 7.20 7.40
m/z 55.10 49 _.57%
55
5000
27
Lhd)s
0.”..L.MJ..”..”..”..”..”..”..”..”.”..”..”..”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20 7.40

SOMUTR110419WMA .M Wed Nov 20 10:37:18 2019 Page: 31



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 46

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

7.29 5.81 ug/L 10731000 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Heptane. 4-methvl- 114 C8H18 000589-53-7 83
3 Heptane. 3.3.4-trimethvl- 142 C10H22 020278-87-9 78
4 Hexane. 3.3.4-trimethvl- 128 C9H20 016747-31-2 78
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78

Abundance Scan 1850 (7.288 min): VU035757.D (-1837) (-) m/z 43.10 100.00%
43 7
5000
7
T| %5 110 7.00 7.20 7.40 7.60
| — 2 m/z 71.10 91.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7659: Pentane, 2,3,4-trimethyl-
43
71
5000
7.00 7.20 7.40 7.60
27 57 m/z 70.10 64._.47%
- S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
71 7.00 7.20 7.40 7.60
5000 m/z 41.10 27 .05%
015 85 g9 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19203: Heptane, 3,3,4-trimethyl-
43 7 7.00 7.20 7.40 7.60
m/z 55.10 24 .94%
5000 57
. H ‘ | | 85 113197
m/z--> 20 Jo 60 éo 100 150 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 37

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

7.42 8.62 ug/L 15910000 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 64
2 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 53
3 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 50
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 47
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 43

Abundance Scan 1891 (7.420 min): VU035757.D (-1867) (-) m/z 43.10 100.00%
43
71
5000 S7 85
7.00 7.20 7.40 7.60 7.80
0.,....,....|i'.-|‘ ||'.1.1.0.,....,....,....,....,210.7.. m/z 71.10 68.88%
m/z--> 0 20 40 100 120 140 160 180 200
Abundance #7653. Pentane, 2,3,3-trimethyl-
43
5000 71
57 7.00 7.20 7.40 7.60 7.80
27 85 m/z 81.05 58.26%
2 15 |‘ 99 113
m/z--> 0 25 Jo éo 80 160 120 140 160 180 200
Abundance
81
7.00 7.20 7.40 7.60 7.80
5000 m/z 70.10 55.85%
97 39 g5 &7 96
e L S S UL B B LS W B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7657: Pentane, 2,3,3-trimethyl-
43 7.00 7.20 7.40 7.60 7.80

m/z 57.10 51.32%

5000
57 71

‘\ ‘ 99

0 w..”,.”.,.”.,”..“..w..”,.”.,.”. S

m/z--> 0 20 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80

85

SOMUTR110419WMA .M Wed Nov 20 10:37:20 2019

Page: 33



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 30 Cyclohexene, l1-methyl- Concentration Rank 65

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

7.79 1.65 ug/L 3041160 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 93
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 93
3 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 83
4 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 81
5 Cyclohexene, 1l-methyl- 96 C7H12 000591-49-1 81

Abundance Scan 2006 (7.790 min): VU035757.D (-1997) (-) 81.10 100.00%
g1
5000 55 67 96
39 |
7.40 7.60 7.80 8.00 8.20
0 ..,....,....,....|;|.'.4.6.i':|.|!~.??~.'.-.',.7.4.'=|i!..??..'.'.,....1,1.1..., m/z 67.10 51.52%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2874: Cyclohexene, 1-methyl-
il
5000
55 67 % 7.40 7.60 7.80 8.00 8.20
39 m/z 96.10 40.29%
o 15 A [ 4 |” 61, )| 7a.ll, 8
mz-> 10 % % 40 % 60 70 8 % 100 10 |
Abundance
81
7.40 7.60 7.80 8.00 8.20
5000 67 m/z 55.10 38.59%
55 96
39
27
15 46 61 75 89
R I L R LA AL RS UL RS SRS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2873: Cyclohexene, 3-methyl- e
81 7.40 7.60 7.80 8.00 8.20
m/z 68.10 35.41%
5000
39 55 67 96
oL 15 T e, \‘ 61 ‘ 75, 89,
m/z--> 10 20 30 40 50 60 70 8 90 100 110 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 31 (DEL) Alkane: Cyclic8.40 Concentration Rank 72

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

8.40 0.78 ug/L 2354560 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-., trans- 112 C8H16 002207-04-7 95
2 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 94
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 94
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 91
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 91

Abundance Scan 2196 (8.401 min): VU035757.D (-2178) (-) m/z 97.05 100.00%
55 o7
5000
112
a |
83 126 081 8.00 820 840 8.60 8.80
0 m/z 55.10 86 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
97
5000 41
112 8.00 820 8.40 8.60 8.80
27 6983 m/z 112.10 36.10%
ol 12
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
8.00 820 8.40 8.60 8.80
5000 m/z 41.05 29.66%
41 112
27 69 g3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans- AN BRI e AR
55 7 8.00 820 8.40 8.60 8.80
m/z 56.10 25_.25%
41
5000 112
69
83
O.E?mepn‘.n.ﬂ”h.”w.”w.”w.”..”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 32 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 71

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

8.44 1.12 ug/L 3367120 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 91
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 90
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 78
4 1.4-Pentadiene. 2.3.4-trimethvl- 110 C8H14 072014-90-5 64
5 2-l1sopropylimidazole 110 C6H10N2 036947-68-9 64

Abundance Scan 2208 (8.440 min): VU035757.D (-2201) (-) m/z 95.10 100.00%
95
5000
67 110
39 53 1 8.20 8.40 8.60 8.80
Il Il ,..I..l,?‘.‘..,....,.... N — 1 m/z 67.10 24.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000
67 820 840 8.60 8.80
110 m/z 110.10 20.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95
a1 8.20 8.40 8.60 8.80
5000 67 m/z 93.10 8.06%
27 110
81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6021: 1,4-Pentadiene, 2,3,3-trimethyl-
95 8.20 8.40 8.60 8.80
. m/z 77.10 6.92%
5000 41
97 o 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 33 Benzene, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.93 88.69 ug/L 39449700 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
4 Benzene. propvl- 120 C9H12 000103-65-1 70
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
Abundance Scan 2983 (10.931 min): VU035757.D (-2966) (-) m/z 91.10 100.00%
o
5000
120
4 51 615 105 - 10.60 10.80 11.00 11.20
O eyt b e e A e 202 28 Tm/z 120.10 35.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
o
5000
10.60 10.80 11.00 11.20
65 120 m/z 92.10 16.28%
39 105
oL15 ,
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
91
120
10.60 10.80 11.00 11.20
5000 m/z 65.05 14 .88%
65
ol 27 51 105 | 134 165 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70360: N-Benzyl-2-phenethylamine
91 120 10.60 10.80 11.00 11.20
m/z 78.10 9.35%
5000
65
0 51 | | 105 | 134 165181 209
m/z--> 20 45 eb ab 160 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 34 Benzene, l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.03 253.74 ug/L 112863000 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 87
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 87
Abundance Scan 3014 (11.031 min): VU035757.D (-3000) (-) m/z 105.10 100.00%
105 120
5000
77 9 .
39 51 65 “ | | 1 10,80 11.00 11.20 11.40
Olrrrrrrr et el et WA 227 338 Tns57150.10 78, 76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.80 11.00 11.20 11.40
m/z 91.10 29.76%
5 27 3 s e 17 9

i1 | N i
L B S B o o L R AR a R R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

105

-

10.80 11.00 11.20 11.40
5000 m/z 77.05 28.96%
120

6 27 ¥ 51 e 7 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9425: Benzene, 1-ethyl-2-methyl-

105 10.80 11.00 11.20 11.40

m/z 106.05 22 .30%
5000
120
27 39 51 65 77 91
SN S R A YN R & <0 RN SNBBNS VAR VA S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 35 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.12 80.73 ug/L 35907200 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3042 (11.121 min): VU035757.D (-3031) (-) m/z 105.10 100.00%
105
120
5000
77 91 10.80 11.00 11,20 11.40
39 51 65
O gl b 188 207 0 Ths7120.10 0 51.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
m/z 119.10 13.52%
0152.73351 6.57|.7| 9I1 1l I
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105 N
120 RIS BN SRR SRR
10.80 11.00 11.20 11.40
5000 m/z 77.05 12.40%
15 27 39 51 65 7 9
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 10.80 11.00 11.20 11.40
m/z 91.10 10.12%
120
5000
0 15 27 39 5‘1 65 7\7\ 9\1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 37 Benzene, (1-methylethyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.51 347.24 ug/L 154450000 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 58
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 52
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 47
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 47
5 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 47

Abundance Scan 3163 (11.510 min): VU035757.D (-3134) (-) m/z 120.10 100.00%

1 0

5000

-

11.20 11.40 11.60 11.80
0 431142152 165 182 207 ' 'm/z 105.10 99.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9415: Benzene, (1-methylethyl)-

5

-

5000
11.20 11.40 11.60 11.80

m/z 119.05 57.13%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.10 56.18%
120
77 91
15 27 39 51 65
B B o e o o B B o LALALE e e o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 11.20 11.40 11.60 11.80
m/z 91.10 47 .20%
5000
120
27 39 51 65 77 91
0...,....‘,‘..“.‘.‘,‘.‘...“‘,..‘a.,‘a‘..‘.,‘....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 38 Benzene, (2-methylpropyl)- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.64 9.50 ug/L 4223650 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 91
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 91
3 Benzene. butvl- 134 C10H14 000104-51-8 90
4 Benzene. butvl- 134 C10H14 000104-51-8 78
5 Benzene, butyl- 134 C10H14 000104-51-8 78
Abundance Scan 3203 (11.639 min): VU035757.D (-3189) (-) m/z 91.10 100.00%
o
5000
134
435 6 4 115 11.40 11.60 11.80 12.00
Ol ek e S 98102 S0 126 | "m/z 92.10  54.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14849: Benzene, (2-methylpropyl)-
il
5000
134 11.40 11.60 11.80 12.00
43 o m/z 134.10 27.78%
0 21 | Slss | 77 105 115
mz-> 10 20 % 40 % 60 7 80 60 100 110 130 130 140
Abundance
91
11140 1160 11.80 12.00
5000 m/z 65.10 11.10%
134
43 65
ol 15 27 51 58 77 103 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14828: Benzene, butyl- B R o e
il 11.40 11.60 11.80 12.00
m/z 43.05 7.30%
5000
134
R O
s 3 B B b B B T 8 b 1o 10 15 1% 1k 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 39 Benzene, 1l-methyl-4-propyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.67 10.30 ug/L 4582810 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 90
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 83
3 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 83
4 Benzeneacetaldehvde. 4-methvl- 134 C9H100 000104-09-6 72
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 64
Abundance Scan 3213 (11.671 min): VU035757.D (-3207) (-) m/z 105.10 100.00%
105
5000
77 134 11.40 11.60 11.80 12.00
51 : : :
Ol 22 2 88l 89 g MO | 152 207 sz 134.10 0 12.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14854: Benzene, 1-methyl-4-propyl-
105
5000 ---u----u---4V\---|----
11.40 11.60 11.80 12.00
134 m/z 77.10 10.39%
15 27 39 51 65 /7 91 | 119 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
”'I'”'I”"I”"P'A}
11.40 11.60 11.80 12.00
5000 m/z 106.10 8.44%
134
15 27 39 51 65 [t 117
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15355: Benzeneacetaldehyde, .alpha.-methyl- R
105 11.40 11.60 11.80 12.00
m/z 79.10 8.43%
5000
77
134
15 27 3 Stes || |
m/z--> 20 40 60 80 100 120 140 160 180 200 11140 11.60 11.80 12.00

SOMUTR110419WMA .M Wed Nov 20 10:37:30 2019 Page: 42



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 40 o-Cymene Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
11.77 5.23 ug/L 2324230 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 p-Cvmene 134 C10H14 000099-87-6 97
3 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 97
4 Benzene. l-methvl-3-(1l-methvleth... 134 C10H14 000535-77-3 95
5 o-Cymene 134 C10H14 000527-84-4 95
Abundance Scan 3244 (11.771 min): VU035757.D (-3231) (-) m/z 119.10 100.00%
119
5000
o1 134
39 51 65 77 103 11.40 11.60 11.80 12.00
Oberrrrrreprrrrrrrireerp ety et S b 348 77 134,10 28.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: o-Cymene
119
5000
11.40 11.60 11.80 12.00
01 134 m/z 91.10 22.62%
15 27 3? 51 65 77 103
Otrrrprtrrprerrprrierrederee et predeeeeee e e e pee e eee e e peee e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
11.40 11.60 11.80 12.00
5000 m/z 117.10 14.23%
o1 134
o 27 41 51 65 77 103
LR R R IR A KRR R A RN AR LAY LA LARAN LARAN R SALRI L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119 11.40 11.60 11.80 12.00
m/z 120.10 9.86%
5000
134
91
| ms e T | ows | A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | | 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 42 Benzene, 2-propenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.12 98.42 ug/L 43777400 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 60
2 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 60
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 60
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 60
5 Benzene, l-propenyl- 118 C9H10 000637-50-3 60
Abundance Scan 3353 (12.121 min): VU035757.D (-3338) (-) m/z 117.05 100.00%
117
105
5000
91 134
39 51 63 /7 11.80 12.00 12.20 12.40
0 207 "m/z 119.10 65.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8960: Benzene, 2-propenyl-
117
5000
11.80 12.00 12.20 12.40
m/z 105.05 62.33%
39 51 63 77
o 27
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 118.05 53.02%
91
7 39 58 77 103
R L S S L UL L B L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8964: Benzene, cyclopropyl- R B R e e i R
117 11.80 12.00 12.20 12.40
m/z 115.05 35.26%
5000
91
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 43 Benzene, 1,2-diethyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
12.33 6.48 ug/L 2880610 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 95
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 87
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 83

Abundance Scan 3418 (12.330 min): VU035757.D (-3406) (-) m/z 105.10 100.00%

5 119

39 51 65 | || 146 12.00 12.20 12.40 12.60
e el et et | M/z 119.10 88.83%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134

12.00 12.20 12.40 12.60

105 1
5000 134
91
77 ‘
|

o

91
77 m/z 134.10 51.63%
27 39 51 65
0..,.1..5.,...'.',....|,....i'.'...,.'.'..,...!,....',:'...,....,..::,....,..'..,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
12.00 12.20 12.40 12.60
5000 134 m/z 91.05 31.28%
91
7

27 41 51 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14837: Benzene, 1,2-diethyl-
105 119 12.00 12.20 12.40 12.60
m/z 117 .05 20.87%
5000 91 134
39 51 65 77
27
0..,.1.‘.5.,....‘,....,....i‘:‘..‘.,a‘.‘..,..a‘l‘,....‘,:‘...,:...,..‘:.l....,..‘..,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 45 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.49 34.81 ug/L 15481900 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3468 (12.491 min): VU035757.D (-3455) (-) m/z 119.05 100.00%
119
5000
134
91 105
39 51 65 77 | 007 12.20 12.40 12.60 12.80
Ot i Wk 207 m/z 134.05 32.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 12.20 12.40 12.60 12.80
m/z 91.05 15.97%
15 27 39 51 g5 77 91 105 |
0...'.,....,'..":'.,'.'...",....,':'..'.' o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 105.10 13.33%
91 105 134
15 27 39 51 65 "
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 120.10 9.98%
5000
91 134
7 105
51 65 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 48 Benzene, (2-methyl-1-propen... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.64 10.60 ug/L 4716950 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 91
2 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 90
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 90
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
Abundance Scan 3514 (12.639 min): VU035757.D (-3508) (-) m/z 117.10 100.00%
117
5000 132
39 51 65 77 gﬁ 103 | e 12.40 12.60 12.80 13.00
Obrrprrrr e e e et e e e m/z 132.10 48.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
147
132
5000 UL BRI SN BN SU
91 12.40 12.60 12.80 13.00
‘ m/z 115.10 32.69%
5 27 P e B T s |,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 12.40 12.60 12.80 13.00
5000 m/z 131.10 16.65%
91
o7 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14031: Indan, 1-methyl-
117 12.40 12.60 12.80 13.00
m/z 91.10 14.11%
5000
132
91
o 27 % &1 & 7w | 13 |||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 49 Benzene, l-ethenyl-3-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.71 37.60 ug/L 16723500 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
2 Indan. 1-methvl- 132 C10H12 000767-58-8 87
3 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 87
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 3536 (12.709 min): VU035757.D (-3524) (-) m/z 117.10 100.00%
117
5000
132
91
39 51 65 77 12.40 12.60 12.80 13.00
o 102 Myl 148 207 m/z 115.10 31.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
147
5000 132
12.40 12.60 12.80 13.00
01 m/z 132.10 28.74%

15 27 39 91 63 77 103

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
117
R e R EEaE
12.40 12.60 12.80 13.00
5000 m/z 91.05 14.02%
132
91
27 39 51 65 77 103
O T T e e T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117 12.40 12.60 12.80 13.00
m/z 118.10 9.94%
5000 132
91
39 51 65 77 ‘ 103
o e L o o S A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 51 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.00 64.22 ug/L 28564900 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
Abundance Scan 3626 (12.999 min): VU035757.D (-3606) (-) m/z 119.10 100.00%
119
5000 134
65 77 ol 12.60 12.80 13.00 13.20 13.40
39 51 103 : : : : :
o SR S - AN A N T N ST B m/z 134.10 48.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20 13.40
91 m/z 91.10 15.14%
15 77 poSLoss N ] e .
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
134 12.60 12.80 13.00 13.20 13.40
5000 m/z 120.10 9.87%

39 91
. 27 51 65 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-

12.60 12.80 13.00 13.20 13.40
m/z 133.10 9.76%

5000

91

15 27 4151 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 52 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.05 50.66 ug/L 22533600 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
Abundance Scan 3642 (13.050 min): VU035757.D (-3634) (-) m/z 119.10 100.00%
119
5000 134
39 51 65 77 o 103 148 12.80 13.00 13.20 13.40
O e e bt 8207 PnyZz 13410 44.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
12.80 13.00 13.20 13.40
m/z 91.10 14.76%
27 | 51 g5 77 ﬁ 105
0"'wL"L'”'N“'Jl“"|“'”|”'h|“"|”"|“"|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.80 13.00 13.20 13.40
5000 134 m/z 120.10 9.78%
91
15 27 39 51 65 77 | 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119 12.80 13.00 13.20 13.40
m/z 133.10 9.02%
5000 134
15 2\7 3\9 5\1 6\5 7\7 9‘1 105 M \
O T o T T e T T e
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 14'10 1('30 1éo 2(')0 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 53 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.13 8.47 ug/L 3768890 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvlpro... 148 Cl11H16 001595-16-0 70
2 o-Cvmene 134 C10H14 000527-84-4 55
3 p-Cvmene 134 C10H14 000099-87-6 55
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 49
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 49
Abundance Scan 3667 (13.131 min): VU035757.D (-3655) (-) m/z 119.10 100.00%
119
5000
131
9 148
105
39 51 65 '/ 12.80 13.00 13.20 13.40
o 207 m/z 131.10 37.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
12.80 13.00 13.20 13.40
o1 148 m/z 91.10 30.17%
oLz ds 65 77 AP | 133
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.80 13.00 13.20 13.40
5000 m/z 148.10 27 .21%
134
91
oL 15 27 4151 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119 12.80 13.00 13.20 13.40
m/z 105.10 15.92%
5000
o1 134
oL 2 qteL & 7 | 108 | |
mz-> 20 40 60 80 100 120 140 160 180 200 12,80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 54 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.31 28.43 ug/L 12646200 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 95
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 90
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
Abundance Scan 3723 (13.311 min): VU035757.D (-3716) (-) m/z 117.10 100.00%
147
5000 132
91
39 51 64 77 103 | 13.00 13.20 13.40 13.60
o..,....,....,....-,....,'....,.'."..,...l:,....~,|....,.~.~..,..!!,...-!',|.-...,....,%“?‘?,...., m/z 132.10 38.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 13.00 13.20 13.40 13.60
39 g o1 m/z 115.10 25.29%
. 27 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 131.10 17.57%
27 39 51 65 77 91 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

13.00 13.20 13.40 13.60
m/z 91.10 11.92%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 55 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.48 71.03 ug/L 31592800 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 89
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 76
4 Indan., 1-methvl- 132 C10H12 000767-58-8 76
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
Abundance Scan 3776 (13.481 min): VU035757.D (-3764) (-) m/z 117.10 100.00%
117
5000 132
mmwm 13.20 13.40 13.60 13.80
Ol e 104 147 162 207 269 | m/z 132.10 38.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
5000 132
13.20 13.40 13.60 13.80
m/z 115.10 27 .84%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
13.20 13.40 13.60 13.80
5000 m/z 119.10 20.47%
91 132
39
26 63 '’ 104
O T e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 13.20 13.40 13.60 13.80
m/z 131.10 19.12%
5000 132

26 \ 92 m 8 \104 ‘H h“

e e .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 56 2-Methylindene Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
13.54 5.20 ug/L 2312860 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 93
2 1H-Indene. l-methvl- 130 C10H10 000767-59-9 91
3 Benzene. (1-methvl-2-cvclopropen... 130 C10H10 065051-83-4 90
4 Benzene. 1l-butvnvl- 130 C10H10 000622-76-4 83
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 78

Abundance Scan 3794 (13.539 min): VU035757.D (-3787) (-) m/z 130.10 100.00%

5000

13.20 13.40 13.60 13.80
m/z 115.10  92.34%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13084: 2-Methylindene

5000
13.20 13.40 13.60 13.80
m/z 129.10 87.11%
01 R R R R E R SR E s R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
115 130
13.20 13.40 13.60 13.80
5000 m/z 131.10 59.16%
51
7 % e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
0

13.20 13.40 13.60 13.80

m/z 128.05 44 _28%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA_M
Quant Title : TRACE VOA SOM01.0

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 58 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.65 6.81 ug/L 3027300 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 89
2 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 89
3 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 86
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 84
5 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 84
Abundance Scan 3829 (13.252 min): VU035757.D (-3819) (-) m/z 104.10 100.00%
104
5000
148 13.40 13.60 13.80 14.00
0 i 0] AN 1 m/z 115.05 68.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132
13.40 13.60 13.80 14.00
m/z 130.10 60.50%
51 g5 78 117
20 Ly [
O e e I e e ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
104
130 13.40 13.60 13.80 14.00
5000 91 m/z 129.05 55.26%
27 9l 65 78 117
ol 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104 13.40 13.60 13.80 14.00
m/z 132.10 50.69%
132
5000 91
,7 516578 117
0 ...|.‘...‘,....,‘l...”,.... ‘H”U ”” .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 59 Benzene, (3-methyl-2-butenyl)- Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.
13.75 4.43 ug/L 1970000 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvIl-2-butenvl)- 146 C11H14 004489-84-3 76
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 70
3 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 70
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 68
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 68
Abundance Scan 3860 (13.751 min): VU035757.D (-3846) (-) m/z 131.10 100.00%
1

5000

13.40 13.60 13.80 14.00
m/z 133.05 82.68%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
1

5000
13.40 13.60 13.80 14.00

m/z 146.05 39.28%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
13.40 13.60 13.80 14.00
5000 m/z 115.10 26.48%
o1 146
115
39 6377
ol 25
mmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131 13.40 13.60 13.80 14.00
m/z 91.05 22 .69%
91
5000
27 115 146
71 L]
OHH,HHMJLJ”w.HWWHMJHWL”,””..”.”..”..”w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 60 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.81 11.21 ug/L 4987800 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 95
2 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 94
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 91
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 91
Abundance Scan 3878 (13.809 min): VU035757.D (-3868) (-) m/z 131.10 100.00%
131
5000
146
15 13.40 13.60 13.80 14.00 14.20
51 77 : : - : :
Obrr e B8 L Ml te2 207 %81 0504610 24 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
146 13.40 13.60 13.80 14.00 14.20
m/z 115.10 14.98%
39 64 91 115
o - P ISP | —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
o1 13.40 13.60 13.80 14.00 14.20
5000 146 m/z 129.10 14 .00%
39
15 53 77 115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-

13.40 13.60 13.80 14.00 14.20
m/z 91.10 11.16%

5000

13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 61 Benzene, (1-methyl-1-butenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.86 26.94 ug/L 11982100 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 84
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 83
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 52
4 Benzene. pentamethvl- 148 C11H16 000700-12-9 49
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 46

Abundance Scan 3894 (13.861 min): VU035757.D (-3884) (-) m/z 133.10 100.00%
183
5000
91 115 | 148
77
51 13.60 13.80 14.00 14.20
0 S 162 180 207 269 m/z 131.10  97.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131
91
5000
146 13.60 13.80 14.00 14.20
77 115 m/z 146.10 36.92%
ok |....|J.||'I .||| “'||'." ||| I|!|IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
13.60 13.80 14.00 14.20
5000 146 m/z 148.10 28.27%

25 39 37791 115
04
Wﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-

13.60 13.80 14.00 14.20
m/z 115.10  25.04%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 62 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.93 7.44 ug/L 3309390 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 91
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 87
3 Benzene. 1-methvl-4-(l-methvl-2-.__. 146 C11H14 097664-18-1 87
4 Benzene. l-methvl-2-(1l-methvl-2-... 146 C11H14 097664-19-2 86
5 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 78
Abundance Scan 3916 (13.931 min): VU035757.D (-3910) (-) m/z 131.10 100.00%
131
5000
146
39 64 91 116 | 13.60 13.80 14.00 14.20
e —: 2 m/z 146.10 18.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
13.60 13.80 14.00 14.20
91 m/z 132.10 10.65%
O...I. IIIII IIIII L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
13.60 13.80 14.00 14.20
5000 m/z 129.10 9.95%
146
91
a9 115
ol 25 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131 13.60 13.80 14.00 14.20
m/z 91.10 9.45%
5000
o1 146
116
®eom | ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 65 Benzene, (2-methyl-1-butenyl)- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
14_.31 8.41 ug/L 3741740 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 91
2 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 78
3 Benzene. (l-ethvl-1-propenvl)- 146 C11H14 004701-36-4 78
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64
Abundance Scan 4034 (14.311 min): VU035757.D (-4016) (-) m/z 131.10 100.00%
117181

5000

14.00 14.20 14.40 14.60

160

191 209 253 269

0 m/z 117.10 85.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
o1 146
5000
14.00 14.20 14.40 14.60
115 m/z 133.05 49_.67%
3953 77 i
O R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
14.00 14.20 14.40 14.60
5000 o1 146 m/z 146.05  46.88%
39 63 77 131
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21629: Benzene, (1-ethyl-1-propenyl)-
117 14.00 14.20 14.40 14.60
m/z 115.10 37.19%
5000 91 146
131
O\H A Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 66 2-Ethyl-2,3-dihydro-1H-indene Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
14 .37 7.16 ug/L 3186250 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-2.3-dihvdro-1H-i1ndene 146 C11H14 056147-63-8 91
2 Bicvclol4.2.11Tnona-2.4.7-triene.... 146 Cl11H14 1000164-42-6 64
3 1H-Indene. l-ethvl-2.3-dihvdro- 146 C11H14 004830-99-3 59
4 Benzene. (1-ethvl-2-propenvl)- 146 C11H14 019947-22-9 59
5 1H-Indene, l-ethyl-2,3-dihydro- 146 C11H14 004830-99-3 53
Abundance Scan 4052 (14.369 min): VU035757.D (-4043) (-) m/z 117.10 100.00%
117
5000 131146
91
39 6377 14.00 14.20 14.40 14.60
o 160174 209 269 m/z 131.10 38.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21617: 2-Ethyl-2,3-dihydro-1H-indene
147
146
5000
131 14.00 14.20 14.40 14.60
a1 m/z 146.10 35.25%
63 77
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
14.00 14.20 14.40 14.60
5000 91 m/z 115.10 28.48%
146
9 6 131
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21634: 1H-Indene, 1-ethyl-2,3-dihydro-
117 14.00 14.20 14.40 14.60
m/z 91.10 14 .23%
5000
146
18 P 87 Tl
m/z--> 20 40 eb 85 160 150 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 67 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
14.50 10.40 ug/L 4626590 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 Cl11H14 001075-22-5 96
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 94
4 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 94
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
Abundance Scan 4093 (14.500 min): VU035757.D (-4083) (-) m/z 131.10 100.00%
131
5000
146
o1 115 14.20 14.40 14.60 14.80
51 77 20 14.40 14.60 14.
o! 3 162 208 281 m/z 146.10 33.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 14.20 14.40 14.60 14.80
115 m/z 115.05 15.60%
1 27 51 77 91

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

131
14.20 14.40 14.60 14.80
5000 146 m/z 129.10 15.02%
115
15 29 63 77 o1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

14.20 14.40 14.60 14.80
m/z 145.10 13.63%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111819\
Data File : VU035757.D

Aca On : 18 Nov 2019 20:52

Operator : JC/SP

Sample = K5910-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA _M
TRACE VOA SOM01.0

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 69 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
14.83 4_.47 ug/L 1987700 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl-5-(1-methv... 148 C11H16 004706-90-5 87
2 Benzene. pentamethvl- 148 C11H16 000700-12-9 87
3 Benzene. 2.4-dimethvl-1-(1l-methv... 148 C11H16 004706-89-2 83
4 Benzene. 1l-ethvl-3-(l-methvlethvIl)- 148 C11H16 004920-99-4 80
5 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 72
Abundance Scan 4196 (14.832 min): VU035757.D (-4186) (-) m/z 133.10 100.00%
133
5000 148 7 %!
91 115 14.60 14.80 15.00 15.20
39 65
O prrrrprrrsprrtepe el el 174 192 207 261 m/z 148.10 A41.47%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133
5000
14.60 14.80 15.00 15.20
148 m/z 91.10 11.37%
15 3? 65 1 117
0 S N - ||||'| nII”I S ||||||'||'| N
m/z--> 6 ﬁo 45 eb éo 160 120 140 1éo 1éo 260 250 240 2éo 2é0
Abundance
133
148 14.60 14.80 15.00 15.20
5000 m/z 134.05 10.74%
oL 15 41 e 9N 117
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 \
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)- i L AR
133 14.60 14.80 15.00 15.20
m/z 115.10 9.51%
5000
148
15 39 e 91 117
0'VthL'v”w”“ﬁHMWH”W““l““V'“V“'V“w'“"HWH'W“
m/z--> 0O 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\VU111819\
Data File : VU035757.D

Acq On : 18 Nov 2019 20:52

Operator : JC/SP

Sample - K5910-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR110419WMA .M
TRACE VOA SOMO1.0

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: Str... 2.01 99.8 ug/L 184152000 1 6.29 9229870 5.0
(DEL) Alkane: Str... 2.22 27.0 ug/L 49891800 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 3.01 1.6 ug/L 2902040 1 6.29 9229870 5.0
(DEL) Alkane: Str... 3.07 24 _2 ug/L 44648000 1 6.29 9229870 5.0
(DEL) Alkane: Str... 3.11 22.1 ug/L 40749800 1 6.29 9229870 5.0
(DEL) Alkane: Str... 3.40 32.5 ug/L 59916900 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 3.61 1.9 ug/L 3433310 1 6.29 9229870 5.0
(DEL) Alkane: Str... 3.74 6.1 ug/L 11255700 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 3.88 1.8 ug/L 3356750 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 3.96 3.2 ug/L 5955520 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 4.02 3.5 ug/L 6470780 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 4.13 2.6 ug/L 4742910 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 4.24 2.0 ug/L 3743750 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 4.38 4.0 ug/L 7416510 1 6.29 9229870 5.0
(DEL) Alkane: Str... 4.48 5.7 ug/L 10516400 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 4.58 28.8 ug/L 53127000 1 6.29 9229870 5.0
(DEL) Alkane: Str... 5.17 2.4 ug/L 4346910 1 6.29 9229870 5.0
(DEL) Alkane: Str... 5.50 13.9 ug/L 25645800 1 6.29 9229870 5.0
(DEL) Alkane: Str... 5.63 3.0 ug/L 5578350 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 5.68 1.5 ug/L 2773050 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 5.89 5.8 ug/L 10659400 1 6.29 9229870 5.0
(DEL) Alkane: Str... 5.94 18.1 ug/L 33390000 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 6.03 3.3 ug/L 6157750 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 6.17 1.2 ug/L 2232940 1 6.29 9229870 5.0
1,3-Pentadiene, 2... 6.60 2.0 ug/L 3716360 1 6.29 9229870 5.0
(DEL) Alkane: Str... 6.90 1.3 ug/L 2433540 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 7.02 1.4 ug/L 2577290 1 6.29 9229870 5.0
(DEL) Alkane: Str... 7.29 5.8 ug/L 10731000 1 6.29 9229870 5.0
(DEL) Alkane: Str... 7.42 8.6 ug/L 15910000 1 6.29 9229870 5.0
Cyclohexene, 1-me... 7.79 1.6 ug/L 3041160 1 6.29 9229870 5.0
(DEL) Alkane: Cyc... 8.40 0.8 ug/L 2354560 2 9.45 15016500 5.0
Cyclopentene, 1,2... 8.44 1.1 ug/L 3367120 2 9.45 15016500 5.0
Benzene, propyl- 10.93 88.7 ug/L 39449700 3 11.84 2223950 5.0
Benzene, l-ethyl-_.. 11.03 253.7 ug/L 112863000 3 11.84 2223950 5.0
Benzene, 1,2,3-tr... 11.12 80.7 ug/L 35907200 3 11.84 2223950 5.0
Benzene, (1-methy... 11.51 347.2 ug/L 154450000 3 11.84 2223950 5.0
Benzene, (2-methy... 11.64 9.5 ug/L 4223650 3 11.84 2223950 5.0
Benzene, l-methyl... 11.67 10.3 ug/L 4582810 3 11.84 2223950 5.0
o-Cymene 11.77 5.2 ug/L 2324230 3 11.84 2223950 5.0
Benzene, 2-propenyl- 12.12 98.4 ug/L 43777400 3 11.84 2223950 5.0
Benzene, 1,2-diet... 12.33 6.5 ug/L 2880610 3 11.84 2223950 5.0
Benzene, 2-ethyl-_.. 12.49 34.8 ug/L 15481900 3 11.84 2223950 5.0
Benzene, (2-methy... 12.64 10.6 ug/L 4716950 3 11.84 2223950 5.0
Benzene, l-etheny... 12.71 37.6 ug/L 16723500 3 11.84 2223950 5.0
Benzene, 1,2,4,5-... 13.00 64.2 ug/L 28564900 3 11.84 2223950 5.0
Benzene, 1,2,3,5-... 13.05 50.7 ug/L 22533600 3 11.84 2223950 5.0
Benzene, l-methyl... 13.13 8.5 ug/L 3768890 3 11.84 2223950 5.0
1H-Indene, 2,3-di... 13.31 28.4 ug/L 12646200 3 11.84 2223950 5.0
1H-Indene, 2,3-di... 13.48 71.0 ug/L 31592800 3 11.84 2223950 5.0
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2-Methylindene 13.54 5.2 ug/L 2312860 3 11.84 2223950 5.0
Naphthalene, 1,2,... 13.65 6.8 ug/L 3027300 3 11.84 2223950 5.0
Benzene, (3-methy... 13.75 4.4 ug/L 1970000 3 11.84 2223950 5.0
1H-Indene, 2,3-di... 13.81 11.2 ug/L 4987800 3 11.84 2223950 5.0
Benzene, (1-methy... 13.86 26.9 ug/L 11982100 3 11.84 2223950 5.0
1H-Indene, 2,3-di... 13.93 7.4 ug/L 3309390 3 11.84 2223950 5.0
Benzene, (2-methy... 14.31 8.4 ug/L 3741740 3 11.84 2223950 5.0
2-Ethyl-2,3-dihyd... 14.37 7.2 ug/L 3186250 3 11.84 2223950 5.0
1H-Indene, 2,3-di... 14.50 10.4 ug/L 4626590 3 11.84 2223950 5.0
Benzene, 1,3-dime... 14.83 4.5 ug/L 1987700 3 11.84 2223950 5.0
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