LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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\SOMUTR052219WMA .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 2.302 356 377 397 rBV2 1093198 2582532 6.14% 1.201%
2 2.701 484 501 523 rBV 2764942 5628140 13.38% 2.616%
3 2.987 575 590 610 rVB 437682 915450 2.18% 0.426%
4 3.839 834 855 873 rBV2 258264 718037 1.71% 0.334%
5 3.981 874 899 921 rVvV 663324 1866727 4._.44% 0.868%
6 4.193 945 965 1008 rVB4 311248 1084953 2.58% 0.504%
7 4.643 1090 1105 1116 rBvV 239097 556721 1.32% 0.259%
8 4.723 1116 1130 1158 rVvB 472315 1285849 3.06% 0.598%
9 5.071 1219 1238 1264 rBY 2405084 5830070 13.86% 2.710%
10 5.247 1271 1293 1304 rBV3 476831 1196316 2.84% 0.556%

11 5.334 1305 1320 1328 rVvv2 510757 1347446 3.20% 0.626%
12 5.383 1329 1335 1350 rVvVv 429212 901982 2.14% 0.419%
13 5.476 1350 1364 1370 rVvVv2 697910 1550320 3.69% 0.721%
14 5.530 1371 1381 1398 rVvV2 1764285 4527521 10.76% 2.105%
15 5.881 1476 1490 1505 rBV 461157 918726 2.18% 0.427%

16 6.328 1618 1629 1637 rBV 297674 560533 1.33% 0.261%
17 6.386 1637 1647 1661 rVB2 439016 920613 2.19% 0.428%
18 6.469 1661 1673 1681 rBV 228963 433876 1.03% 0.202%
19 6.527 1681 1691 1700 rVvVv 397335 779813 1.85% 0.363%
20 6.730 1739 1754 1768 rVB3 501788 1118091 2.66% 0.520%

21 6.919 1793 1813 1831 rVB2 1437955 3274626 7.78% 1.522%
22 7.042 1835 1851 1863 rBV 2235721 4636984 11.02% 2.156%
23 7.100 1863 1869 1878 rVvB3 275731 447142 1.06% 0.208%
24 7.222 1894 1907 1912 rBV3 297988 602711 1.43% 0.280%
25 7.530 1987 2003 2006 rBV5 563634 1062151 2.52% 0.494%

26 7.559 2008 2012 2025 rVB 733519 1115506 2.65% 0.519%
27 7.701 2045 2056 2065 rBV5 324701 698763 1.66% 0.325%
28 7.913 2112 2122 2143 rVB2 529790 1126353 2.68% 0.524%
29 8.042 2143 2162 2169 rBV2 614849 1234040 2.93% 0.574%
30 8.090 2169 2177 2209 rVB 661335 1420061 3.38% 0.660%

31 8.312 2236 2246 2260 rBV 741238 1387962 3.30% 0.645%
32 8.482 2292 2299 2313 rVB2 281262 510317 1.21% 0.237%
33 8.755 2372 2384 2398 rBV3 268828 507170 1.21% 0.236%
34 9.087 2477 2487 2498 rBV 669856 1099959 2.61% 0.511%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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\SOMUTR052219WMA .M
TRACE VOA SOMO1.0

35 9.180 2507 2516 2531 rBV2 265094 554934 1.32% 0.258%

36 9.357 2559 2571 2591 rVvB2 179197 632472 1.50% 0.294%
37 9.710 2667 2681 2703 rBv4 185170 540669 1.29% 0.251%
38 10.161 2811 2821 2831 rBV 530184 860723 2.05% 0.400%
39 10.582 2943 2952 2971 rVB 475163 793043 1.89% 0.369%
40 11.096 3097 3112 3121 rBV 339132 585849 1.39% 0.272%

41 11.286 3159 3171 3175 rBV 1224734 1814546 4_.31% 0.844%
42 11.318 3175 3181 3200 rVB 1964289 3144133 7.47% 1.462%
43 11.479 3222 3231 3253 rVB 759323 1282084 3.05% 0.596%
44 11.685 3282 3295 3306 rVB 579296 916015 2.18% 0.426%
45 11.765 3306 3320 3339 rVV3 23006637 42069694 100.00% 19.558%

46 11.858 3339 3349 3373 rVV2 3314807 5485211 13.04% 2.550%
47 11.977 3375 3386 3398 rVV 1049395 1630162 3.87% 0.758%
48 12.051 3399 3409 3422 rVB2 383973 608267 1.45% 0.283%
49 12.247 3453 3470 3471 rBv4 308749 525322 1.25% 0.244%
50 12.279 3472 3480 3491 rVB 3789006 5806786 13.80% 2.699%

51 12.350 3491 3502 3510 rBV 6682842 10439899 24.82% 4 _.853%
52 12.533 3551 3559 3573 rVB 871688 1391295 3.31% 0.647%
53 12.617 3574 3585 3586 rBV3 512693 622579 1.48% 0.289%
54 12.646 3586 3594 3603 rVV 2496025 4018916 9.55% 1.868%
55 12.697 3603 3610 3625 rVB2 724889 1319693 3.14% 0.614%

56 12.781 3625 3636 3655 rBV2 1911923 3179712 7.56% 1.478%
57 12.919 3656 3679 3686 rBV3 1336547 3046786 7.24% 1.416%
58 12.958 3686 3691 3697 rVvV 873072 1255230 2.98% 0.584%
59 12.993 3698 3702 3709 rVB 519903 616258 1.46% 0.286%
60 13.077 3718 3728 3731 rBV2 512997 776356 1.85% 0.361%

61 13.119 3731 3741 3753 rVV2 11849539 18985338 45.13% 8.826%
62 13.189 3754 3763 3771 rVV3 541002 900158 2.14% 0.418%
63 13.234 3771 3777 3788 rBV2 311855 569292 1.35% 0.265%
64 13.402 3818 3829 3837 rBV2 1608468 2615707 6.22% 1.216%
65 13.453 3837 3845 3853 rVB 1194298 1669402 3.97% 0.776%

66 13.504 3853 3861 3869 rBV 3012802 4819221 11.46% 2.240%
67 13.572 3877 3882 3886 rBV 1133160 1404895 3.34% 0.653%
68 13.604 3887 3892 3914 rVB 3900129 6184972 14.70% 2.875%
69 13.726 3914 3930 3939 rBV4 377666 805300 1.91% 0.374%
70 13.784 3939 3948 3959 rBV2 501966 851706 2.02% 0.396%

71 13.848 3959 3968 3983 rVB3 1052144 1749148 4.16% 0.813%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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\SOMUTRO052219WMA .M

- TRACE VOA SOMO1.0

72 13.948 3984 3999 4010 rBV3 1881381 3672595 8.73% 1.707%
73 14.009 4010 4018 4027 rVB3 1271613 1953819 4.64% 0.908%
74 14.057 4028 4033 4049 rVB3 261914 467614 1.11% 0.217%
75 14.147 4050 4061 4075 rBV 2343829 3799136 9.03% 1.766%

76 14.328 4106 4117 4130 rBV 1830939 3243045 7.71% 1.508%
77 14.472 4153 4162 4171 rBV2 831141 1257040 2.99% 0.584%
78 14.537 4172 4182 4194 rVB3 1663182 3070625 7.30% 1.427%
79 14.601 4194 4202 4213 rVB2 302807 475466 1.13% 0.221%
80 14.675 4213 4225 4239 rBV3 1167125 2382307 5.66% 1.107%

81 14.816 4260 4269 4274 rBV2 305049 490508 1.17% 0.228%
82 14.855 4274 4281 4294 rVV3 562881 993699 2.36% 0.462%
83 14.929 4295 4304 4319 rVB6 575583 1237247 2.94% 0.575%
84 15.067 4336 4347 4357 rBV4 335503 819403 1.95% 0.381%
85 15.241 4392 4401 4413 rVB4 202790 465412 1.11% 0.216%

86 15.582 4493 4507 4523 rVB3 519058 1146663 2.73% 0.533%
87 15.829 4568 4584 4595 rBV2 380973 805639 1.92% 0.375%
88 16.427 4760 4770 4780 rBV 311149 507697 1.21% 0.236%

Sum of corrected areas: 215107149
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
VU032355.D

29 May 2019 12:51

JC/SP

K3045-04

25.0mL/MSVOA U/WATER

11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU032355.D
2e+07
1.5e+07
1e+07
5000000
2.70
2.30 5 553
o A 2,99 3.88.98 4.19 4.6472 5.568 5.88 6.8:3%,57
T T T | T T T T | T T T T | T T T T | T T T T | T T T | T T T | T T T T | T T I 1 T I
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: VU032355.D
1176
2e+07
1.5e+07
1e+07
5000000
11.86
69%.04 e 2 11,98
6.73 A |V.10.22 7% 70 7.98889 83lg 43 g7 918936 9.71 10.16 10.58 11.10 M 1.4811.48 De
0—4H-fog=ﬁ4£Fﬁj~¢=@4&{4hr4vsﬁ R A R s s S SR ,ﬁ—r%i.ﬁ A
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: VU032355.D
2e+07
1.5e+07
13.12
1e+07
12.35
5000000 60
4.1
133‘ %‘ 34, 334[ 6
1 Cﬁé‘ .gqéj@f%.oism 15.58 15.83 16. 43
0 : S R B O e .
Time-- mw 1mo Mm 15.00 15.50 16.00 mm 1mo 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 5

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

2.70 30.63 ug/L 5628140 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 91
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
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 501 (2.701 min): VU032355.D (-484) (-) m/z 43.10 100.00%
43.1
5000
71.0
240 260 2.80 3.00
obe el d 4 1026 1279 1701 2068 2520 45 05 83.82%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1828: Butane, 2,3-dimethyl-
43.0
5000 RN LN AR L UL
71.0 240 2.60 2.80 3.00
m/z 41.05 36.95%
15.0 | ) !
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1830: Butane, 2,3-dimethyl-
42.0 j\
240 260 2.80 '3'66' i
5000 m/z 71.05 30.44%
71.0
'P}ﬁ?“'W“'W'”'P'”I”'W'”'P'” AR SRR SRR SRR B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1831: Butane, 2,3-dimethyl- R B
43.0 240 260 2.80 3.00
m/z 39.05 14.91%
5000
71.0
15 0 “ ‘
]
m/z--> 0 25 45 60 éo 100 120 140 160 180 200 220 240 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 39

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

2.99 4.98 ug/L 915450 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 90
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56

Abundance Scan 591 (2.990 min): VU032355.D (-575) (-) m/z 57.10 100.00%
57.1
5000

2.60 2.80 3.00 3.20 3.40

86.1
ot g Z0T MSL 1410 1689 | 207.2 2349 1 hs7 56.10  79.65%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1824: Pentane, 3-methyl-
57.0
5000 290 ||||/|\|||||| [rrrr[rrrr[rr
: 2.60 2.80 3.00 3.20 3.40
m/z 41.05 51.50%
860
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1826: Pentane, 3-methyl-
57.0
e N
29.0 2.60 2.80 3.00 3.20 3.40
5000 m/z 43.05 19.24%
1.0 | ‘\‘ Al 86.0
IR s i o o o o S R N o RS RN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1827: Pentane, 3-methyl- A T B
57.0 2.60 2.80 3.00 3.20 3.40
m/z 39.05 11.66%
29.0
5000
P NP N .. — ) R 5 S C—
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Straight-Chai... Concentration Rank 45

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

3.84 3.91 ug/L 718037 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
2 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
3 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 80
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 59
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53

Abundance Scan 855 (3.839 min): VU032355.D (-834) (-) m/z 57.05 100.00%
57.0
5000 43.1 85.1 (ﬁ ‘?
3.60 3.80 4.00 4.20
69.0
S N NS | PR oSNNI PR .- m/z 43.10 47.36%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3995: Pentane, 2,2-dimethyl-
57.0
43.0
5000
85.0 3.60 3.80 4.00 4.20
29.0 m/z 85.10 43.51%
150 || Al s90
miz--> 10 20 30 ' 50 60 70 80 90 100
Abundance #3996. Pentane, 2,2-dimethyl-
57.0
43.0 3.60 3.80 4.00 4.20
5000 85.0 m/z 56.10 38.17%
29.0
A |, 69.0 77.0 100.0
miz--> 0 20 30 40 50 6 70 8 90 100
Abundance #3999: Butane, 2,2,3-trimethyl-
57.0 3.60 3.80 4.00 4.20
43.0 m/z 41.10 34 _.47%
85.0
5000
29.0
15.0 w || |l 890770 | 99.0
m/z--> 10 20 30 4'0 5'0 60 7'0 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 21

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

3.98 10.16 ug/L 1866730 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 94
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
3 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 91
4 Heptane. 3-methvl- 114 C8H18 000589-81-1 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

Abundance Scan 899 (3.981 min): VU032355.D (-874) (-) m/z 43.05 100.00%
43.0
5000
85.1
69.1 1011 070 3.60 3.80 4.00 4.20 4.40
e m/z 57.05 96.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3988: Pentane, 2,4-dimethyl-
43.0
5000
85.0 360 3.80 4.00 4.20 4.40
27.0 m/z 56.05 55.02%
|, . 690 | 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3983: Pentane, 2,4-dimethyl-
43.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.05 50.12%
27.0 85.0
T |'L"'h‘ "“‘|§?lp'| "'%Oﬁiq B N P SR B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3989: Pentane, 2,4-dimethyl-
43.0 3.60 3.80 4.00 4.20 4.40
m/z 85.10 30.20%
5000
85.0
27.0
"“|'U““M'”W§%R|J'“l"“l"”l"”l"”l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 26

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

4.72 7.00 ug/L 1285850 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 83
2 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 83
3 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 72
4 1-Butanol. 2.2-dimethvl- 102 C6H140 001185-33-7 64
5 Butane, 2-iodo-3-methyl- 198 C5H111 018295-27-7 53

Abundance Scan 1129 (4.720 min): VU032355.D (-1116) (-) m/z 71.10 100.00%
43.1 711 T
5000
85.0
55.0
| | 08.1 4.40 4.60 4.80 5.00
e o o e e m/z 43.10 95.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3991: Pentane, 3,3-dimethyl-
43.0
71.0
5000
4.40 4.60 4.80 5.00
85.0 m/z 70.05 33.32%
29.0 55.0
15.0 L )
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3990: Pentane, 3,3-dimethyl-
43.0
71.0 4.40 4.60 4.80 5.00
5000 m/z 85.05 29.90%
29.0 550 85.0
—A .,}?29, e ..Jj::. .,.uhh e .j..,. 2900
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3984: Pentane, 3,3-dimethyl-
43.0 440 4.60 4.80 5.00
m/z 41.10 24 _94%
71.0
5000
29.0 55.0 85.0
...%9...,}59,...H,...JL:..,..ﬁn,....,u..,....,..???Q..
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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

ea umber ane: Straight-Chai... oncentration Ran
Peak Numb 6 DEL) Alk S ight-Chai C i Rank 4

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

5.07 31.73 ug/L 5830070 1,4-Difluorobenzene 5.88
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 90
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 87
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 83
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50

Abundance Scan 1238 (5.071 min): VU032355.D (-1219) (-) m/z 56.10 100.00%
56.1
5000
3 85.1 480 5.00 5.20 5.40
e L ot 2073 s 05 72. 23
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3985: Pentane, 2,3-dimethyl-
56.0
5000 RN RN LS R
20.0 480 5.00 520 5.40
m/z 57.05 67.48%
Ll 3301010
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
56.0
480 500 520 540
5000 m/z 41.05 56.22%
29.0
\‘ L %9010
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3992: Pentane, 2,3-dimethyl-
56.0 480 5.00 5.20 5.40
m/z 71.10 42 .31%
5000
29.0
'}?4% ""I"'I""?éf{%oﬁ;q' O L S DR B R RN S UL
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Cyclic5.25 Concentration Rank 28

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

5.25 6.51 ug/L 1196320 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 83
2 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 80
3 (2)-Hex-2-ene. 5-methvl- 98 C7H14 013151-17-2 43
4 Cvclopropane. 1.1-diethvl- 98 C7H14 001003-19-6 38
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 38

Abundance Scan 1294 (5.251 min): VU032355.D (-1271) (-) m/z 56.10 100.00%
58.1  69.0
83.1
5000 411 ‘ f?
| 98.1 5.00 5.20 5.40 5.60
S RO RO | RS TR s m/z 55.10 86.79%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3390: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
83.0
5000
27.0 5.00 520 5.40 5.60
‘ m/z 69.05 86 .58%
15.0 98.0
'“%9“'|“h'w"i"“lh“'ﬁh|w"”|'“'|”"w"w"“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0 5.00 520 5.40 5.60
5000 3.0 m/z 83.10 78 .14%
27.0
Pl
L L UL I UL UL ULILS I SULIUL IULLLS LIS WA
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3356: (2)-Hex-2-ene, 5-methyl-
56.0 5.00 5.20 5.40 5.60
41.0 m/z 41.10 48 _.43%
5000
27.0 69.0
98.0
15.0 “ I N “ 8%0
mz-> 0 10 20 30 40 50 60 70 80 90 100 500 520 540 560
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 1-Butanol, 2-ethyl- Concentration Rank 23

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

5.48 8.44 ug/L 1550320 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol. 2-ethvl- 102 C6H140 000097-95-0 64
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 47
3 1-Hexene. 3.4.5-trimethvl- 126 C9H18 056728-10-0 43
4 Pentane. 3-ethvl- 100 C7H16 000617-78-7 43
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 42

Abundance Scan 1365 (5.479 min): VU032355.D (-1350) (-) m/z 43.05 100.00%
43.0 70.1
5000 55.1 /qu_
o B A M
831 o9g1 5.20 5.40 5.60 5.80
S | RSSO | RS S M4 sl - . S m/z 70.10 97.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4438: 1-Butanol, 2-ethyl-
43.0
5000 70.0
28.0 55.0 5.20 540 5.60 5.80
84.0 m/z 71.05 65.94%
oy Wb T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3975: Pentane, 3-ethyl-
43.0
e M
5.20 540 5.60 5.80
5000 71.0 m/z 55.10 38.92%
29.0 55.0
150 | |, 850 1000
B S R R AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11562: 1-Hexene, 3,4,5-trimethyl-
43.0 5.20 5.40 5.60 5.80
71.0 m/z 41.05 34 .92%
5000
55.0
29.0 98.0
50 o | 880 1110 1260
B S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.20 5.40 5.60 5.80

SOMUTRO52219WMA .M Fri May 31 11:41:50 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Straight-Chai... Concentration Rank 7

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

5.53 24 .64 ug/L 4527520 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 72
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 72
3 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 72
4 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 72
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 64

Abundance Scan 1381 (5.530 min): VU032355.D (-1371) (-) m/z 57.10 100.00%
57.1
5000
41.1
831 992 5.20 5.40 5.60 5.80
o IO O e . m/z 56.10 36.13%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7649: Hexane, 2,2-dimethyl-
57.0
5000
5.20 5.40 5.60 5.80
41.0 m/z 41.10 23.19%
27,0 | 99.0
20 Al 7oeso®0uma0
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57.0
5.20 5.40 5.60 5.80
5000 m/z 43.10 7.21%
41.0
o P w0 ®Oma
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #38358: Heptane, 2,2,4,6,6-pentamethyl- I REEEE s
57.0 5.20 5.40 5.60 5.80
m/z 39.00 7.18%
5000
41.0
13.0 210 “ 71.0 85.0 99.0 113.0 155.0170.0
m/z--> 0 20 40 60 80 100 120 140 160 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Cyclic6.39 Concentration Rank 38

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

6.39 5.01 ug/L 920613 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 91
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 53
3 2-Heptene. 6-methvl- 112 C8H16 073548-72-8 46
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 43
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43

Abundance Scan 1648 (6.389 min): VU032355.D (-1637) (-) m/z 55.05 100.00%
58.0
83.1
5000
1121 0813 6.00 6.20 6.40 6.60 6.80
L m/z 56.10 85.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6786: Cyclopentane, 1,1,3-trimethyl-
58.0
83.0
5000
27.0 6.00 6.20 6.40 6.60 6.80
m/z 83.10 71.09%
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6791: Cyclopentane, 1,1,3-trimethyl-
58.0
83.0 6.00 6.20 6.40 6.60 6.80
5000 ' m/z 97.10 70.44%
27.0
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6678: 2-Heptene, 6-methyl-
56.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 64 .87%
5000
200 112.0
|| ‘840
miz--> ""z'd"Ed"eH"éd"iéb’ 120 140 160 180 200 220 240 260 280 6.00 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Straight-Chai... Concentration Rank 64
R.T. EstConc Area Relative to ISTD R.T.

6.47  2.36 ug/l 433876 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexane. 2.5-dimethvl- 114 cgis 000592-13-2 81

2 Heptane. 2-methvl- 114 C8H18 000592-27-8 64
3 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 62
4 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 58
5 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 43
Abundance Scan 1673 (6.469 min): VU032355.D (-1661) (-) m/z 57.05 100.00%
43.1 0
5000
71.1 99.0
|| || | s10 112.2 6.20 6.40 6.60 6.80
SNE— | R IS £ SN ) NS S m/z 43.10 80.65%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7648: Hexane, 2,5-dimethyl-
430 510
5000 6.20 6.40 6.60 6.80
270 710 99.0 m/z 41.10 40.80%
14.0 ‘ 112.0
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7625: Heptane, 2-methyl-
43.0 57.0
6.20 6.40 6.60 6.80
5000 m/z 42.05 26.83%
29.0 70.0 99.0
150 || fl gl | sso | 1140
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7639: Hexane, 2,5-dimethyl-
30 ., 6.20 6.40 6.60 6.80
: m/z 99.05 26.10%
5000
27.0 71.0 99.0
20 180 || ||l | || g0 | 1140
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80

SOMUTRO52219WMA .M Fri May 31 11:41:51 2019 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Straight-Chai... Concentration Rank 44

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

6.53 4.24 ug/L 779813 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 90
2 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 83
3 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
4 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 64
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53

Abundance Scan 1692 (6.530 min): VU032355.D (-1681) (-) m/z 57.10 100.00%
431 571 85.1
5000
71.0
| 1101 6.20 6.40 6.60 6.80
e e e e et e e e e e m/z 43.10 99.66%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7642: Hexane, 2,4-dimethyl-
430 570
85.0
5000
6.20 6.40 6.60 6.80
29.0 71.0 m/z 85.10 90.75%
15.0 Ll i , 99.0 114.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7641: Hexane, 2,4-dimethyl-
43.0
57.0
6.20 6.40 6.60 6.80
5000 85.0 m/z 41.05 55.38%
29.0
71.0
20 150 ‘ LI, I, Al | 99.0 114.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7633: Hexane, 2,4-dimethyl-
430 &7 6.20 6.40 6.60 6.80
m/z 56.10 44 _12%
85.0
5000
29.0
71.0
15.0 H ‘\ | \‘ | \H ‘\ 99.0 1140
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80

SOMUTRO52219WMA .M Fri May 31 11:41:51 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA_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 13 (DEL) Alkane: Cyclic6.73 Concentration Rank 32

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

6.73 6.09 ug/L 1118090 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 95
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 90
3 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 016883-48-0 87
4 Cvclopentane. 1.2.4-trimethvl-, ... 112 C8H16 004850-28-6 80
5 Undecane, 3-methylene- 168 C12H24 071138-64-2 78

Abundance Scan 1754 (6.730 min): VU032355.D (-1739) (-) m/z 70.05 100.00%
7d.0
5000
41.1
971, 35 6.40 6.60 6.80 7.00
e e ekl L Tm/z 55,10 62.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
7d.0
5000
43.0 6.40 6.60 6.80 7.00
' m/z 69.10 23.68%
27.0 h| | | 112.0
'”I'b”h"”I"”Iv'”n"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6789: Cyclopentane, 1,2,4-trimethyl-
70.0
6.40 6.60 6.80 7.00
5000 m/z 41.10 22 _.76%
41.0
T '|""|""| ""'l‘= -?7f{¥1?53--- S S B B
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #6832. Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70.0 6.40 6.60 6.80 7.00
m/z 71.10 16.99%
5000
41.0
112.0
||1|5|(|)|‘|‘||‘|“|||‘|‘||=“|||‘l|quq||l||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Straight-Chai... Concentration Rank 11

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

6.92 17.82 ug/L 3274630 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 91
2 Pentane. 3-ethvl- 100 C7H16 000617-78-7 83
3 Pentane. 2.3.4-trimethvl- 114 C8H18 000565-75-3 80
4 Hexane. 3-methvl- 100 C7H16 000589-34-4 78
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 74

Abundance Scan 1813 (6.919 min): VU032355.D (-1793) (-) m/z 43.05 100.00%
430 710
5000
6.60 6.80 7.00 7.20
0 .,....,....|,|:..-|!|,..-:.,..9.5.'1.1.1.2-.2].... e 2R Tm/z 71.05  94.94%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #7659: Pentane, 2,3,4-trimethyl-
420 710
5000
6.60 6.80 7.00 7.20
m/z 70.10 69.25%
26, J || . 97.0114.0
m/z--> 0 20 45 60 80 100 120 140 160 180 200
Abundance #3981: Pentane, 3-ethyl-
43.0
6.60 6.80 7.00 7.20
5000 70.0 m/z 41.05 27 .67%
15.0 H ﬂh | 100.0
m/z--> 0 20 40 60 éo 100 120 140 160 180 200
Abundance #7658: Pentane, 2,3,4-trimethyl-
43.0 6.60 6.80 7.00 7.20
m/z 55.10 27 .37%
71.0
5000
'I"%g?""l""l""I'Q%ql'%%4?""l"" I S S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 6

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

7.04 25.24 ug/L 4636980 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 83
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
4 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 1850 (7.038 min): VU032355.D (-1835) (-) m/z 43.10 100.00%
43.1
71.1
5000
99.1 6.80 7.00 7.20 7.40
S ..'|.,..':.,....,....,....,....,....,....,....,....,....,..??,1..1 m/z 71.10 70.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
6.80 7.00 7.20 7.40
m/z 70.10 58.59%
ssof | | | Jsmo
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7657: Pentane, 2,3,3-trimethyl-
43.0
6.80 7.00 7.20 7.40
5000 m/z 57.05 52.27%
71.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7645: Hexane, 3,3-dimethyl-
43.0 6.80 7.00 7.20 7.40
m/z 85.10 43.81%
71.0
5000
150 | | | |90
m/z--> 0 20 40 60 86 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Isopentyl propyl carbonate Concentration Rank 60

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

7.10 2.43 ug/L 447142 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopentvl propvl carbonate 174 C9H1803 1000373-84-4 64
2 Octane. 4.5-dimethvl- 142 C10H22 015869-96-2 64
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 64
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 59
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 59

Abundance Scan 1869 (7.100 min): VU032355.D (-1863) (-) m/z 70.10 100.00%
431 701
5000
97.1
6.80 7.00 7.20 7.40
et b b e S ekt | m/z 43,10 88.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41623: Isopenty| propyl carbonate
43.0 70.0
5000
6.80 7.00 7.20 7.40
‘ 105.0 m/z 71.10 65.22%
15.0 || | " 1l |13|20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19186: Octane, 4,5-dimethyl-
43.0 70.0
6.80 7.00 7.20 7.40
5000 m/z 55.10 48 _47%
‘ 99.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7652: Hexane, 2,3-dimethyl-
43.0 70.0 6.80 7.00 7.20 7.40
m/z 41.10 32.83%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Cyclic7.70 Concentration Rank 52

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

7.70 3.18 ug/L 698763 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 76
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 74
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 72
4 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 50
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 47

Abundance Scan 2056 (7.701 min): VU032355.D (-2045) (-) m/z 97.05 100.00%
97.0
55.1
5000 41.0 69.0
83.1
| | Nl | 112.2 7.40 7.60 7.80 8.00
S [V S 1 S 1] NS S st m/z 55.10 75.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 41.0 69.0
7.40 7.60 7.80 8.00
270 ‘ m/z 69.05 46.67%
LS V| RSO T I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6745: Cyclohexane, 1,1-dimethyl-
97.0
55.0 U L UL I R
7.40 7.60 7.80 8.00
5000 69.0 m/z 56.05 40.86%
41.0
is0 200 ) I ) so0 | 120
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
97.0 7.40 7.60 7.80 8.00
55.0 m/z 41.05 37.95%
5000 41.0 69.0
27.0
SOV Y. O AV O A VA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Cyclic7.91 Concentration Rank 37

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

7.91 5.12 ug/L 1126350 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-., trans- 112 C8H16 006876-23-9 94
2 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 91
3 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 91
4 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 91
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90

Abundance Scan 2121 (7.910 min): VU032355.D (-2112) (-) m/z 97.10 100.00%
97.1
55.1
5000
39
7.60 7.80 8.00 8.20
. 118.1
...,....|i'...'~',.‘k.l.,1!...',...'.,....,....,....,....,29‘?-?. m/z 55.10 74.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6820: Cyclohexane, 1,2-dimethyl-, trans-
54.0 97.0
5000
39l 7.60 7.80 8.00 8.20
m/z 112.15 33.59%
15.0 EMFO | 118.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0
7.60 7.80 8.00 8.20
5000 m/z 41.10 32.35%
39/0
E%?"'W"'Iﬂ;ql""Iﬁ%:Q"'W""I'”'I""P"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans- e EERRREE EaE A
55.0 97.0 7.60 7.80 8.00 8.20
m/z 69.10 31.42%
5000
39F %
Eq?'u'wt'ﬁ‘I'”qlh"”IE{'2"'W""I'”'I""P"' R S R L U
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA_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 20 (DEL) Alkane: Cyclic8.04 Concentration Rank 33

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

8.04 5.61 ug/L 1234040 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-., trans- 112 C8H16 002207-04-7 96
2 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 95
3 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 94
4 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 94
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94

Abundance Scan 2161 (8.038 min): VU032355.D (-2143) (-) m/z 97.10 100.00%
55.1 911
5000
39[1
81 118.2 7.80 8.00 8.20 8.40
) .||..,-':..!,...-.,....,....,....,....,29?-?. m/z 55.10 83.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
58.0 97.0
5000
7.80 8.00 8.20 8.40
390 m/z 112.15 35.84%
15.0 81 118.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
58.0 97.0
7.80 8.00 8.20 8.40
5000 m/z 41.10 28.99%
39/0
..1.5.?....|....| .‘:“..8::“.0..1“ .1.1.".0|....,....,....,....,....
m/z--> 60 80 100 120 140 160 180 200
Abundance #6814: Cyclohexane, 1,4-dimethyl-, trans- L o N AR
58.0 97.0 7.80 8.00 8.20 8.40
m/z 56.05 24 _.83%
5000
27.0
”"IWL'I”'MI”M?}”'NIE{'Q'”'I'”'I'”'I'”'I'”'
m/z--> 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 30

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

8.09 6.46 ug/L 1420060 Chlorobenzene-d5 9.09
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 83
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 78
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 72

Abundance Scan 2177 (8.090 min): VU032355.D (-2169) (-) m/z 95.10 100.00%
95.1
5000
67.1
39.0 7.80 8.00 8.20 8.40
Sy TR NN TR ,??h'?,....,....,....,....,297.-.2. m/z 67.10 24.17%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
93.0
5000
67.0 7.80 8.00 820 8.40
39.0 m/z 110.10 19.82%
'JF%?'I"'lﬁ"djll T '|"'J!| }}hlpl' HEES AR S BRI B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6022: 1,4-Pentadiene, 2,3,3-trimethyl-
67.0 950
410 7.80 8.00 8.20 8.40
5000 ' m/z 93.05 9.49Y%
.]-.S‘..Olu“l‘. .‘l”..“l“llu‘l‘. .Hi‘. |‘|‘l|:|l-:|w]|"|()|||||||||||||||||||||||||
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #6016: 1,4-Pentadiene, 2,3,3-trimethyl-
93.0 7.80 8.00 8.20 8.40
m/z 79.10 6.62%
41.0
5000 67.0
Illlz$llolllIIIIIIIIIIIIIII:II':II'L]I“IOIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 200 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA_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 22 (DEL) Alkane: Cyclic8.48 Concentration Rank 65

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

8.48 2.32 ug/L 510317 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 93
2 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 91
3 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 91
4 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 91
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 68

Abundance Scan 2298 (8.479 min): VU032355.D ( 2292) ) m/z 55.10 100.00%
54.1
70.1 831
5000 41.0 112.2
| | ‘ || 1951 8.20 8.40 8.60 8.80
e e e e e e e e e R m/z 97.10 93.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6799: Cyclohexane, 1,2-dimethyl-, cis-
58.0
97.0
5000 41.0
700 80 112.0 8.20 840 860 8.80
‘ m/z 83.10 49.36%
"w}ﬁqw'”l”'hh“'w”ll“”i'“'J!“ AR SRASSIRASIRRBI SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6802: Cyclohexane, 1,2-dimethyl-, cis-
58.0
410 97.0 820 840 8.60 8.80
5000 m/z 70.10 47 .51%
70 70.0 83.0 112.0
150 ‘ ‘ ‘ | ‘ 1l
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6803: Cyclohexane, 1,2-dimethyl-, cis- e R L
58.0 8.20 8.40 8.60 8.80
97.0 m/z 41.00 42 .40%
41.0
5000 83.0
700 112.0
27.0 ‘ ‘
"w}ﬁqw'hh”'ﬂﬂ“'ﬁtﬂl“wh”“”wl“ ABNBRARE RRARE RARAN U U AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Cyclohexene, 1,6-dimethyl- Concentration Rank 66

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

8.76 2.31 ug/L 507170 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.6-dimethvl- 110 C8H14 001759-64-4 90
2 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 90
3 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 74
4 Cvclohexene. 3.3.5-trimethvl- 124 C9H16 000503-45-7 68
5 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H16 033422-32-1 64

Abundance Scan 2385 (8.759 min): VU032355.D (-2372) (-) m/z 109.10 100.00%
109.1
67.0
5000
41.0
o 8.40 8.60 8.80 9.00
126.3 - : :
:.||',.'...,4....,....,....,....,297.9. m/z 67.05  76.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5970: Cyclohexene, 1,6-dimethyl-
67.0 95.0
5000
41.0 8.40 8.60 8.80 9.00
m/z 95.10 57 .90%
15.0 || 11L0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5976: Cyclohexene, 1,2-dimethyl-
67.0
95.0
8.40 8.60 8.80 9.00
5000 m/z 81.10 54 _80%
41.0
.1.5..?.‘.‘. I‘k‘”\‘M i .Hl‘..‘.‘l |:.L:.LL;.|....|....|....|....|....
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #10693 2,4 Heptadlene, 2,6—dimethy|— L LA L L L BN B
109.0 8.40 8.60 8.80 9.00
m/z 55.10 36 .36%
67.0
5000
41.0
"'P"'JL'”I""J'"I'J'ﬁ%“q'l"”l'"'I”"I"" LSRR SR RS SR
m/z--> 60 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Pentalene, octahydro-, cis- Concentration Rank 58

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

9.18 2.52 ug/L 554934 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 90
2 Pentalene. octahvdro- 110 C8H14 000694-72-4 90
3 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 87
4 4-Methvl-1.3-pentadiene 82 C6H10 000926-56-7 64
5 Ethyl (E)-hex-3-enyl carbonate 172 C9H1603 1000373-83-8 64

Abundance Scan 2516 (9.180 min): VU032355.D (-2507) (-) m/z 67.10 100.00%
67.1
82.1
5000
41.1 95.0 110.1 8.80 9.00 9.20 9.40 9.60
ol b A2 1843 1 Thyz 82.10 52.11%

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

#5986: Pentalene, octahydro-, cis-
67.0

5000 82.0
8.80 9.00 9.20 9.40 9.60

41.0 m/z 68.10 13.69%
110.0

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

Abundance #5940: Pentalene, octahydro-
67.0
T e e
8.80 9.00 9.20 9.40 9.60
5000 82.0 m/z 41.10 12.65%
41 0
110.0
i e SO
m/z--> 20 60 80 100 120 140 160 180
Abundance #5984: Pentalene, octahydro-, cis- A e R R o
67.0 8.80 9.00 9.20 9.40 9.60
m/z 39.00 11.68%
82.0
5000
o W 0 110.0
m/z--> 20 60 80 100 120 140 160 180 8. 80 9.00 9. 20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Bicyclo[3.2.1]octane Concentration Rank 57

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

9.36 2.87 ug/L 632472 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2_.1loctane 110 C8H14 006221-55-2 90
2 Bicvclol3.2.17octane 110 C8H14 006221-55-2 86
3 Bicvclol2.2.27octane 110 C8H14 000280-33-1 72
4 Cvclooctene. (2)- 110 C8H14 000931-87-3 62
5 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 59

Abundance Scan 2572 (9.360 min): VU032355.D (-2559) (-) m/z 67.05 100.00%
610 g20
5000
41.0 110.1
126.2 9.00 9.20 9.40 9.60
.|.|:'-, il 289 Tz 82.05  81.46Y%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5926: Bicyclo[3.2.1]Joctane
671.0 82.0
5000 450
110.0 9.00 9.20 9.40 9.60
m/z 81.05 76 .84%
26
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #5930: Bicyclo[3.2.1]octane
670 g5,
0.00 9.20 9.40 9.60
5000 110.0 m/z 41.00 35.34%
'|""wéﬂllﬁj'“ﬁ"tl'“”l""l”"l"'w""l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5929: Bicyclo[2.2.2]octane A BREaE eSS ERE
67.0 9.00 9.20 9.40 9.60
110.0 m/z 55.10 34._70%
41.0 82.0
5000
'fﬂe'T'NMl“m'M“"Ll'ﬂ'l"'w""l”"l'”'l"" AN SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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: Cyclic9.71 Concentration Rank 59

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

9.71 2.46 ug/L 540669 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvI-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 50
2 (5-Ethvilcvclopent-1-env)methanol 126 C8H140 036431-59-1 50
3 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 50
4 Cvclohexane. 1-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 50
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 45

Abundance Scan 2681 (9.710 min): VU032355.D (-2667) (-) m/z 95.10 100.00%
95.1
55.1
5000
20 | |71 1262 Sho 90 S0 1000
b 1842 2070 90 6 78 eat
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
55.0 91.0
5000
9.40 9.60 9.80 10.00
126.0 m/z 55.10 70.00%
39/0 | 81.0 |
}ﬁq'”'wm'J!wh“'J“"|'”'|"”|"'w""w"'|“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11464: (5-Ethylcyclopent-1-enyl)methanol
97.0
790 AR U
9.40 9.60 9.80 10.00
5000 m/z 41.10 24 .84%
41.0 126.0
| sho
”'I'”'Ih”wlwmJr'””n"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane  EE maa e
55.0 97.0 9.40 9.60 9.80 10.00
m/z 69.10 24 .05%
5000
126.0
H3ﬂ0 | ‘ 8%0
. Al | Ll |
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Benzene, (2-methylpropyl)- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.29 7.08 ug/L 1814550 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvlipropvl)- 134 C10H14 000538-93-2 90
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 90
3 Benzene. butvl- 134 C10H14 000104-51-8 86
4 Benzene. butvl- 134 C10H14 000104-51-8 80
5 Benzene, butyl- 134 C10H14 000104-51-8 72
Abundance Scan 3172 (11.289 min): VU032355.D (-3159) (-) m/z 91.10 100.00%
91.1
5000
134.1 N
430 650 115.1 1840 2072 11.00 11.20 11.40 11.60
Ol e e 18402072 1 7792 10 54.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14847: Benzene, (2-methylpropyl)-
91.0
5000 UL SRR DU I B
340 11.00 11.20 11.40 11.60
134 m/z 134.10 27.99%
43.0 650
21.0 )| L 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14849: Benzene, (2-methylpropyl)-
91.0
R R B R
11.00 11.20 11.40 11.60
5000 m/z 65.05 11.65%
134.0
43.0
2710 ) | 6%3\'0 . f 1150 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14828: Benzene, bUtyl- T T T |/|\’|\| [Trrrpr T
91.0 11.00 11.20 11.40 11.60
m/z 43.05 7.50%
5000
134.0
65.0
| 39\\9 | “ 11 | ‘115'0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Benzene, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.76 164.07 ug/L 42069700 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Indane 118 C9H10 000496-11-7 76
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 68
5 Indane 118 C9H10 000496-11-7 68
Abundance Scan 3318 (11.759 min): VU032355.D (-3306) (-) m/z 117.10 100.00%
117.1
5000
201 631 +g 3t L 11.40 11.60 11.80 12.00
. 1770 : : : :
o9t L T TR0 | 041 ) 1341 511 1670 m/z 118.10  55.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8966: Benzene, cyclopropyl-
117.0
5000 R RN S UL B
91.0 1140 11.60 11.80 12.00
51.0 450 m/z 115.05 32.43%
20 | | " 80 ) 1040
||||||'|||'||||=|'|I' |":|I|||'i||qf|.'||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance #8951: Indane
117.0
11.40 11.60 11.80 12.00
5000 m/z 91.10 15.54%
91.0
260390 | B30 770 | 1040 ||
miz--> 20 40 60 80 100 120 140 160
Abundance #8949: Indane
117.0 11.40 11.60 11.80 12.00
m/z 119.10 8.89%
5000
390 539 91.0
. }?'9,2.6’.0. el .‘,“.‘. .77"?. A, |1|Qf'r-|0| ‘l T —
m/z--> 20 40 60 80 100 120 140 160 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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, 1,2-diethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
11.98 6.36 ug/L 1630160 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 90
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 90
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 90
Abundance Scan 3387 (11.980 min): VU032355.D (-3375) (-) m/z 105.10 100.00%
106.1119.1
5000 134.2
91.1
51.1 e 11.60 11.80 12.00 12.20
o 381 1.0 d b 1523 1691 m/z 119.05 87.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14837: Benzene, 1,_2—diethy|—
105.0 119.0
5000 :
91.0 134.0 11.60 11.80 12.00 12.20
77.0 m/z 134.20 50.63%
390 630
150 |||I:I||I||||||=I|||I|||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
11.60 11.80 12.00 12.20
5000 134.0 m/z 91.10 33.95%
91.0
77.0
39.0
XU WO 1 Y A
m/z--> 20 40 60 80 100 120 140 160
Abundance #14841: Benzene, 1,4-diethyl-
105.0 119.0 11.60 11.80 12.00 12.20
' m/z 117.10 21.62%
5000 134.0
91.0
ST N T O N U DY | SR Y/ 8
m/z--> 20 40 60 80 100 120 140 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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, 1l-methyl-4-propyl- Concentration Rank 63

R.T. EstConc Area Relative to ISTD R.T.
12.05 2.37 ug/L 608267 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 93
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 93
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 90
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 90
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 90

Abundance Scan 3409 (12.051 min): VU032355.D (-3399) (-) m/z 105.05 100.00%
106.1
5000
134.1
77.1 11.80 12.00 12.20 12.40
39.0
o) S T PR Y WO RV | 530 1840 2089 ' Tn/z 134.10 21.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14857: Benzene, 1-methyl-4-propyl-
106.0
5000
11.80 12.00 12.20 12.40
270 134.0 m/z 77.10 10.63%
270 510 o )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14855: Benzene, 1-methyl-2-propyl-
106.0
11.80 12.00 12.20 12.40
5000 m/z 106.10 8.96%
134.0
150 380 579 10 | |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14860: Benzene, 1-methyl-4-propyl-
105.0 11.80 12.00 12.20 12.40
m/z 91.10 8.26%
5000
134.0
390 570 0 |
mz-> 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\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 36 Benzene, (1-methyl-1-propen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.28 22.65 ug/L 5806790 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 91
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 91
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 91
4 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 91
Abundance Scan 3480 (12.279 min): VU032355.D (-3472) (-) m/z 117.10 100.00%
1171
5000 {
' 2 12.00 12.20 12,40 12.60
0 S1A00 1692 2068 | n/z 132.10  46.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 SRR SUNIR BN B
12.00 12.20 12.40 12.60
910 m/z 115.10 33.99%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl-
117.0
12.00 12.20 12.40 12.60
5000 91.0 m/z 91.10 18.36%
39.0 65.0
.]'.5.'?.‘2..‘|‘..“2‘. Hk‘..‘k”l..‘k.|“l...‘l.:!-l‘.‘..ol....l....l....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117.0 12.00 12.20 12.40 12.60
m/z 131.10 16.24%
5000
91.0
51.0
||||2|7|.O||||||||||7|4.|P|||||||| ||||1|||.0||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.35 40.71 ug/L 10439900 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
2 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 90
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 90
4 Indan., 1-methvl- 132 C10H12 000767-58-8 90
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
Abundance Scan 3502 (12.350 min): VU032355.D (-3491) (-) m/z 117.10 100.00%
1171
5000
132.1
gostiae | s e 5150 130 1240 0
b e L1982 168.9184.0 m/z 115.10 31.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0
12.00 12.20 12.40 12.60
91.0 m/z 132.10 27 .77%
270 51.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0
12.00 12.20 12.40 12,60
5000 132.0 m/z 91.10 13.59%
91.0
51.0 77.0
|||||2?.|0||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117.0 12.00 12.20 12.40 12.60
m/z 118.10 9.92%
5000 132.0
390 g30 77.0 210
mz-> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
12.53 5.43 ug/L 1391300 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 94
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
3 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 90
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
5 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 72
Abundance Scan 3558 (12.530 min): VU032355.D (-3551) (-) m/z 131.10 100.00%
131.1
5000
91.1
115.1
390  64.9 148.2 12.20 12.40 12.60 12.80
0....,....',..'..,-.'...',..'..,-.'..ll-,.-!”'.,.4:..,1‘.37.'.2.,....,29?'.1. m/z 91.10 21.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
5000
910 12.20 12.40 12.60 12.80
~ 1160 m/z 115.10 15.87%
270 510 750 gl 4p0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
12.20 12.40 12.60 12.80
5000 m/z 146.15 15.17%
51.0 0 uso 147.0
|||||||||||||.‘||‘=‘|7|5|1‘(|)||“|||‘l‘||‘l‘||‘l“l|||“|.|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 12.20 12.40 12.60 12.80

m/z 132.10 12.02%

5000

91.0

o w0 mo "0 W0
| | .

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\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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, 1,3-diethyl-5-methyl- Concentration Rank 61

R.T. EstConc Area Relative to ISTD R.T.
12.62 2.43 ug/L 622579 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methvl- 148 C11H16 002050-24-0 76
2 Benzene. (l-ethvilpropvl)- 148 C11H16 001196-58-3 64
3 Benzene. 1l-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 64
4 1.4-Cvclohexadiene. 3-ethenvl-1.... 134 C10H14 062338-57-2 60
5 Benzene, (1-ethylpropyl)- 148 C11H16 001196-58-3 58

Abundance Scan 3586 (12.620 min): VU032355.D (-3574) (-) m/z 119.10 100.00%
119.1
91.1
5000 148.2
411 65.0 160.1 007 1 12.40 12.60 12.80 13.00
; : m/z 105.10 73.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
119.0
5000
91.0 148.0 12.40 12.60 12.80 13.00
m/z 91.10 50.90%
39.0 65.0 |
.1.5‘..?.|!': .||I..'|:'.|....|“|..':'.|‘II..|!|!.:'..|..'..|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22774: Benzene, (1-ethylpropyl)-
91.0
119.0 12.40 12.60 12.80 13.00
5000 m/z 148.15 36.25%
410 148.0
15.0 ! \‘. I 65\0 I | " L A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0 12.40 12.60 12.80 13.00
m/z 92.05 31.85%
5000
148.0
4-}\.0 65.0 | 91‘0 M‘
mz-> 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\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.65 15.67 ug/L 4018920 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 o-Cvmene 134 C10H14 000527-84-4 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3595 (12.649 min): VU032355.D (-3586) (-) m/z 119.10 100.00%
119.1
5000 134.1
300 gaq 771 41 61 1823 12.40 12.60 12.80 13.00
o} N PV VR NP} AN N LS% S L ZL 8 m/z 134.10 50.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0
5000

12.40 12.60 12.80 13.00
m/z 91.10 13.66%

91.0
150 90830 7RO )
T i o e o e e e o e L I I NLABLAN I o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 12.40 12.60 12.80 13.00
5000 m/z 133.10 10.18%
91.0
. 77.0
E T - Nt NP N NN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14811: o-Cymene
119.0 12.40 12.60 12.80 13.00
m/z 120.10 9.84%
5000
134.0
91.0
27.0 4‘]‘"0 | 6370 77‘.0 1 H ‘
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 41 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.70 5.15 ug/L 1319690 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3611 (12.701 min): VU032355.D (-3603) (-) m/z 119.10 100.00%
119.1
5000
91.1 12.40 12.60 12.80 13.00
39.0 65.1 135.1
...,....','..-..,-.-...'n,..'..,-.-..':'I..ﬂ'.,.1.5.2-.0,....1??-.1..,297.-.2. m/z 134.20 48_40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
12.40 12.60 12.80 13.00
m/z 133.15 20.10%
39.0 | 65{0 91.0 | 136.0
Wyl n m n L1,
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo 260
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119.0
12.40 12.60 12.80 13.00
5000 m/z 91.10 10.75%
39.0 650 91"0 135.0
PR | I PR P el \
m/z--> 25 Jo eb 85 160 150 150 1éo 1éo 260
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0 12.40 12.60 12.80 13.00
m/z 120.10 9.92%
5000
91.0
39.0
EQ?““'V'””???J\'ﬂ'lw”ul'{'?'“'l'“'l'“'l'”'
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\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.92 11.88 ug/L 3046790 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 93
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 93
3 Benzene. 1l-methvl-4-(l1-methvl-2-... 146 C11H14 097664-18-1 93
4 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 91
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 Cl11H14 004912-92-9 90
Abundance Scan 3679 (12.919 min): VU032355.D (-3656) (-) m/z 131.10 100.00%
131.1
5000
91.1 1151 146.2
51.0 77.1 | 12.60 12.80 13.00 13.20
Ob 0 | — .|."', ALy 1622 1841 m/z 146.20 27.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
146.0
5000
12.60 12.80 13.00 13.20
91.0 115.0 m/z 91.10 24 .14%
51.0 g4.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
146.0
12.60 12.80 13.00 13.20
5000 91.0 m/z 115.05 18.58%
39.0 5?-0 77.0 115.0
Ll T

" Ly "MI
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-

131.0 12.60 12.80 13.00 13.20

m/z 129.10 12.15%
5000
91.0 146.0
116.0
39.0
53.0 77.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 44 Benzene, l-ethenyl-4-ethyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
12.96 4.90 ug/L 1255230 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 90
2 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 90
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
Abundance Scan 3692 (12.961 min): VU032355.D (-3686) (-) m/z 117.10 100.00%
1171
5000 132.1
51.0 64.1 771 91.1 12.60 12.80 13.00 13.20
o..,....,....,.???',‘.’...,'....,.'!'..,...'.,....~,'....1,9‘.}.'.1,..|!!,...~!','.-...,..%?.2;.0.,1.6:‘?-.}.. m/z 132.10 _ 40.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117.0
N
2000 1320 1260 12.80 13.00 13.20

1.0 m/z 115.10 24 .31%
26,0 390 630 71.0 "/ 9040

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
12.60 12.80 13.00 13.20
5000 132.0 m/z 116.10  9.65%
91.0
270 %0640 710 | 040 | |
S e e e R e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14031: Indan, 1-methyl-
117.0 12.60 12.80 13.00 13.20
m/z 118.10 9.44Y%
5000
132.0
91.0
39.0 65.0
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 47 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.12 74.04 ug/L 18985300 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 86
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 76
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 76
5 Indan, l-methyl- 132 C10H12 000767-58-8 70

Abundance Scan 3741 (13.119 min): VU032355.D (-3731) (-) m/z 117.10 100.00%
1171
5000 1301
77.1 ot 12.80 13.00 13.20 13.40
51.1 : . . . .
I - i 1081 1522 1701 | Tn777119.10  38.43Y%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 12.80 13.00 13.20 13.40
m/z 132.10 36.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
12.80 13.00 13.20 13.40
5000 132.0 m/z 115.10 28.89%
39.0 65.0 91.0 ‘
...F?P..h.?ﬁ?,w...u..‘..r...m,.wn.,....,....,
m/z--> 20 40 60 80 100 120 140 160
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 12.80 13.00 13.20 13.40
m/z 131.10 18.75%
132.0
5000
91.0
51.0 77.0
...|2.7..0..|....|....|....|....|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 12.80 13.00 13.20 13.40

SOMUTRO52219WMA .M Fri May 31 11:42:02 2019

Page: 42



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
13.19 3.51 ug/L 900158 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 Cl11H14 017057-82-8 87
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 87
3 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 87
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 87
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
Abundance Scan 3763 (13.189 min): VU032355.D (-3754) (-) m/z 131.10 100.00%
13f.1
5000 105.1
91.1 146.2
77.1 12.80 13.00 13.20 13.40 13.60
51.1
36.2 bl 1691 1853 m/z 105.10 46.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
13f.0
5000
146.0 12.80 13.00 13.20 13.40 13.60
910 1150 ' m/z 146.15 28.52%
390 630 770
- L AL B A DL U S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
13f.0
146.0 12.80 13.00 13.20 13.40 13.60
5000 : m/z 91.10 28.22%
9.0 1150
.,....,.?ﬁg pﬂ.???.u:.,v..w,.Wl.,J...,....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0 12.80 13.00 13.20 13.40 13.60
m/z 115.10 22.62%
146.0
5000 910
115.0

moso mo | U
| ! I ! i 1]

m/z--> 20 40 60 80 100 120 140 160 180 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.45 6.51 ug/L 1669400 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 91
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 Cl11H14 004912-92-9 91
Abundance Scan 3844 (13.450 min): VU032355.D (-3837) (-) m/z 131.10 100.00%
131.1
5000
300 642 A1 v 162.2 280.9 13.20 13.40 13.60 13.80
Ol ottt e b A 2822 e rree? || m/z 146.20 22 .39%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000

13.20 13.40 13.60 13.80
m/z 115.10 13.96%

39.0 g40 91.0
|

dy \ | i
L L L B L L I I L L B L

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-
131.0
13.20 13.40 13.60 13.80
5000 m/z 129.10 12.69%
91.0
39.0 639
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 13.20 13.40 13.60 13.80
m/z 91.10 10.96%
5000
39.0 630 910
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

SOMUTRO52219WMA .M Fri May 31 11:42:03 2019 Page: 44



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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-dimethyl-1-pr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.50 18.79 ug/L 4819220 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 94
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 93
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 92
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 89
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 89

Abundance Scan 3860 (13.501 min): VU032355.D (-3853) (-) m/z 131.10 100.00%

1311
5000

91.1 1151 8.2
13.20 13.40 13.60 13.80
0 020 2089 1 Tn/z 133.10  62.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131.0

5000
13.20 13.40 13.60 13.80

m/z 146.20 34.11%

.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
13.20 13.40 13.60 13.80
5000 m/z 91.10 22.28%
115.0
S AL i ' I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 13.20 13.40 13.60 13.80
m/z 115.10 22 .25%
5000
27.0 115.0
S . e A A I
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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, l-methyl-4-(1-meth... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.57 5.48 ug/L 1404900 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-(1l-methvl-2-... 146 Cl1H14 097664-18-1 90
2 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 Cl11H14 004912-92-9 90
3 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 87
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 83
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 80
Abundance Scan 3881 (13.569 min): VU032355.D (-3877) (-) m/z 131.10 100.00%
131.1
5000
911 1151 13.20 13.40 13.60 13.80
64.3
o....,...3.9,'1..~..,'.'-...-,..'..,.~..'!,.-!'-'.f?l?'?.l??-?..,....,2.0.9;9 m/z 146.15 20.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
5000
910 13.20 13.40 13.60 13.80
~ 1150 m/z 129.10 10.97%
390  g50 | | o
||||||I||||'||'I||||I:I|||I|||'=||'|'|||“||!|' III|IIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
13.20 13.40 13.60 13.80
5000 m/z 91.10 10.47%
91.0
115.0
270 | 5]\-‘0 ul 7510 L h ‘\H 14V0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0 13.20 13.40 13.60 13.80
m/z 132.10 10.33%
5000
91.0
0 20 o0 "7 0|y
| | Jy il ! .
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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-1,1,... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.14 ug/L 805300 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 93
2 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 72
3 1H-Indene. 2.3-dihvdro-1.1.6-tri... 160 C12H16 014276-95-0 70
4 1H-Indene. 2.3-dihvdro-1.1.4-tri... 160 C12H16 016204-72-1 70
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 64
Abundance Scan 3931 (13.729 min): VU032355.D (-3914) (-) m/z 145.15 100.00%
145.2
5000
1281 160.2
390 77.0 91.1105.1 ' 13.40 13.60 13.80 14.00
ol 239 oo 2781 w77 128.10°  22.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
5000
13.40 13.60 13.80 14.00
160.0 m/z 119.10 22 .54%
150 390 539 77.0 9101050 1280 '
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
13.40 13.60 13.80 14.00
5000 m/z 160.15 16.55%
128.0 160.0
51.0 77.0 91.0105.0 |, | | \
miz--> 20 40 60 80 100 12'0 1o 160 180
Abundance #30903: 1H-Indene, 2,3-dihydro-1,1,6-trimethyl-
145.0 13.40 13.60 13.80 14.00
m/z 115.10 13.95%
5000
160.0
150 390530  77.0 9101050 12?‘0
s %o 4o s 8o o 1o Ho 1 % 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
13.78 3.32 ug/L 851706 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl-5-(1-methv... 148 C11H16 004706-90-5 64
2 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 64
3 Benzene. 2.4-dimethvl-1-(l1-methyv... 148 C11H16 004706-89-2 64
4 Benzene. l-ethvl-4-(l1-methvlethvIl)- 148 C11H16 004218-48-8 64
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
Abundance Scan 3947 (13.781 min): VU032355.D (-3939) (-) m/z 133.10 100.00%
138.1
5000
105.1
390 77.0 ‘ 160.2 13.40 13.60 13.80 14.00
I 1/ P P Y O i T " S M7 20 ey /- TO R T WPy
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
5000
13.40 13.60 13.80 14.00
29,0 770 JDTO m/z 148.20 31.31%
e L -2 | 1 AN
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
13.40 13.60 13.80 14.00
5000 m/z 105.10 16.11%
39.0 91.0
S I s el 1 B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)- R e s e
138.0 13.40 13.60 13.80 14.00
m/z 115.10 13.38%
5000
39.0 91.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 57 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.85 6.82 ug/L 1749150 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 94
3 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 003877-19-8 94
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 87
5 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 70
Abundance Scan 3968 (13.848 min): VU032355.D (-3959) (-) m/z 104.10 100.00%
104.1
5000 146.2
51.0 781 1281 13.60 13.80 14.00 14.20
o I N N 162.2 071 “m/z 146.20  46.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0

13.60 13.80 14.00 14.20
m/z 91.10 35.53%

39.0 ‘
77.0
289 )

15.0 | | 128]0
| n | L
I e B I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21659: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
13.60 13.80 14.00 14.20
5000 146.0 m/z 131.10 24.37%
39.0 78.0 128l0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21664: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0 13.60 13.80 14.00 14.20
m/z 115.10 18.04%
146.0
5000
510 780 128}0
L O N Y R —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 58 Benzene, (2-methyl-1-butenyl)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.95 14.32 ug/L 3672600 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 94
2 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 70
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 70
4 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 70
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70

Abundance Scan 4000 (13.951 min): VU032355.D (-3984) (-) m/z 131.10 100.00%
131.1
5000
39.0 8.2 13.60 13.80 14.00 14.20
20 2071 Tm/z 117.05  65.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131.0
5000 910
13.60 13.80 14.00 14.20
115.0 m/z 146.15 43.62%
39.0 65.0 ||| | 14f7.0
R R e e NS R E S s s nana
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21625: Benzene, (2-methyl-1-butenyl)-
131.0
91.0
13.60 13.80 14.00 14.20
5000 115.0 m/z 115.10 33.50%
39.0 '
‘ 63.0
I].IS‘I.OI I\HI I\i‘l I“l‘l I\h‘\l |”l“‘| . I‘l : I\‘lwl : H‘l I\Hl Iil-l \I.f)l e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 13.60 13.80 14.00 14.20
m/z 133.10 33.40%
5000
20 510 719 %0 DY | 1470
. P PR TR L Ll 1
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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-4,6-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .33 12.65 ug/L 3243050 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 94
2 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 Cl11H14 001075-22-5 93
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 93
4 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 93
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 90
Abundance Scan 4118 (14.331 min): VU032355.D (-4106) (-) m/z 131.10 100.00%
131.1
5000
or1 11 ‘ 160.2 14.00 14.20 14.40 14.60
51.0 71.0 ' - : : : :
owﬁf%%“ﬂ : | &2 2001 Tz 146.20 29.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
5000
14.00 14.20 14.40 14.60
30,0 115.0 m/z 145.20 19.50%
150 ( oy 630 910 1480
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
14.00 14.20 14.40 14.60
5000 m/z 115.10 17.75%
39.0 91.0 115.0
: |1|5‘|.0||‘| : I‘le I\‘le6|3\=.\(?wl "l : I‘I : |"" I‘lnl I\H\I Iil-ﬁwlllol A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl- S
131.0 14.00 14.20 14.40 14.60
m/z 129.10 15.10%
5000
...‘.l.‘...‘l‘..“.‘. |‘£‘7-]‘--.q|--‘--|‘-‘--‘l‘| .‘M .?-.‘..F).l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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 64 Benzene, (3-methyl-2-butenyl)- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.54 11.98 ug/L 3070630 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 76
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 76
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 64
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 64
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 62
Abundance Scan 4183 (14.540 min): VU032355.D (-4172) (-) m/z 131.10 100.00%
131.1

5000

16|1.2 100.5 207 1 14.20 14.40 14.60 14.80
(o} e m/z 145.20 92.37%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
146.0 14.20 14.40 14.60 14.80
91.0 1150 m/z 146.20 41 .85%
39.0 :
63.0
24. il
i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
14.20 14.40 14.60 14.80
5000 146.0 m/z 115.10 26.38%
L L l I It L |
R B B B o e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 14.20 14.40 14.60 14.80
m/z 128.10 22.72%
5000 146.0
39.0 91.0 1150
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU052919\
Data File : VU032355.D

Aca On : 29 May 2019 12:51

Operator : JC/SP

Sample = K3045-04

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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, 1,3,5-trimethyl-2-__._. Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
14.60 1.85 ug/L 475466 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 90
2 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 89
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 76
4 Benzene. 1.3.5-trimethvl-2-(1-me... 160 C12H16 014679-13-1 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 70
Abundance Scan 4202 (14.601 min): VU032355.D (-4194) (-) m/z 145.10 100.00%
145.1
5000
390 651 10 11 1742 2079 0812 14.20 14.40 14.60 14.80 15.00
: ; ' m/z 160.20 40.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
145.0
5000
14.20 14.40 14.60 14.80 15.00
115.0 m/z 159.15 27.37%
15.0 39.0 63.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0
1420 14.40 14.60 14.80 15.00
5000 m/z 133.10 20.68%
115.0
65.0 910 TR
m/z--> 20 40 60 80 160 150 150 160 180 200 220 240 260 280
Abundance #30939: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethy!-
145.0 14.20 14.40 14.60 14.80 15.00
m/z 128.10 20.56%
5000
150 39.0 650 910 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU052919\
Data File : VU032355.D

Acq On : 29 May 2019 12:51

Operator : JC/SP

Sample : K3045-04

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR052219WMA .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... 2.70 30.6 ug/L 5628140 1 5.88 918726 5.0
(DEL) Alkane: Str... 2.99 5.0 ug/L 915450 1 5.88 918726 5.0
(DEL) Alkane: Str... 3.84 3.9 ug/L 718037 1 5.88 918726 5.0
(DEL) Alkane: Str... 3.98 10.2 ug/L 1866730 1 5.88 918726 5.0
(DEL) Alkane: Str... 4.72 7.0 ug/L 1285850 1 5.88 918726 5.0
(DEL) Alkane: Str... 5.07 31.7 ug/L 5830070 1 5.88 918726 5.0
(DEL) Alkane: Cyc... 5.25 6.5 ug/L 1196320 1 5.88 918726 5.0
1-Butanol, 2-ethyl- 5.48 8.4 ug/L 1550320 1 5.88 918726 5.0
(DEL) Alkane: Str... 5.53 24 .6 ug/L 4527520 1 5.88 918726 5.0
(DEL) Alkane: Cyc... 6.39 5.0 ug/L 920613 1 5.88 918726 5.0
(DEL) Alkane: Str... 6.47 2.4 ug/L 433876 1 5.88 918726 5.0
(DEL) Alkane: Str... 6.53 4.2 ug/L 779813 1 5.88 918726 5.0
(DEL) Alkane: Cyc... 6.73 6.1 ug/L 1118090 1 5.88 918726 5.0
(DEL) Alkane: Str... 6.92 17.8 ug/L 3274630 1 5.88 918726 5.0
(DEL) Alkane: Str... 7.04 25.2 ug/L 4636980 1 5.88 918726 5.0
Isopentyl propyl ... 7.10 2.4 ug/L 447142 1 5.88 918726 5.0
(DEL) Alkane: Cyc... 7.70 3.2 ug/L 698763 2 9.09 1099960 5.0
(DEL) Alkane: Cyc... 7.91 5.1 ug/L 1126350 2 9.09 1099960 5.0
(DEL) Alkane: Cyc... 8.04 5.6 ug/L 1234040 2 9.09 1099960 5.0
Cyclopentene, 1,2... 8.09 6.5 ug/L 1420060 2 9.09 1099960 5.0
(DEL) Alkane: Cyc... 8.48 2.3 ug/L 510317 2 9.09 1099960 5.0
Cyclohexene, 1,6-... 8.76 2.3 ug/L 507170 2 9.09 1099960 5.0
Pentalene, octahy... 9.18 2.5 ug/L 554934 2 9.09 1099960 5.0
Bicyclo[3.2.1]octane 9.36 2.9 ug/L 632472 2 9.09 1099960 5.0
(DEL) Alkane: Cyc... 9.71 2.5 ug/L 540669 2 9.09 1099960 5.0
Benzene, (2-methy... 11.29 7.1 ug/L 1814550 3 11.48 1282080 5.0
Benzene, cyclopro... 11.76 164.1 ug/L 42069700 3 11.48 1282080 5.0
Benzene, 1,2-diet... 11.98 6.4 ug/L 1630160 3 11.48 1282080 5.0
Benzene, l-methyl... 12.05 2.4 ug/L 608267 3 11.48 1282080 5.0
Benzene, (1-methy... 12.28 22.6 ug/L 5806790 3 11.48 1282080 5.0
Benzene, l-etheny... 12.35 40.7 ug/L 10439900 3 11.48 1282080 5.0
1H-Indene, 2,3-di... 12.53 5.4 ug/L 1391300 3 11.48 1282080 5.0
Benzene, 1,3-diet... 12.62 2.4 ug/L 622579 3 11.48 1282080 5.0
Benzene, 1,2,4,5-... 12.65 15.7 ug/L 4018920 3 11.48 1282080 5.0
Benzene, 1,2,3,5-... 12.70 5.2 ug/L 1319690 3 11.48 1282080 5.0
2,2-Dimethylinden... 12.92 11.9 ug/L 3046790 3 11.48 1282080 5.0
Benzene, l-etheny... 12.96 4.9 ug/L 1255230 3 11.48 1282080 5.0
Benzene, 2-etheny... 13.12 74 .0 ug/L 18985300 3 11.48 1282080 5.0
1H-Indene, 2,3-di... 13.19 3.5 ug/L 900158 3 11.48 1282080 5.0
1H-Indene, 2,3-di... 13.45 6.5 ug/L 1669400 3 11.48 1282080 5.0
Benzene, (1,2-dim... 13.50 18.8 ug/L 4819220 3 11.48 1282080 5.0
Benzene, l-methyl... 13.57 5.5 ug/L 1404900 3 11.48 1282080 5.0
1H-Indene, 2,3-di... 13.73 3.1 ug/L 805300 3 11.48 1282080 5.0
Benzene, 1,3-dime... 13.78 3.3 ug/L 851706 3 11.48 1282080 5.0
Naphthalene, 1,2,... 13.85 6.8 ug/L 1749150 3 11.48 1282080 5.0
Benzene, (2-methy... 13.95 14.3 ug/L 3672600 3 11.48 1282080 5.0
1H-Indene, 2,3-di... 14.33 12.7 ug/L 3243050 3 11.48 1282080 5.0
Benzene, (3-methy... 14.54 12.0 ug/L 3070630 3 11.48 1282080 5.0
Benzene, 1,3,5-tr... 14.60 1.9 ug/L 475466 3 11.48 1282080 5.0
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