LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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\SOMUTR101719WMA_.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 1.617 75 86 98 rBv3 174070 243083 10.75% 0.876%
2 1.935 177 185 196 rvVB 117063 150104 6.64% 0.541%
3 2.597 380 391 406 rBV 211464 347909 15.39% 1.254%
4 3.054 521 533 544 rBV6 26579 67394 2.98% 0.243%
5 3.112 545 551 560 rvv2 19863 39324 1.74% 0.142%
6 3.173 561 570 588 rvv4 25657 68488 3.03% 0.247%
7 3.395 626 639 660 rVB3 45383 101348 4._.48% 0.365%
8 3.616 693 708 727 rBV2 19884 45866 2.03% 0.165%
9 4.025 818 835 853 rVB 83416 197929 8.76% 0.713%
10 4.137 856 870 884 rBV3 33451 82275 3.64% 0.297%

11 4._.385 931 947 967 rVB3 75716 181152 8.01% 0.653%
12 4.578 988 1007 1020 rBV 92705 222282 9.83% 0.801%
13 4.658 1020 1032 1036 rVv2 37461 70791 3.13% 0.255%
14 4.710 1037 1048 1084 rVB 186862 516044 22.83% 1.860%
15 5.115 1159 1174 1201 rBV 186499 470266 20.81% 1.695%

16 5.433 1258 1273 1285 rBV3 95684 226633 10.03% 0.817%
17 5.501 1287 1294 1317 rVB7 30668 103514 4._.58% 0.373%

18 5.678 1340 1349 1360 rVvVv3 19528 41084 1.82% 0.148%
19 5.771 1360 1378 1405 rVvv3 393593 1085579 48.03% 3.913%
20 5.893 1408 1416 1419 rVvVv3 26642 48154 2.13% 0.174%

21 5.935 1420 1429 1443 rVV2 101334 239325 10.59% 0.863%
22 6.015 1443 1454 1469 rVvVv6 52912 156603 6.93% 0.565%

23 6.169 1488 1502 1514 rBV3 25559 49719 2.20% 0.179%
24 6.295 1526 1541 1547 rBV 372060 722355 31.96% 2.604%
25 6.501 1596 1605 1618 rVB 44785 80421 3.56% 0.290%

26 6.597 1621 1635 1653 rVB4 83093 226749 10.03% 0.817%
27 6.735 1664 1678 1709 rBvV 246950 665395 29.44% 2.399%
28 7.198 1805 1822 1825 rBV4 80569 144998 6.41% 0.523%
29 7.295 1840 1852 1865 rVB6 51190 117413 5.19% 0.423%
30 7.411 1867 1888 1903 rBV3 45445 110630 4_89% 0.399%

31 7.501 1903 1916 1926 rVB4 25638 58190 2.57% 0.210%
32 7.603 1932 1948 1968 rBV2 141600 362825 16.05% 1.308%
33 7.793 1999 2007 2025 rVB4 54278 104877 4.64% 0.378%
34 7.935 2029 2051 2063 rBvV 510583 996943 44.11% 3.594%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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\SOMUTR101719WMA_M
- TRACE VOA SOMO1.0

35 8.073 2083 2094 2102 rBV 57161 111439 4._.93% 0.402%

36 8.218 2129 2139 2148 rBV2 78725 136552 6.04% 0.492%
37 8.279 2148 2158 2170 rVB5 82733 167368 7.40% 0.603%

38 8.349 2172 2180 2187 rBV6 25338 53049 2.35% 0.191%
39 8.398 2188 2195 2199 rvv4 55587 91348 4._.04% 0.329%
40 8.443 2200 2209 2231 rVB 367039 667246 29.52% 2.405%
41 8.536 2232 2238 2251 rVB3 28817 47641 2.11% 0.172%
42 8.626 2255 2266 2274 rBV4 52837 95526 4.23% 0.344%

43 8.687 2274 2285 2294 rBV 396123 839925 37.16% 3.028%
44 8.738 2295 2301 2317 rVV 309153 654265 28.95% 2.358%
45 8.812 2319 2324 2347 rVB5 127855 285092 12.61% 1.028%

46 9.108 2402 2416 2431 rBV3 165411 314611 13.92% 1.134%

47 9.218 2438 2450 2458 rBV7 24869 52603 2.33% 0.190%
48 9.292 2460 2473 2483 rVVv2 41427 97756 4._.32% 0.352%
49 9.359 2487 2494 2504 rVB3 41620 70201 3.11% 0.253%

50 9.449 2511 2522 2532 rBV 472442 865949 38.31% 3.121%

51 9.555 2546 2555 2563 rvv4 128320 221637 9.81% 0.799%
52 9.603 2563 2570 2586 rVB 139180 262854 11.63% 0.948%
53 9.719 2596 2606 2620 rVB5 134752 298039 13.19% 1.074%
54 9.918 2658 2668 2684 rVB9 47114 130788 5.79% 0.471%

55 10.047 2698 2708 2716 rBV5 41410 73843 3.27% 0.266%
56 10.095 2717 2723 2731 rVB3 34870 54126 2.39% 0.195%
57 10.182 2732 2750 2763 rVB7 28729 93743 4._.15% 0.338%
58 10.320 2765 2793 2803 rBVS8 69234 240430 10.64% 0.867%
59 10.398 2812 2817 2830 rVB4 42272 72435 3.20% 0.261%

60 10.513 2844 2853 2859 rBV3 72880 117549 5.20% 0.424%

61 10.555 2860 2866 2871 rVVv2 68860 104605 4.63% 0.377%
62 10.591 2872 2877 2888 rVB2 69129 103661 4_.59% 0.374%
63 10.719 2902 2917 2928 rVB5 93591 185718 8.22% 0.669%
64 10.790 2928 2939 2965 rVB 210470 402685 17.82% 1.452%

65 10.925 2970 2981 2992 rBV4 22786 52707 2.33% 0.190%
66 11.324 3098 3105 3113 rVVv2 29087 47818 2.12% 0.172%
67 11.446 3133 3143 3153 rBV 121019 196944 8.71% 0.710%
68 11.568 3171 3181 3191 rBV6 41526 73614 3.26% 0.265%
69 11.639 3193 3203 3206 rVV5 41590 71026 3.14% 0.256%

70 11.671 3207 3213 3223 rVB2 93650 150000 6.64% 0.541%
71 11.780 3239 3247 3255 rBV2 22218 39211 1.73% 0.141%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 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\SOMUTR101719WMA_M

- TRACE VOA SOMO1.0

72 11.844 3255 3267 3288 rVB 438954 857237 37.93% 3.090%
73 12.034 3316 3326 3338 rVB 135349 216713 9.59% 0.781%
74 12.121 3344 3353 3365 rBV3 52834 86297 3.82% 0.311%
75 12.214 3369 3382 3405 rVVv4 1186275 2260302 100.00% 8.148%

76 12.343 3413 3422 3432 rVB6 43215 84834 3.75% 0.306%
77 12.404 3433 3441 3459 rVB 62102 112698 4._.99% 0.406%
78 12.587 3481 3498 3510 rBV6 55704 174658 7.73% 0.630%
79 12.658 3510 3520 3526 rBv4 46832 92786 4.11% 0.334%
80 12.787 3552 3560 3572 rVB 280784 454862 20.12% 1.640%

81 12.889 3573 3592 3606 rBV2 491947 858615 37.99% 3.095%
82 12.967 3607 3616 3623 rBV3 68215 106053 4.69% 0.382%
83 13.012 3623 3630 3640 rVv2 50334 87966 3.89% 0.317%
84 13.143 3659 3671 3683 rVB 703304 1103992 48.84% 3.980%
85 13.275 3694 3712 3722 rBV2 291410 637484 28.20% 2.298%

86 13.352 3723 3736 3748 rVV 1279788 2004727 88.69% 7.226%
87 13.420 3748 3757 3768 rVvVv 87236 150013 6.64% 0.541%

88 13.481 3770 3776 3788 rVV3 35930 69342 3.07% 0.250%
89 13.552 3788 3798 3810 rVvVv3 277803 451907 19.99%% 1.629%
90 13.655 3823 3830 3844 rVB7 45981 91682 4._.06% 0.330%

91 13.815 3867 3880 3888 rBV 148648 258885 11.45% 0.933%
92 13.857 3888 3893 3899 rvVv 53986 83140 3.68% 0.300%
93 13.909 3899 3909 3925 rVB2 458463 762149 33.72% 2.747%
94 14.143 3974 3982 3986 rBV2 74060 116352 5.15% 0.419%
95 14.217 3997 4005 4015 rVB6 42339 79437 3.51% 0.286%

96 14.311 4026 4034 4044 rVvVv 181615 299173 13.24% 1.078%
97 14.372 4044 4053 4067 rVB2 77643 137008 6.06% 0.494%

98 14.738 4156 4167 4181 rVB5 22518 56994 2.52% 0.205%

99 14.902 4210 4218 4232 rVB4 47759 88511 3.92% 0.319%

100 15.449 4376 4388 4398 rVB3 34678 68307 3.02% 0.246%
Sum of corrected areas: 27741790

SOMUTR101719WMA_M Tue Oct 22 14:49:05 2019 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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: Cyclic4.02 Concentration Rank 19

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

4.02 1.37 ug/L 197929 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 91
2 2-Pentene. 4-methvl-. (2)- 84 C6H12 000691-38-3 91
3 2-Pentene. 4-methvl- 84 C6H12 004461-48-7 91
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 90
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90

Abundance Scan 833 (4.018 min): VU035276.D (-818) (-) m/z 69.10 100.00%
60
41
5000 84
55 20 3.60 3.80 4.00 4.20 4.40
0 ! m/z 40.95 70.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1482: 2-Pentene, 2-methyl-
41 69
5000
3.60 3.80 4.00 4.20 4.40
27 e 84 m/z 84.00 37.85%
Oﬁ*TTih*L““'|J“'|“"|“"|“"|”"|”"|“"|”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 26 .35%
07 84
15 55
G S S L S UL UL B I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1480: 2-Pentene, 4-methyl-
4 3.60 3.80 4.00 4.20 4.40
6 m/z 55.00 10.80%
5000
27
0'}?wb'”M'ffwh“'w'"w"'w"'w"'w"'w"'w"'
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\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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: Cyclic4.14 Concentration Rank 41

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

4.14 0.57 ug/L 82275 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 871 (4.141 min): VU035276.D (-856) (-) m/z 69.00 100.00%
41 6o
84
5000 =°
I | 207 3.80 4.00 4.20 4.40
e e R R e o o o o O m/z 41.00 90.26%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
4
69
5000 55
27 84 3.80 4.00 4.20 4.40
m/z 84.05 57.64%
15
0 ; NS B SR A W WA WA
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
41
69
3.80 4.00 4.20 4.40
5000 55 m/z 55.00 51.80%
15
e L S S R B B S W LA
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
41 69 3.80 4.00 4.20 4.40
m/z 39.00 29.32%
5000 55
84
27
0 w..”,w”.uuﬂh“hnw;.”,..”,.”. e —
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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: Cyclic4.38 Concentration Rank 21

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

4._.38 1.25 ug/L 181152 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 95
2 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 94
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 94
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 945 (4.379 min): VU035276.D (-931) (-) m/z 69.05 100.00%
41 6o
5000
207 4.00 4.20 4.40 4.60 4.80
o B L B m/z 41.00 88.34%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
4
69
5000
27 o5 84 4.00 4.20 4.40 4.60 4.80
m/z 84.10 55.97%
15
0 R R B I L B AL S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
41 69
4.00 4.20 4.40 4.60 4.80
5000 55 84 m/z 54.95 52.09%
27
15
e A S S I B B LS W B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
41 69 4.00 4.20 4.40 4.60 4.80
m/z 38.95 28.67%
5000 - 55 84
15
0 |:|I-||||||||||||||||||||||||||||||||||||||| RS R Emm e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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: Cyclic4.58 Concentration Rank 16

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

4.58 1.54 ug/L 222282 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclohexane 84 C6H12 000110-82-7 86
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 80
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
5 Cyclohexane 84 C6H12 000110-82-7 78

Abundance Scan 1008 (4.581 min): VU035276.D (-988) (-) 56.00 100.00%
56
5000 4l 69 !!
34| 50 65, n79% 420 440 460 4.80 5.00
Otrrrrrrprrrprersrrrr e e m/z 41.00 50.92%

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69

420 4.40 4.60 4.80 5.00
m/z 69.05  45.32%

84
s Dl sl sl g
O rrrrrrrprrrrprerrprer e e e e
m/z--> 0 5 1015 20 25 30 35 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 84
420 4.40 4.60 4.80 5.00
5000 . m/z 55.10 26.31%
69
15
o 2 51 ' 6165 77
SRRRRARES LARRN RARRN RURRN RARRN RRARE RRRRN RRRN RRRR SRR RARAN RARRH RARE) RURRN RARAN RURAN KRARN RRRAN KRR LA
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1488: 1-Pentene, 2-methyl-
56 420 4.40 4.60 4.80 5.00
m/z 39.00 24 .87%
41
5000 69 84
29
Lo a e ‘
O P e e e e e
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 35

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

5.50 0.72 ug/L 103514 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 87
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 86
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 78
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
5 6-[N-Aziridyl]hexadiene-1,3 123 C8H13N 1000255-07-7 40

Abundance Scan 1294 (5.501 min): VU035276.D (-1287) (-) m/z 56.00 100.00%
56
43
5000 n
5 95 207 5.20 5.40 5.60 5.80
(o} m/z 43.05 71.33%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3985: Pentane, 2,3-dimethyl-
56
5000 7 U R SRR IR R
29 520 5.40 5.60 5.80
m/z 57.05 71.33%
| | 8 100
e L UL S UL B B S W I
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43 56
520 5.40 5.60 5.80
5000 m/z 71.00 50.57%
29 71
85 100
e A S S UL B B LS W A B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3987: Pentane, 2,3-dimethyl-
43 56 520 5.40 5.60 5.80
m/z 41.00 43.32%
5000 29
71
0 .F..}?,....,...,....,??.}?9...,.... B W
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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: Cyclic6.02 Concentration Rank 23

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

6.02 1.08 ug/L 156603 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 2-ethvIl-3-methvl- 98 C7H14 007357-93-9 59
2 (2)-3-Heptene 98 C7H14 007642-10-6 50
3 2-Hexene. 5-methvl-. (E)- 98 C7H14 007385-82-2 50
4 Furan., 2-methoxv- 98 C5H602 025414-22-6 46
5 Cyclohexanone 98 C6H100 000108-94-1 46

Abundance Scan 1456 (6.022 min): VU035276.D (-1443) (-) m/z 55.00 100.00%
41
83
5000 o 98
| 081 5.60 5.80 6.00 6.20 6.40
Ol m/z 56.05 90.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3389: 1-Butene, 2-ethyl-3-methyl-
41 55 69
s000{ 27 83
98 5.60 5.80 6.00 6.20 6.40
m/z 41.00 67.57%
ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41
56
5.60 5.80 6.00 6.20 6.40
5000 98 m/z 83.00 53.36%
27
70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3380: 2-Hexene, 5-methyl-, (E)-
6 5.60 5.80 6.00 6.20 6.40
41 m/z 70.00 48.07%
5000 07
0 o
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA_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 8 (DEL) Alkane: Cyclic6.50 Concentration Rank 43

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

6.50 0.56 ug/L 80421 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-MethvI-3-hexene 98 C7H14 003404-65-7 91
2 2-Hexene. 3-methvl-. (2)- 98 C7H14 010574-36-4 91
3 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 87
4 2-Hexene., 2-methvl- 98 C7H14 002738-19-4 83
5 4-Methyl-2-hexene,cé&t 98 C7H14 003404-55-5 72

Abundance Scan 1605 (6.501 min): VU035276.D (-1596) (-) m/z 69.05 100.00%
69
41
5000 55 98
83 081 6.20 6.40 6.60 6.80
Ol m/z 41.00 71.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3317: 3-Methyl-3-hexene
41
69
5000 55
08 6.20 6.40 6.60 6.80
21 ‘ m/z 55.05 42.70%
83
OI”III.!” I”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
6.20 6.40 6.60 6.80
5000 55 m/z 98.10 37 .33%
27 98
83
ol 13
Wmﬁmﬁmﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3318: 1-Pentene, 3-ethyl-
1 6.20 6.40 6.60 6.80
69 m/z 70.00 28.60%
5000
27 | g
98
83
okt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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: Cyclic6.60 Concentration Rank 15

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

6.60 1.57 ug/L 226749 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 49
2 1.3-Pentadiene. 2.3-dimethvl- 96 C7H12 001113-56-0 42
3 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 42
4 2-Pentvne. 4.4-dimethvl- 96 C7H12 000999-78-0 42
5 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 42

Abundance Scan 1636 (6.600 min): VU035276.D (-1621) (-) m/z 81.00 100.00%

5000

6.20 6.40 6.60 6.80 7.00

0! m/z 55.00 95.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3370: 2-Pentene, 2,3-dimethyl-
55 83
41
5000 98
27 6.20 6.40 6.60 6.80 7.00
69 m/z 83.05 83.40%
Ol N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
6.20 6.40 6.60 6.80 7.00
5000 96 m/z 41.00 55.91%
41
27 67
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2900: 1,4-Hexadiene, 4-methyl-
81 6.20 6.40 6.60 6.80 7.00
m/z 98.10 43 .29%
5000 39
53 96
67
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 Cyclohexene, 3-methyl- Concentration Rank 26

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

7.20 1.00 ug/L 144998 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 95
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 93
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 93
4 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 90
5 2-Heptyne 96 C7H12 001119-65-9 87

Abundance Scan 1823 (7.202 min): VU035276.D (-1805) (-) m/z 81.10 100.00%
g1
5000 67
39 9 9
6.80 7.00 7.20 7.40 7.60
o 12 207 m/z 67.00  41.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2873: Cyclohexene, 3-methyl-
g1
5000
39 55 67 96 6.80 7.00 7.20 7.40 7.60
27 ‘ m/z 96.00 32.95%
ob—2 'I"“'ﬂﬁ"hl"”l""l”"l"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 55.05 32.02%
55 96
39
27
15
L L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2881: Cyclohexene, 1-methyl- Al Bamamnms St L
81 6.80 7.00 7.20 7.40 7.60
m/z 68.00 30.50%
5000 - 39 55 68 96
15
0...‘.|.‘l‘..‘l“..“lH.|‘.“.‘..“|‘..‘.‘.‘|....|....|....|....|....|....
m/z--> 200 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60

SOMUTR101719WMA.M Tue Oct 22 14:49:13 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 Cyclohexene, l1-methyl- Concentration Rank 34

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

7.79 0.73 ug/L 104877 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 94
2 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 90
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 87
4 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 81
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 80

Abundance Scan 2006 (7.790 min): VU035276.D (-1999) (-) m/z 81.00 100.00%
81
67
5000 96
39 55
7.40 7.60 7.80 8.00 8.20
0 2 m/z 67.00  54.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2880: Cyclohexene, 1-methyl-
81
5000 67 LA SRS SRR AR R
55 96 7.40 7.60 7.80 8.00 8.20
o7 32 m/z 96.05 43.61%
ob—2 'Jﬁ'“bl"“l""l“"l"'w""l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
7.40 7.60 7.80 8.00 8.20
5000 67 9% m/z 68.00 36.12%
55
39
15 27
iz 0 40 @ 80 100 130 140 16 180 20 \
Abundance #2881: Cyclohexene, 1-methyl- ".\m...,....,....,..
81 7.40 7.60 7.80 8.00 8.20
m/z 55.00 24 _.14%
5000 68
o7 39 96
0'"'|"l‘"‘l“''l'l"“""l"""l""l""l""l""l""l"" LA SRR SRR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20

SOMUTR101719WMA .M Tue Oct 22 14:49:14 2019

Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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: Cyclic8.07 Concentration Rank 38

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

8.07 0.64 ug/L 111439 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 90
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 72
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 72
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 49
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 49

Abundance Scan 2093 (8.070 min): VU035276.D (-2083) (-) m/z 97.05 100.00%
o7
55
5000 69
41
| 83 | 112 281 7.80 8.00 8.20 8.40
bttt e e e e e m/z 55.00 70.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6750: Cyclohexane, 1,1-dimethyl-
g7
55
5000 41 | 69 R A UL L I
7.80 8.00 8.20 8.40
27 m/z 69.10 43.14%
0 8 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
780 800 820 840
5000 a1 m/z 56.05 34.82%
69 112
27 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6749: Cyclohexane, 1,1-dimethyl- P e
97 7.80 8.00 8.20 8.40
55 m/z 41.00 34 .40%
5000 41 | 69
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 (DEL) Alkane: Cyclic8.28 Concentration Rank 27

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

8.28 0.97 ug/L 167368 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 90
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 90
3 Cvclohexane. 1.2-dimethvl- (cis/... 112 C8H16 000583-57-3 83
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 81
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 81

Abundance Scan 2158 (8.279 min): VU035276.D (-2148) (-) m/z 97.05 100.00%
55 o7
5000 41 o1 112
8.00 8.20 8.40 8.60
0 207 281 m/z 55.00 88.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6828: Cyclohexane, 1,2-dimethyl- (cis/trans)
55 97
41
5000 800 820 840 8.60
69 112 : : :
2! 83 m/z 41.00 42.12%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
a1 800 820 840 8.60
5000 m/z 112.05 35.99%
69 112
27 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 //\
Abundance #6829: Cyclohexane, 1,2-dimethyl- (cis/trans) R R e i
55 800 820 8.40 8.60
97 m/z 80.95 31.77%
41
5000
27 69 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 8.60

SOMUTR101719WMA.M Tue Oct 22 14:49:16 2019 Page: 16



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 (DEL) Alkane: Cyclic8.40 Concentration Rank 48

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

8.40 0.53 ug/L 91348 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 90
2 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 90
3 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 87
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 86
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 83

Abundance Scan 2196 (8.401 min): VU035276.D (-2188) (-) m/z 97.05 100.00%
55 97
5000 112
41
69
|| | 83 007 8.00 8.20 8.40 8.60 8.80
Ol et M 20T Tz 55.00 84.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6816: Cyclohexane, 1,3-dimethyl-, trans-
56 97
5000 41 SN R R LR R
112 800 820 840 8.60 8.80
27 69 m/z 112.10 39.92%
83
0"}?V[L'U"”|'h"m"!|"“|""|“"|"'w""l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 o7
8.00 8.20 8.40 8.60 8.80
5000 41 m/z 41.00 27.62%
112
27 69
83
15
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance H#HE741: Cyclohexane, l,4—dimethy|— | NS N L L N B
55 9 8.00 8.20 8.40 8.60 8.80
m/z 56.00 25.02%
5000
41 112
69 gq
0"}?VU'JA'”‘wﬂh'm"“"'w"'w"'w"'w"'w"" ISR LR LR S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 5

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

8.44 3.85 ug/L 667246 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 91
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 91
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 78
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 78
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 72

Abundance Scan 2208 (8.439 min): VU035276.D (-2200) (-) m/z 95.05 100.00%
95
5000
67 110
39 53 81 8.20 8.40 8.60 8.80
0 ...,....',J..-.".,.-|..."i'..l.' ,..I..,.???,.... e preoes || M/z 67.00 24 .33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000
67 820 840 860 8.80
110 m/z 110.05 20.80%
0..W.L.“Jﬁ,”.ﬁ%ﬂ,.”.“.”..” [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
o7 95
a1 8.20 8.40 8.60 8.80
5000 m/z 39.00 9.83%
27
81 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6021: 1,4-Pentadiene, 2,3,3—trimethy|— LI L L L BN LB B
95 8.20 8.40 8.60 8.80
. m/z 93.00 8.81%
5000 41
110
ol g8
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 1,4-Hexadiene, 3-ethyl- Concentration Rank 44

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

8.63 0.55 ug/L 95526 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Hexadiene. 3-ethvl- 110 C8H14 002080-89-9 81
2 4-Ethvlcvclohexene 110 C8H14 003742-42-5 74
3 Cvclohexene. 1l-ethvl- 110 C8H14 001453-24-3 72
4 4-Ethvlcvclohexene 110 C8H14 003742-42-5 68
5 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 64

Abundance Scan 2267 (8.&329 min): VU035276.D (-2255) (-) m/z 80.95 100.00%
g
5000 o
67
4 g 110
124 007 8.20 8.40 8.60 8.80 9.00
o | M o S —— m/z 95.10 32.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5951: 1,4-Hexadiene, 3-ethyl-
81
5000
41 8.20 8.40 8.60 8.80 9.00
21 % o5 110 m/z 67.00  29.54%
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
8.20 8.40 8.60 8.80 9.00
5000 54 m/z 78.95 28 .86%
41 67
27 g5 110
15
G L L L U S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5944: Cyclohexene, 1-ethyl-
81 8.20 8.40 8.60 8.80 9.00

m/z 110.10 26 .09%

5000
67

110
| %

0.”.,.”.U.mw,wh‘“.”.,.”.,.”.,.”.,.”.,.”.,.”.
miz--> 80 100 120 140 160 180 200 8.20 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 1,3-Dimethyl-1-cyclohexene Concentration Rank 6

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

8.74 3.78 ug/L 654265 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 91
2 Bicvclol3.1.0Thexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 91
3 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 90
4 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 87
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H1l4 091884-67-2 86

Abundance Scan 2301 (8.738 min): VU035276.D (-2295) (-) m/z 95.10 100.00%
95
5000 67
g2 110
3|9| 5|5 " 207 8.40 8.60 8.80 9.00
o} USEBEE A EMMTA m/z 67.00 44.01%
m/z--> 20 40 0 100 120 140 160 180 200
Abundance #5975: 1,3-Dimethyl-1-cyclohexene
95
5000
67 8.40 8.60 880 9.00
57 41 55 82 110 m/z 110.10 23.58%
0|'|'I"|||"'I| |||| ',....,....,....,....,....,....
m/z--> 20 80 100 120 140 160 180 200
Abundance
95
67 8.40 8.60 8.80 9.00
5000 m/z 82.10 15.32%
55
41 82 110
R L S S L UL SIS B L WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5980: Cyclohexene, 3,5-dimethyl-
95 8.40 8.60 8.80 9.00
m/z 55.00 13.13%
67
5000
41 55 81 110
Ol'b'ﬂj”‘w '“”Mh'm“'““'l”"l"”l""w"'l”" USSR SR UL R
m/z--> 20 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

SOMUTR101719WMA.M Tue Oct 22 14:49:19 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 Cyclohexane, 1-methyl-4-met... Concentration Rank 14

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

8.81 1.65 ug/L 285092 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-methvlene- 110 C8H14 002808-80-2 91
2 Cvclopentene. 1-(1-methvlethvI)- 110 C8H14 001462-07-3 64
3 Cvclohexene. 1.4-dimethvl- 110 C8H14 002808-79-9 64
4 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 62
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 58

Abundance Scan 2323 (8.809 min): VU035276.D (-2319) (-) m/z 68.05 100.00%
68
95
5000
55 110
39 81
8.40 8.60 8.80 9.00 9.20
o..,....,....,....|;|.‘.“‘?.~,'=|...?1..'.'.7.4..|,|...5.‘?'.'...,19?..,-...., m/z 95.10 76.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #6028: Cyclohexane, 1-methyl-4-methylene-
68
95
5000
) 39 55 8.40 8.60 8.80 9.00 9.20
! 81 110 m/z 67.00 68.80%
o ‘|| 45 I||| 62 ||| 74,,] 89 ] 103
mz> 10 20 %0 40 50 8 70 8 90 100 110
Abundance
67
95 8.40 8.60 8.80 9.00 9.20
5000 m/z 110.10 38.22%
i 55 81 110
15 27
e R RS RN RS RS RS RS LS AR SRR SRS
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5971: Cyclohexene, 1,4-dimethyl-
3 95 8.40 8.60 8.80 9.00 9.20

m/z 55.00 31.25%

5000

m/z--> 10 20 30 40 50 60 70 8 90 100 110 840 8.60 880 900 9.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 Cyclohexene, 1,6-dimethyl- Concentration Rank 11

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

9.11 1.82 ug/L 314611 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.6-dimethvl- 110 C8H14 001759-64-4 98
2 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 95
3 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 94
4 2.4-Hexadiene. 2.3-dimethvl- 110 C8H14 005678-98-8 89
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 87

Abundance Scan 2417 (9.111 min): VU035276.D (-2402) (-) m/z 95.05 100.00%
67 9%
81
5000 110
41
55
124 20 8.80 9.00 9.20 9.40
ol ! m/z 67.00 88.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5970: Cyclohexene, 1,6-dimethyl-
67 95
81
5000
41 110 8.80 9.00 9.20 9.40
27 55 m/z 80.95 72.05%
15
0 L B L B B S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
g1 9
8.80 9.00 9.20 9.40
0
5000 " 10 m/z 110.10 50.66%
27 55
15
e S S UL S UL I L L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6000: 2,4-Hexadiene, 2,5-dimethyl-
95 8.80 9.00 9.20 9.40
67 m/z 67.95 35.69%
5000 a1 110
55
27 ‘ 79
0 .1‘5|.‘l‘..‘k“..“l“l“‘l‘..Hi‘..‘.‘l|..‘..|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 1,2,4,4-Tetramethylcyclopen... Concentration Rank 42

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

9.29 0.56 ug/L 97756 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.4-Tetramethvlcvclopentene 124 C9H16 065378-76-9 91
2 6.6-Dimethvlhepta-2.4-diene 124 C9H16 1000195-03-3 78
3 Ketone. isopropvlidenecvclopropyv... 124 C8H120 029765-67-1 64
4 3.3.5.5-Tetramethvlcvclopentene 124 C9H16 038667-10-6 64
5 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 64

Abundance Scan 2473 (9.292 min): VU035276.D (-2460) (-) m/z 109.05 100.00%
109
5000
67
39 53 79 91 124 o207 9.00 9.20 9.40 9.60
ol et e e e S m/z 67.00 27 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10708: 1,2,4,4-Tetramethylcyclopentene
109
5000 67
9.00 9.20 9.40 9.60
124 m/z 124.05 13.74%
15 2|.7 1 |I| in ||| ?3
0"'|"'"i""|"''|'"'|""|""|""|""|""|""
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
109
9.00 9.20 9.40 9.60
5000 m/z 110.05 8.26%
67 124
- 41 &5 81 95
e L U S SR WL o L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10581: Ketone, isopropylidenecyclopropyl methyl
3 109 9.00 9.20 9.40 9.60
m/z 39.00 7.46%
5000
123
H ‘ ‘ \m \H 95 | h
0"'I'”'I""P"'I'”'I""P"'I"'W""I'”'I"" U UL S L R
m/z--> 20 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 1,1-Cyclohexane diacetic acid Concentration Rank 33

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

9.92 0.76 ug/L 130788 Chlorobenzene-d5 9.45

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Cvclohexane diacetic acid 200 C10H1604 009355-11-7 53
2 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 52
3 3.7.11.Trimethvl-8.10- dodecedie... 266 C17H3002 1000374-10-3 50
4 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 50
5 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 50
Abundance Scan 2668 (9.918 min): VU035276.D (-2658) (-) m/z 81.00 100.00%

1

5000

VAR N avas
106 124 9.60 9.80 10.00 10.20

m/z 95.00 38.82%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60807: 1,1-Cyclohexane diacetic acid

9.60 980 1000 1020
m/z 67.00 34 .18%

5000

182 199

155

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
81
R R
9.60 9.80 10.00 10.20
5000 39 24 m/z 95.95  27.18%
96
68
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115779: 3,7,11, Trimethyl-8,10- dodecedienylacetate AVERNELS T
81 9.60 9.80 10.00 10.20
95 m/z 97.00 26.58%
43
5000
67
137
123
o I \“ ‘ H i 1&’9 I | 150163177191 206 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 25 1-Hydroxymethyl-2-methyl-1-_._._. Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
10.18 0.54 ug/L 93743 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hvdroxvmethvl-2-methvl-1-cvclo... 126 C8H140 029474-11-1 64
2 .alpha.-Santoline alcohol 154 C10H180 090823-36-2 59
3 Cvclohexene. 3-(iodomethvl)- 222 C7H111 034825-94-0 59
4 Furan. 4-methvl-2-propvl- 124 C8H120 006148-37-4 59
5 exo-2-Bromonorbornane 174 C7H11Br 002534-77-2 59
Abundance Scan 2749 (10.179 min): VU035276.D (-2732) (-) m/z 95.05 100.00%
95
5000
67 79
4 s i 2 . %o 1000 1020 10140 |
0 O o I L L m/z 79.00 31.89%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #11484: 1-Hydroxymethyl-2-methyl-1-cyclohexene
95
67
5000 41 55 o 9.80 10.00 10.20 10.40
108 m/z 67.00 30.32%
126
0 3 IR
m/z--> 20 40 60 80 160 150 150 160 180 200 250
Abundance
95
9.80 10.00 10.20 10.40
5000 67 m/z 80.00 23.55%
41
81
0 107 121 139 154
miz-> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #79652: Cyclohexene, 3-(iodomethyl)- B o o L S
95 9. 80 10. oo 10 20 10. 40

m/z 66.10 20.02%

5000

41 67

27
79 127
15 H il ‘ U . 109 77" 141 155167 222

o...“..w..”,.”.,”..“..w..”,.”.,”.....w..”,.

m/z--> 20 40 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 3-Octyne, 2-methyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.32 1.39 ug/L 240430 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octvne. 2-methvl- 124 C9H16 055402-15-8 81
2 1.3-Hexadiene. 3-ethvl-2-methvl- 124 C9H16 061142-36-7 49
3 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 46
4 Ethvlidenecvclobutane 82 C6H10 001528-21-8 41
5 2-Cyclohexen-1-one, 4,4-dimethyl- 124 C8H120 001073-13-8 41

Abundance Scan 2793 (10.320 min): VU035276.D (-2765) (-) m/z 67.00 100.00%
67
82
59 95
5000 41 109 124
‘ 5|3‘| || | RGeS 10.00 10.20 10.40 10.60
Y M TP 1 R R 1 O A T T m/z 82.00 77.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10633: 3-Octyne, 2-methyl-
67
82
5000 LR AR SRR BRI SULE
41 95 10.00 10.20 10.40 10.60
‘ 109 124 m/z 95.05 55.25%
0 Ll |L il |J
'w'“'w'“l“'w'“'w"|“'w'“'w'“|“'w'“'w'“|“
m/z--> 20 30 40 70 100 110 120 130
Abundance
67
% NN SR
10.00 10.20 10.40 10.60
5000 41 55 124 m/z 59.00 52.68%
27 81 109
0 35 | 47 61 74 88 103 | 115
HRSUNIRIS S SURIL SO UL IR UL UL BRI B B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10695: 1H-Indene, octahydro-, trans-
67 10.00 10.20 10.40 10.60
m/z 109.00 45 _.80%
96
5000 82
41 124
27 55
0 W\ ‘ 47 ‘ 61 \“ 74 ||, 89 || 103100115 |
m/z--> 20 30 40 5'0 0 70 8 90 100 110 120 130 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 Cyclopentane, 2-ethylidene-... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
10.59 0.60 ug/L 103661 Chlorobenzene-d5 9.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 2-ethvlidene-1.1-d... 124 C9H16 056324-66-4 91
2 1.2.4.4-Tetramethvlcvclopentene 124 C9H16 065378-76-9 78
3 2-Cvclopenten-1-one. 3.4.4-trime... 124 C8H120 030434-65-2 72
4 1H-Pvrazole. 4-ethvl-3.5-dimethvl- 124 C7H12N2 007554-67-8 72
5 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 72
Abundance Scan 2877 (10.591 min): VU035276.D (-2872) (-) m/z 109.10 100.00%
109
5000
67 g 124
41 ‘ | 91 g9 10.20 10.40 10.60 10.80 11.00
0..,....,....,....','.'...,-.'.'..,...!',....',....,..-:.,....I....,....,.. m/z 67.05 28.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10724: Cyclopentane, 2-ethylidene-1,1-dimethyl-
109
5000 67 AR AR BRI SURRA B
41 1020 10.40 10.60 10.80 11.00
81 124 m/z 81.00 23.16%
0'W'”'P'”I”'W'”'#M“I”hm'”Ul'”ﬁgil”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
109
10.20 10.40 10.60 10.80 11.00
5000 67 m/z 124.10 23.05%
a1 81 124
5 27 55 91
e R AR AR RS RS RS RARER RARAR AN LRSS LRSS RARRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10573: 2-Cyclopenten-1-one, 3,4,4-trimethyl- AL BRI B SRS B
109 10.20 10.40 10.60 10.80 11.00
m/z 41.00 11.60%
81
5000 124
41 55 §7 ‘ 9§
ot e e e N B B e
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 1020 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 28 unknown-01 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.72 1.08 ug/L 185718 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol4.41non-1-ene 122 C9H14 000873-12-1 49
2 1.2-Cyclononadiene 122 C9H14 001123-11-1 38
3 3-Ethvlidenecvcloheptene 122 C9H14 1000211-16-7 38
4 1-Nonen-4-vne 122 C9H14 031508-12-0 27
5 2-Methyl-1-octen-3-yne 122 C9H14 017603-76-8 25
Abundance Scan 2917 (10.719 min): VU035276.D (-2902) (-) m/z 93.00 100.00%
79
5000 67
39 107 122
55 || 007 10.40 10.60 10.80 11.00
0 e o B M o A m/z 79.00 69.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10018: Spiro[4.4]non-1-ene
80
5000 RN UL BN
10.40 10.60 10.80 11.00
39 &7 122 m/z 81.05  44.33%
53 197
0 —r—————————
m/z--> 20 40 60 80 160 150 150 1éo 1§o 260
Abundance
79
39 10.40 10.60 10.80 11.00 |
5000 m/z 67.00 41 .38%
53 67 %
29 107 121
G S S L S WL L L WL S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10029: 3-Ethylidenecycloheptene e
79 93 10.40 10.60 10.80 11.00
m/z 94.00 34.93%
122
107
5000 39
27 5 o
N O O
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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, tert-butyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.45 1.15 ug/L 196944 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. tert-butvl- 134 C10H14 000098-06-6 93
2 Benzene. tert-butvl- 134 C10H14 000098-06-6 93
3 Benzene. tert-butvl- 134 C10H14 000098-06-6 90
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 83
Abundance Scan 3144 (11.449 min): VU035276.D (-3133) (-) m/z 118.95 100.00%
119
91
5000
134 S & G
4|1 51 g5 7 103 126 11.20 11.40 11.60 11.80
Obrrr prrrrprrreprrrberr ettt et 228 e Tm/Zz 90.95  67.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14835: Benzene, tert-butyl-
119
5000 91
11.20 11.40 11.60 11.80
4 134 m/z 134.00 26.38%
27 51 g5 19 103
OFrrrprrrrprrrrprrrr e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.20 11.40 11.60 11.80
5000 91 m/z 41.00 13.39%
41 134
15 27 s 77 103 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14831: Benzene, tert-butyl- N EEEEE BE R S
11.20 11.40 11.60 11.80

m/z 77.00 12.08%

5000

T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 30 Benzeneacetaldehyde, .alpha... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.67 0.87 ug/L 150000 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 55
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 53
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 49
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 46
5 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 46
Abundance Scan 3213 (11.671 min): VU035276.D (-3207) (-) m/z 105.05 100.00%
105
5000 \ ?N
117 134
77
51 59 97 11.40 11.60 11.80 12.00
41 69
o..,....,....,....~,'....~,'.'.-..',.-.-..',.~:.|:',...E.‘?...-.,.:!.,..|:|:,.1.2.‘§,-|..|..,1.‘?f‘.,. m/z 117.00  18.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15357: Benzeneacetaldehyde, .alpha.-methy!-
105
5000
11.40 11.60 11.80 12.00
77 134 m/z 134.10 16.18%
. o 81 es || S ] us
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 131.95 15.41%
134
o1 21 3 51 6 [ 115 17
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14848: Benzene, (1-methylpropyl)-
105 11.40 11.60 11.80 12.00
m/z 115.00 14 .24%
5000
S 134
15 27 39 S1 e | ) 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 31 p-Cymene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.03 1.26 ug/L 216713 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 o-Cvmene 134 C10H14 000527-84-4 97
4 p-Cvmene 134 C10H14 000099-87-6 95
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
Abundance Scan 3325 (12.031 min): VU035276.D (-3316) (-) m/z 119.00 100.00%
119
5000
o1 134
39 5 65 77 | 103 | s07 11.80 12.00 12.20 12.40
0..”,..”T.n”nﬂ.nh.sm,w.AJ..A,..”,...w...w.... m/z 134.05 28.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119
5000
11.80 12.00 12.20 12.40
o1 134 m/z 91.00 24 _.62%
B vl A M T B
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 117.00 14 .93%
134
91
. 27 41 55 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14810: o-Cymene
119 11.80 12.00 12.20 12.40
m/z 120.05 9.87%
5000
s o1 134
15 27 7 51 6§ 77 103 |
[o) M .‘... ”‘\”\ T 1 e — /A PN i U
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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, 2-propenyl- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
12.12 0.50 ug/L 86297 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-propenvl- 118 C9H10 000300-57-2 60
2 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 055337-80-9 60
3 Benzene. 1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 53
4 Indane 118 C9H10 000496-11-7 53
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 53

Abundance Scan 3353 (12.121 min): VU035276.D (-3344) (-) m/z 116.95 100.00%

117

5000
| 1T4 207 11.80 12.00 12.20 12.40
o o m/z 118.00 53.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8959: Benzene, 2-propenyl-
7

5000
11.80 12.00 12.20 12.40

m/z 115.00 35.63%

o IR o o o o I I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 91.00 26.42%
91
39 51
27 63 77 103
O L B i o o I B L o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117 11.80 12.00 12.20 12.40
m/z 119.00 25.00%
5000
91
39 58 77 ‘ 103
o 1 TR S N | —— SR AW & W—
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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, 1l-methyl-4-propyl- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.40 0.66 ug/L 112698 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 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 3440 (12.401 midr)1):VUO35276.D(—3433) ) m/z 105.00 100.00%
105
5000
134
77 12.00 12.20 12.40 12.60 12.80
39 51 65 o1
o...,....-,..-..,.~...|~',..'..,"..1~.1T...|.,.1‘.‘?.,....,....,2](’.7.. m/z 134.05  22.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000 /N"'I""ﬂ\ AU
12.00 12.20 12.40 12.60 12.80
. 134 m/z 77.00 10.23%
15 27 30 51 65 |y )17 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
12.00 12.20 12.40 12.60 12.80
5000 m/z 106.00 9.79%
- 134
15 27 39 51 65 119
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14852: Benzene, (1-methylpropyl)-
105 12.00 12.20 12.40 12.60 12.80
m/z 103.00 7.07%
5000
134
27 39 51 77 91
Unnmak ”"T"J"lqﬁ' NI"t'I‘H"%ﬁ% RIS L UL S S
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60 12.80

SOMUTR101719WMA.M Tue Oct 22 14:49:29 2019 Page: 33



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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, 1,2-diethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.59 1.02 ug/L 174658 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
2 Benzene. 1l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 93
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 91
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 87
Abundance Scan 3499 (12.590 min): VU035276.D (-3481) (-) m/z 119.00 100.00%
119
105
5000
oL 134 N
a1, 65 o 148 - 12.20 12.40 12.60 12.80 13.00
0 m/z 105.00 60.95%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #14842: Benzene, 1,2-diethyl-
9
5000 134
12.20 12.40 12.60 12.80 13.00
m/z 91.00 36.09%
0‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.20 12.40 12.60 12.80 13.00
5000 m/z 134.00 27 .83%
134
, 152739 51 65 77 91 105
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4- dlethyl Tt |/|\| L L LN
105 119 12.20 12.40 12.60 12.80 13.00
m/z 76.95 15.03%
5000 134
a1
77
o ||27‘:152|65|||| e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 35 Adamantane Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
12.66 0.54 ug/L 92786 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 98
2 Adamantane 136 C10H16 000281-23-2 96
3 Adamantane 136 C10H16 000281-23-2 96
4 2H-Inden-2-one. 1.3.3a.4.5.7a-he... 136 C9H120 070501-28-9 50
5 1,4-Benzenediamine, N,N-dimethyl- 136 C8H12N2 000099-98-9 49
Abundance Scan 3521 (12.661 min): VU035276.D (-3510) (-) m/z 136.10 100.00%
5000 79 93
4155
107121 12.40 12.60 12.80 13.00
0! Lﬁw m/z 79.00 48 _.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15683: Adamantane
136
7993
5000
12.40 12.60 12.80 13.00
m/z 93.00 46.43%
27 107121
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
136
79 SRR At SN
93 I I I I
12.40 12.60 12.80 13.00
5000 m/z 79.95 28.30%
39
53 107121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15684: Adamantane A R e S S VA%
136 12.40 12.60 12.80 13.00
m/z 135.10 26.81%
5000 79 93

27 107121

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.89 5.01 ug/L 858615 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 90
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 87
4 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 87
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 68
Abundance Scan 3592 (12.889 min): VU035276.D (-3573) (-) m/z 131.05 100.00%
131
5000
51 77 jll%ns 146 12.60 12.80 13.00 13.20
39 65 . . . .
o..,....,....-,....,'.~...,.'."..,...'.,?‘.4..~,....,.-.'..,..|!-.1,2..2.-!|i!|..1.3P..!:,.... m/z 91.00 21.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.60 12.80 13.00 13.20
e 146 m/z 115.00 15.81%
o 27 39 Sleg & 77 103 || 124
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.60 12.80 13.00 13.20
5000 m/z 146.10 15.33%
146
0 2739 51 64 774, % o3105 1o | 13
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 12.60 12.80 13.00 13.20
m/z 133.10 14.91%
5000
146
91
115
)2 P St oe Mgy | 108 g )1ms )
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 38 Benzene, (l1-ethylpropyl)- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
12.97 0.62 ug/L 106053 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlipropvl)- 148 C11H16 001196-58-3 70
2 Benzene. 1l-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 68
3 Benzene. (l-ethvlpropvl)- 148 C11H16 001196-58-3 58
4 Benzene. (1-ethvlpropvl)- 148 C11H16 001196-58-3 58
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 52

Abundance Scan 3617 (12.970 min): VU035276.D (-3607) (-) m/z 119.05 100.00%
119
91
5000
148
41 65 77 105
133 12.60 12.80 13.00 13.20
) S N IOV B .,'!|..|.| 28 m/z 91.00  52.12%
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #22774: Benzene, (1-ethylpropyl)-
g1
119
5000
12.60 12.80 13.00 13.20
a1 148 m/z 91.95 39.82%
L1527 [ 5857 | 103 |y
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.60 12.80 13.00 13.20
5000 m/z 148.05 34.12%
148
. 27 41 53 65 77 0 105 a8
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22779: Benzene, (1-ethylpropyl)-
91 12.60 12.80 13.00 13.20
m/z 105.00 19.51%
119
5000
41 148
L2 5% |52 877 | 104 | 4y
m/z--> 0 20 40 60 8 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 4,4-Dimethyl-1,1a,3a,4,5,6-... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
13.01 0.51 ug/L 87966 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4-Dimethvl-1.1a.3a.4.5.6-hexah... 148 Cl11H16 264628-27-5 72
2 Benzene. (3-methvlbutvl)- 148 C11H16 002049-94-7 68
3 Benzeneethanol. .alpha.-methvl- 136 C9H120 000698-87-3 59
4 Benzeneethanol. .alpha.-methvl- 136 C9H120 000698-87-3 59
5 Benzene, (2-methylbutyl)- 148 C11H16 003968-85-2 59
Abundance Scan 3629 (13.008 min): VU035276.D (-3623) (-) m/z 92.00 100.00%
9P
5000
4, 85 79 107 17 13618 20 12.60 12.80 13.00 13.20 13.40
0 ! m/z 91.00 71.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22853: 4,4-Dimethyl-1,1a,3a,4,5,6-hexahydrocyclopropalc]p...
9P
133
5000 105
a1 12.60 12.80 13.00 13.20 13.40
55 79 148 m/z 148.05 14.21%
o 117
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
92
12.60 12.80 13.00 13.20 13.40
5000 m/z 41.00 13.12%
27 41 57 77 105 148
o 117 134
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16495: Benzeneethanol, .alpha.-methyl- A e e AR
9P 12.60 12.80 13.00 13.20 13.40

m/z 79.05 12_.87%

5000
45

65

1527 | P77 103 117 136

I T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.14 6.44 ug/L 1103990 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 94
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 91
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 Cl11H14 004912-92-9 91
Abundance Scan 3670 (13.140 min): VU035276.D (-3659) (-) m/z 131.00 100.00%
131
5000
77 tous il 12.80 13.00 13.20 13.40
51 64 : : : :
0 ...??..'..,'.-...',..l.,...|.l,.-!| e B e 222 m/z 146.05  25.79%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131
146
5000
12.80 13.00 13.20 13.40
91 445 m/z 91.00 19.67%
51 g4 77 |
O T L I o R A e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
131
146
12.80 13.00 13.20 13.40
5000 91 m/z 114.95 17.33%
39 53 77 115
O R A e e RARRmEmE
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131 12.80 13.00 13.20 13.40
m/z 128.95 12.52%
5000
o1 146
116
2 5 7T ‘ H
o Y |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA_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 41 Benzene, (2-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.28 3.72 ug/L 637484 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-butenvl)- 146 C11H14 056253-64-6 94
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 94
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 91
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91

Abundance Scan 3713 (13.278 min): VU035276.D (-3694) (-) m/z 130.95 100.00%
131
5000
146
T 1 ‘ 13.00 13.20 13.40 13.60
39 51 63 77 103 . . . .
0,....,..'..,'.-...',..|..,...|!',..!.,.'-...,....,....,2.0.7.. m/z 146.10  29.60%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21633: Benzene, (2-methyl-1-butenyl)-
131
146
5000 a1
13.00 13.20 13.40 13.60
115 m/z 91.00 21.38%
dzm s T ||
mz> 20 4o 8 8 i 1% 1o 1% 1% o
Abundance
131
146 13.00 13.20 13.40 13.60
5000 m/z 115.00 18.83%
% 15
51 @5 77 105
R B S N UL UL L WL UL B
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 13.00 13.20 13.40 13.60
m/z 129.05 12._.79%
5000 146
Lz sos 67 s |
mz-> 20 4'0 60 80 1(')0 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.42 0.87 ug/L 150013 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 001985-59-7 94
2 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 93
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 91
4 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 91
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 90
Abundance Scan 3757 (13.420 mm) VU035276.D (-3748) (-) m/z 145.10 100.00%
145
5000
s 51 779 1h51 9 1T0 081 13.20 13.40 13.60 13.80
Ol 2 ettt e e e e || M/ 160.05 16 20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30945: Naphthalene, 1,2,3,4-tetrahydro-1,1-dimethy!-
145
5000 A IR B SN B
13.20 13.40 13.60 13.80
m/z 115.00 14.71%
15 39 65 % Y10 100
) S N N PR NN Y I III|II N —
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280
Abundance
145
13.20 13.40 13.60 13.80
5000 m/z 127.95 14 .19%

160
15 39 g3 77 91105 128

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30940: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethy!-
145 13.20 13.40 13.60 13.80
m/z 117.00 13.94%
5000
160
15 39 637701 115129 |
) 5 PR T TN S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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, (3-methyl-2-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.55 2.64 ug/L 451907 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 76
2 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 70
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 70
4 1H-Indene. 2.3-dihvdro-5.6-dimet... 146 C11H14 001075-22-5 64
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 62
Abundance Scan 3797 (13.549 min): VU035276.D (-3788) (-) m/z 131.05 100.00%
1

5000

by

13.20 13.40 13.60 13.80
m/z 133.05 52.36%

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

5000
13.20 13.40 13.60 13.80

m/z 115.00 34 .34%

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

131
146
13.20 13.40 13.60 13.80
5000 o1 m/z 90.95 27.64%
39 77 115

53
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

13.20 13.40 13.60 13.80
m/z 146.10 25.08%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 45 1H-Indene, 1-methyl- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
13.65 0.53 ug/L 91682 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. l1l-methvl- 130 C10H10 000767-59-9 96
2 2-Methvlindene 130 C10H10 002177-47-1 95
3 Benzene. 1l-butvnvl- 130 C10H10 000622-76-4 93
4 Benzene. (1-methvl-2-cvclopropen... 130 C10H10 065051-83-4 92
5 Benzene, 1l-butynyl- 130 C10H10 000622-76-4 91
Abundance Scan 3829 (13.651 min): VU035276.D (-3823) (-) m/z 115.00 100.00%
130
5000
104
39 5|1 6|3 7o ] 143 45 13.40 13.60 13.80 14.00
0”“”w”.w”Jﬁ”JL¢ﬂh.“wh”m%.”muw””Lﬁ. m/z 130.00 89.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13092: 1H-Indene, 1-methyl-
130

115

5000
13.40 13.60 13.80 14.00

m/z 129.05 88.21%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
130
115
13.40 13.60 13.80 14.00
5000 m/z 128.00 50.47%
g 39 8 %77 g9 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13087: Benzene, 1-butynyl-
115 13.40 13.60 13.80 14.00

m/z 118.95 41 _.99%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 46 1H-Indene, 1,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.82 1.51 ug/L 258885 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1.3-dimethvl- 144 C11H12 002177-48-2 95
2 1H-Indene. 2.3-dimethvl- 144 C11H12 004773-82-4 93
3 1H-Indene. 1.1-dimethvl- 144 C11H12 018636-55-0 93
4 1H-Indene. 1.l1-dimethvl- 144 C11H12 018636-55-0 91
5 Benzene, (1-methyl-2-butynyl)- 144 C11H12 087712-69-4 90

Abundance Scan 3881 (13.819 min): VU035276.D (-3867) (-) m/z 128.95 100.00%

129
5000 144

13.60 13.80 14.00 14.20

01 m/z 127 .95 54 _24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20418: 1H-Indene, 1,3-dimethyl-
129
144
5000
13.60 13.80 14.00 14.20
15 m/z 144_.10 46.09%
39 63 77 91
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
129
13.60 13.80 14.00 14.20
5000 144 m/z 127.00 17.66%
115

39 6377 o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20416: 1H-Indene, 1,1-dimethyl-
129 13.60 13.80 14.00 14.20
m/z 115.00 10.89%
5000 144

27 51 77T 102946

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

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101819\
Data File : VU035276.D

Aca On : 18 Oct 2019 19:11

Operator : JC/SP

Sample : K5419-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA .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 1H-Indene, 1-ethyl-2,3-dihy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.91 4.45 ug/L 762149 1,4-Dichlorobenzene-d4 11.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-ethvl-2.3-dihvdro- 146 C11H14 004830-99-3 81
2 Hex-1-envlbenzene 160 C12H16 000828-15-9 72
3 trans-1-Phenvl-1-pentene 146 Cl1l1H14 016002-93-0 72
4 Bicvclol4.2.11nona-2.4.7-triene.... 146 C11H14 1000164-42-6 64
5 Benzene, (1-ethyl-2-propenyl)- 146 C11H14 019947-22-9 64
Abundance Scan 3909 (13.909 min): VU035276.D (-3899) (-) m/z 117.00 100.00%
117
5000
o1 e 1560 1380 1400 1450
39 6377 160 . . . :
o! E 207 281 m/z 115.00 32.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21634: 1H-Indene, 1-ethyl-2,3-dihydro-
117
5000
13.60 13.80 14.00 14.20
146 m/z 146.10 18.45%
ol 15 39 6377 % 131
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
13.60 13.80 14.00 14.20
5000 m/z 145.10 14 .20%
o1 160

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21608: trans-1-Phenyl-1-pentene

13.60 13.80 14.00 14.20
m/z 91.00 10.75%

5000

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101819\
Data File : VU035276.D

Acq On : 18 Oct 2019 19:11

Operator : JC/SP

Sample - K5419-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR101719WMA _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: Cyc... 4.02 1.4 ug/L 197929 1 6.29 722355 5.0
(DEL) Alkane: Cyc... 4.14 0.6 ug/L 82275 1 6.29 722355 5.0
(DEL) Alkane: Cyc... 4_.38 1.3 ug/L 181152 1 6.29 722355 5.0
(DEL) Alkane: Cyc... 4 .58 1.5 ug/L 222282 1 6.29 722355 5.0
(DEL) Alkane: Str... 5.50 0.7 ug/L 103514 1 6.29 722355 5.0
(DEL) Alkane: Cyc... 6.02 1.1 ug/L 156603 1 6.29 722355 5.0
(DEL) Alkane: Cyc... 6.50 0.6 ug/L 80421 1 6.29 722355 5.0
(DEL) Alkane: Cyc... 6.60 1.6 ug/L 226749 1 6.29 722355 5.0
Cyclohexene, 3-me... 7.20 1.0 ug/L 144998 1 6.29 722355 5.0
Cyclohexene, 1-me... 7.79 0.7 ug/L 104877 1 6.29 722355 5.0
(DEL) Alkane: Cyc... 8.07 0.6 ug/L 111439 2 9.45 865949 5.0
(DEL) Alkane: Cyc... 8.28 1.0 ug/L 167368 2 9.45 865949 5.0
(DEL) Alkane: Cyc... 8.40 0.5 ug/L 91348 2 9.45 865949 5.0
Cyclopentene, 1,2... 8.44 3.9 ug/L 667246 2 9.45 865949 5.0
1,4-Hexadiene, 3-... 8.63 0.6 ug/L 95526 2 9.45 865949 5.0
1,3-Dimethyl-1-cy... 8.74 3.8 ug/L 654265 2 9.45 865949 5.0
Cyclohexane, 1-me... 8.81 1.6 ug/L 285092 2 9.45 865949 5.0
Cyclohexene, 1,6-... 9.11 1.8 ug/L 314611 2 9.45 865949 5.0
1,2,4,4-Tetrameth. .. 9.29 0.6 ug/L 97756 2 9.45 865949 5.0
1,1-Cyclohexane d... 9.92 0.8 ug/L 130788 2 9.45 865949 5.0
1-Hydroxymethyl-2... 10.18 0.5 ug/L 93743 2 9.45 865949 5.0
3-Octyne, 2-methyl- 10.32 1.4 ug/L 240430 2 9.45 865949 5.0
Cyclopentane, 2-e... 10.59 0.6 ug/L 103661 2 9.45 865949 5.0
unknown-01 10.72 1.1 ug/L 185718 3 11.84 857237 5.0
Benzene, tert-butyl- 11.45 1.1 ug/L 196944 3 11.84 857237 5.0
Benzeneacetaldehy... 11.67 0.9 ug/L 150000 3 11.84 857237 5.0
p-Cymene 12.03 1.3 ug/L 216713 3 11.84 857237 5.0
Benzene, 2-propenyl- 12.12 0.5 ug/L 86297 3 11.84 857237 5.0
Benzene, 1-methyl... 12.40 0.7 ug/L 112698 3 11.84 857237 5.0
Benzene, 1,2-diet... 12.59 1.0 ug/L 174658 3 11.84 857237 5.0
Adamantane 12.66 0.5 ug/L 92786 3 11.84 857237 5.0
1H-Indene, 2,3-di... 12.89 5.0 ug/L 858615 3 11.84 857237 5.0
Benzene, (l1-ethyl... 12.97 0.6 ug/L 106053 3 11.84 857237 5.0
4,4-Dimethyl-1,1a... 13.01 0.5 ug/L 87966 3 11.84 857237 5.0
2,2-Dimethylinden... 13.14 6.4 ug/L 1103990 3 11.84 857237 5.0
Benzene, (2-methy... 13.28 3.7 ug/L 637484 3 11.84 857237 5.0
Naphthalene, 1,2,... 13.42 0.9 ug/L 150013 3 11.84 857237 5.0
Benzene, (3-methy... 13.55 2.6 ug/L 451907 3 11.84 857237 5.0
1H-Indene, 1-methyl- 13.65 0.5 ug/L 91682 3 11.84 857237 5.0
1H-Indene, 1,3-di... 13.82 1.5 ug/L 258885 3 11.84 857237 5.0
1H-Indene, 1l-ethy... 13.91 4.5 ug/L 762149 3 11.84 857237 5.0
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