LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 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 : TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK
# min scan scan scan TY
1 1.225 36 42 61 rBv
2 1.319 62 71 80 rvv
3 1.650 164 174 199 rVvB
4 1.830 220 230 250 rvB3
5 2.045 288 297 314 rVB
6 2.505 414 440 449 rBvV2
7 2.560 449 457 463 rVvv
8 2.605 463 471 512 rVB
9 2.791 512 529 552 rBvY
10 3.312 666 691 706 rBvY
11 3.405 706 720 731 rVVv
12 3.473 732 741 754 rVvv
13 3.621 774 787 804 rvVB
14 3.811 827 846 863 rBvV
15 3.891 863 871 909 rVB3
16 4.505 1050 1062 1083 rVB
17 4.730 1112 1132 1147 rBV2
18 4.811 1148 1157 1184 rVB3
19 4.958 1184 1203 1209 rBV2
20 5.161 1233 1266 1279 rBV3
21 5.229 1279 1287 1294 rBV2
22 5.373 1320 1332 1367 rVB
23 5.701 1409 1434 1442 rBV6
24 5.984 1504 1522 1551 rBV5
25 6.177 1551 1582 1597 rBV3
26 6.409 1640 1654 1669 rVvB
27 6.505 1669 1684 1698 rVB
28 6.595 1698 1712 1713 rBV2
29 6.675 1727 1737 1762 rVB5
30 6.846 1762 1790 1799 rBV
31 7.029 1843 1847 1858 rVB3
32 7.209 1892 1903 1918 rVB2
33 7.306 1918 1933 1942 rBV2
34 7.428 1960 1971 1980 rBV
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peak
heiaht
3879342
17821578
26151896
3954579
14232800

7772335
9674169
14507968
8618600
3069040

1817176
1020576
2624094
22922471
987706

2810307
21409725
2001605
3557203
75884558

5176528
10409320
2719154
1913200
24993630

4703379
2113224
2036111
3471874
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1296112
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6598320
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corr.

area
3411481
17572919
32398043
6980639
19758785

17018507

17889531
27327960

17045653
6486779

4033785
2206737
6055944
58918537
3276338

6708612
54345668
6134484
8412881
203623142

9532323
23945988
7698824
4332798
61678221

8806004
4216276
3096112
7710318
8866462

2065973
9958111
13789702
7707138

corr.

% max.

1.68%
8.63%
15.91%
3.43%
9.70%

8.36%
8.79%
13.42%
8.37%
3.19%

1.98%
1.08%
2.97%
28.94%
1.61%

3.29%
26 .69%
3.01%
4._.13%
100.00%

4.68%
11.76%
3.78%
2.13%
30.29%

4._.32%
2.07%
1.52%
3.79%
4 _.35%

1.01%
4._.89%
6.77%
3.79%

> Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M

% of
total
0.270%
1.390%
2.563%
0.552%
1.563%

1.347%
1.416%
2.162%
1.349%
0.513%

0.319%
0.175%
0.479%
4.662%
0.259%

0.531%
4 _300%
0.485%
0.666%
16.112%

0.754%
1.895%
0.609%
0.343%
4 _880%

0.697%
0.334%
0.245%
0.610%
0.702%

0.163%
0.788%
1.091%
0.610%



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 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_V\METHOD\SOMVTR102919WMA .M
Title - TRACE VOA SOMO1.0
35 7.486 1980 1989 1996 rBv4 2092720 3687477 1.81% 0.292%
36 7.556 2006 2011 2024 rVB3 2390164 4068433 2.00% 0.322%
37 7.630 2024 2034 2043 rBv4 1217033 2122453 1.04% 0.168%
38 7.698 2044 2055 2075 rVB 6108733 11384349 5.59% 0.901%
39 7.830 2076 2096 2104 rBV 3137426 6485048 3.18% 0.513%
40 7.884 2104 2113 2126 rVB 2679865 4500140 2.21% 0.356%
41 8.126 2178 2188 2196 rVvVv2 1932880 3199607 1.57% 0.253%
42 8.180 2196 2205 2210 rVvVv2 1339987 2206938 1.08% 0.175%
43 8.273 2223 2234 2243 rVV4 2676773 5567648 2.73% 0.441%
44 8.331 2243 2252 2260 rVV 5534259 8718110 4.28% 0.690%
45 8.392 2261 2271 2280 rVB2 2907402 5546264 2.72% 0.439%
46 8.550 2307 2320 2331 rBV3 1747658 3288483 1.61% 0.260%
47 8.634 2331 2346 2353 rBV2 1066203 2566910 1.26% 0.203%
48 8.974 2446 2452 2461 rVB 1969746 3149447 1.55% 0.249%
49 9.052 2467 2476 2490 rVB 6081358 9851861 4._.84% 0.780%
50 9.180 2496 2516 2528 rVB 12130724 22691458 11.14% 1.795%
51 9.354 2560 2570 2585 rVB7 1079463 2229746 1.10% 0.176%
52 9.511 2604 2619 2636 rBv4 1599857 4224552 2.07% 0.334%
53 9.746 2675 2692 2710 rBv4 2712014 5811240 2.85% 0.460%
54 9.839 2711 2721 2732 rBV5 1764147 3338048 1.64% 0.264%
55 9.971 2751 2762 2772 rBV 10089358 15916946 7.82% 1.259%
56 10.392 2882 2893 2905 rBV 16759922 25843547 12.69% 2.045%
57 10.511 2919 2930 2945 rVV 7546060 11957837 5.87% 0.946%
58 10.778 3003 3013 3023 rBV 4143818 6353508 3.12% 0.503%
59 11.129 3116 3122 3135 rVB 1401195 2126257 1.04% 0.168%
60 11.286 3162 3171 3183 rVB3 2777008 4459941 2.19% 0.353%
61 11.576 3247 3261 3279 rBV4 45441091 79590601 39.09% 6.298%
62 11.672 3280 3291 3309 rVB3 4473453 9868207 4._.85% 0.781%
63 11.788 3318 3327 3339 rVB 2081225 3149587 1.55% 0.249%
64 11.862 3340 3350 3359 rBV 1714982 2516788 1.24% 0.199%
65 11.952 3369 3378 3394 rVB 2296757 3604735 1.77% 0.285%
66 12.061 3395 3412 3419 rBV 19871538 32392615 15.91% 2.563%
67 12.161 3431 3443 3465 rBV 25576738 44709458 21.96% 3.538%
68 12.344 3492 3500 3514 rVB3 1238490 2070471 1.02% 0.164%
69 12.457 3516 3535 3545 rBV 13396477 20586526 10.11% 1.629%
70 12.595 3567 3578 3586 rBV2 3417983 5175950 2.54% 0.410%
71 12.730 3612 3620 3623 rVV2 2004578 3268887 1.61% 0.259%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 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_V\METHOD\SOMVTR102919WMA .M

- TRACE VOA SOMO1.0

72 12.768 3623 3632 3649 rVB 17675377 28214983 13.86% 2.233%
73 12.929 3661 3682 3692 rBV2 36367215 61009424 29.96% 4.827%
74 13.042 3710 3717 3724 rBV 2097683 2940693 1.44% 0.233%
75 13.093 3724 3733 3754 rVB3 6199378 10710554 5.26% 0.847%

76 13.209 3759 3769 3776 rBV 3071144 4665175 2.29% 0.369%
77 13.260 3776 3785 3793 rVB 7146941 10678641 5.24% 0.845%
78 13.315 3793 3802 3809 rBV2 7404813 10904925 5.36% 0.863%
79 13.379 3817 3822 3826 rBV 1792975 2061609 1.01% 0.163%
80 13.411 3826 3832 3839 rVB 5520074 6884271 3.38% 0.545%

81 13.547 3855 3874 3883 rBV 11664299 19157608 9.41% 1.516%
82 13.662 3900 3910 3923 rVV2 1768922 3170291 1.56% 0.251%
83 13.756 3924 3939 3949 rVV3 2359998 4391501 2.16% 0.347%
84 13.813 3949 3957 3967 rVB2 1894215 2890846 1.42% 0.229%
85 13.952 3990 4000 4014 rVB 2846847 4445396 2.18% 0.352%

86 14.135 4046 4057 4070 rBV2 2365764 4985353 2.45% 0.394%
87 14.338 4112 4120 4134 rVB3 1302404 2366161 1.16% 0.187%
88 14.862 4272 4283 4296 rBV 1914755 3107759 1.53% 0.246%

Sum of corrected areas: 1263825938
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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 V\DATA\VV102919\
VV013407.D

29 Oct 2019 20:41

SY/MD

K5597-05

25.0ML/MSVOA V/WATER

21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7e+07
6e+07
5e+07
4e+07
3e+07
1

2e+07

1e+07

TIC: VV013407.D

1.65

32
2.05

16

.89

6.18

O—"
Time-->

T
4.00

Abundance

7e+07

6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

04
Time-->

TIC: VV013407.D

9.00

11.00

11.58

12.00

11.50 12.00

Abundance

7e+07
6e+07
5e+07
4e+07
3e+07“
2e+07

1e+07

TIC: VV013407.D

12.93

14.86

15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 68

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

1.23 2.22 ug/L 3411480 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 80
2 Isobutane 58 C4H10 000075-28-5 72
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 59
5 Isopropylsulfonyl chloride 142 C3H7CI02S 010147-37-2 9

Abundance Scan 43 (1.229 min): VV013407.D (-36) (-) m/z 43.10 100.00%
5000
58 1.20 1.30 1.40 1.50 1.60
o 73 91106 126 148 193 224 255 281 n/z 41.10 48 .03%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #236: Isobutane
5000
27 1.20 1.30 1.40 1.50 1.60
m/z 42.05 33.98%
0 1 58
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
1.20 1.30 1.40 1.50 1.60
5000 m/z 39.05 19.10%
27
ol 12 58
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #237: Isobutane
43 1.20 1.30 1.40 1.50 1.60
m/z 57.05 3.83%
5000
27
0 2 \‘\‘ { | 58
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 11

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

1.65 21.04 ug/L 32398000 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 Pentane 72 C5H12 000109-66-0 47
5 3-Buten-1-ol 72 C4H80 000627-27-0 47

Abundance Scan 174 (1.650 min): VV013407.D (-164) (-) m/z 43.10 100.00%
43

5000

1.40 1.60 1.80 2.00
m/z 41.05 87.87%

72

ol 92 110 127142 161177 207 230245 266282
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #714: Butane, 2-methyl-
43
5000
1.40 1.60 1.80 2.00
2 m/z 42.05 87 .55%
72
L L N R e A
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
1.40 1.60 1.80 2.00
5000 27 m/z 57.10 72.70%
o 1 72
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #712: Butane, 2-methyl- Nl i e
3 1.40 1.60 1.80 2.00
m/z 39.05 28.59%
5000 27
o 2 72
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclicl.83 Concentration Rank 46

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

1.83 4_.53 ug/L 6980640 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 58
2 1-Pentene 70 C5H10 000109-67-1 58
3 Pentane 72 C5H12 000109-66-0 53
4 Pentane. l-chloro- 106 C5H11ClI 000543-59-9 53
5 Pentane 72 C5H12 000109-66-0 53

Abundance Scan 230 (1.830 min): VV013407.D (-220) (-) m/z 43.10 100.00%
43
5000
1.40 1.60 1.80 2.00 2.20
ol 86 110 133149 172 191207 234 253 281 m/z 42.10 75 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #577: Cyclopropane, ethyl-
42
5000 ’ |""|""/¥"'|""|"'
27 70 1.40 1.60 1.80 2.00 2.20
m/z 55.10 69.77%
o 6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
42
1.40 1.60 1.80 2.00 2.20
5000 m/z 41.10 66.41%
27 70
ol 13 56
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #709: Pentane
43 1.40 1.60 1.80 2.00 2.20
m/z 39.10 37.01%
5000
27| 57 72
O T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic2.05 Concentration Rank 16

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

2.05 12.83 ug/L 19758800 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
3 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
4 2-Pentene. (E)- 70 C5H10 000646-04-8 87
5 2-Methyl-1-butene 70 C5H10 000563-46-2 83

Abundance Scan 298 (2.049 min): VV013407.D (-288) (-) m/z 55.10 100.00%
55
5000 70
41
o1 035 1.80 2.00 2.20 2.40
Ob el 2109 133147163 185202 21923 281, 'm/z 70.10 44.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 1.80 2.00 2.20 2.40
2 m/z 41.10 28 .85%
G e R S R R B AR B SRS LR S SR SRR AR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
1.80 2.00 2.20 2.40
5000 70 m/z 39.05 28.75%
41
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55 1.80 2.00 2.20 2.40
m/z 42.10 23.78%
5000 70
41
2
0"WJ]JP'LPU”I”'W”'W'“'P“'"”I”” LB SRS B SRR B U L R L I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Cyclopentene Concentration Rank 21

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

2.51 11.05 ug/L 17018500 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 91
2 Cvclopentene 68 C5H8 000142-29-0 91
3 Cvclopentene 68 C5H8 000142-29-0 91
4 Cvclopentene 68 C5H8 000142-29-0 78
5 1,4-Pentadiene 68 C5H8 000591-93-5 58

Abundance Scan 442 (2.512 min): VV013407.D (-414) (-) m/z 67.10 100.00%

67
5000
39

220 2.40 2.60 2.80

o 86 102 127 161176 193207 242 284 m/z 68.10 38.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #431: Cyclopentene
67
5000 LA IL L L L L B L L B BN |

220 2.40 2.60 2.80
39 53 m/z 39.05 27.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67

220 2.40 2.60 2.80

5000 m/z 42.05 25.00%
39
53
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #426: Cyclopentene e
6/7 220 240 260 2.80

m/z 43.05 23.14%

5000
39 53
ol.15

wwwmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.20 2.40 260 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 20

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

2.56 11.62 ug/L 17889500 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 90
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 45
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28

Abundance Scan 457 (2.560 min): VV013407.D (-449) (-) 43.10 100.00%
43 ?
5000 71
220 2.40 2.60 2.80
I ..!|,..|:.,§7..19?..1.2?.. o3 88 207 234252 28 .| Im/z 71.10  44.83%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1825: Pentane, 2-methyl-
43
5000 A ----u----u-
27 7 220 2.40 2.60 2.80
m/z 42.10 41.15%
0 2 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
220 240 260 280
5000 m/z 41.10 37.30%
27 71
o 12 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1828: Butane, 2,3—dimethy|— LA L L L L B B
43 220 240 2.60 2.80
m/z 57.10 18.17%
5000
71
‘ 86
O'P'”Pb”l'“P'”Ph”P'”P'”P”'P”'P”'P”'P”W'”W'”W'”W' SRR U AN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic2.60 Concentration Rank 12

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

2.60 17.75 ug/L 27328000 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. methvl- 70 C5H10 000598-61-8 86
2 Cvclopentane 70 C5H10 000287-92-3 78
3 Cvclobutane. methvl- 70 C5H10 000598-61-8 78
4 1-Pentene 70 C5H10 000109-67-1 72
5 Cyclopentane 70 C5H10 000287-92-3 72

Abundance Scan 469 (2.598 min): VV013407.D (-463) (-) m/z 42.10 100.00%

42
5000 70

6 84 103 123 145 173 194 218233249 284 220 240 260 280 300
e LA Al LI At . L m/z 55.10 46.15%

T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #575: Cyclobutane, methyl-
42
5000

220 2.40 2.60 2.80 3.00
m/z 70.10 38.38%

27 70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
42

220 240 2.60 2.80 3.00

5000 m/z 41.10 35.24%
70
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #572: Cyclobutane, methy!l- RS R amme e e
2 220 240 260 280 300

m/z 39.10 24 _47%

5000
27 70
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 220 240 260 280 300
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 8 (DEL) Alkane: Cyclic3.31 Concentration Rank 47

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

3.31 4.21 ug/L 6486780 1,4-Difluorobenzene 5.66
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- 84 C6H12 004461-48-7 91
3 Cvclopropane. 1.1.2-trimethvl- 84 C6H12 004127-45-1 91
4 2-Pentene. 2-methvl- 84 C6H12 000625-27-4 91
5 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 91

Abundance Scan 690 (3.309 min): VV013407.D (-666) (-) m/z 69.10 100.00%
41 69
5000 j 4
3.00 3.20 3.40 3.60
o 5 104121139156 174 207 232 252 299 m/z 41.05 85 43%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1482: 2-Pentene, 2-methyl-
41 69
5000
3.00 3.20 3.40 3.60
m/z 84.05 37.42%
o 2 5
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 69
3.00 3.20 3.40 3.60
5000 m/z 39.05 24 _67%
. 15 ds
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1520: Cyclopropane, 1,1,2-trimethyl-
4 3.00 3.20 3.40 3.60
m/z 55.05 12._.74%
69
5000
0.“”.%mynw””€?w””“”w””.”.””.”.””.”w””.”w”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 3.00 3.20 3.40 3.60

SOMVTR102919WMA .M Tue Nov 05 06:08:17 2019 Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 9 (DEL) Alkane: Cyclic3.41 Concentration Rank 64

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

3.41 2.62 ug/L 4033790 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 95
2 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 94
3 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 94
4 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 721 (3.409 min): VV013407.D (-706) (-) m/z 69.10 100.00%
a6
5000

3.00 3.20 3.40 3.60 3.80
5
115 149165 195 242 266 296 m/z 41.10 97 .46%

04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1473: 2-Pentene, 3-methyl-
an 69
5000
3.00 3.20 3.40 3.60 3.80
m/z 84.10 53.54%
o.P.HEEJ.JL”.w””“.”“”..”.”..””..”.”..”w”.w””,
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41
69
3.00 3.20 3.40 3.60 3.80
5000 m/z 55.10 53.00%
o 15 85
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
4 69 3.00 3.20 3.40 3.60 3.80
m/z 39.05 29.10%
5000
o 15 5
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Cyclopentene, 3-methyl- Concentration Rank 70

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

3.47 1.43 ug/L 2206740 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 91
2 Cvclopentene. 4-methvl- 82 C6H10 001759-81-5 91
3 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 91
4 Cvclopentene. 3-methvl- 82 C6H10 001120-62-3 91
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 91

Abundance Scan 740 (3.470 min): VV013407.D (-732) (-) m/z 67.05 100.00%
67
5000
39 8|2 3.20 3.40 3.60 3.80
53 - : : :
0 ...,....|i|..n.".,."..-l,'...9.6,....12.1.1.3?1.‘?7..1,‘??.1.7,8. 194 219 20 "m/z 82.10 23.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1244: Cyclopentene, 3-methyl-
67
5000
3.20 3.40 3.60 3.80
41 82 m/z 39.05 16.56%
21 || 54
OFrrr e frrbr e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
67
3.20 3.40 3.60 3.80
5000 m/z 81.05 11.99%
39 82
%6 54
R R R SR A LS LA AR RAARE REAR ARRERAARY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #1227: Cyclopentene, 3-methyl-
67 3.20 3.40 3.60 3.80
m/z 41.10 11.18%
5000
39 82
0"W?§”i'iﬁl“'ﬂh'”l”"P'“l'”'P""”' [T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic3.62 Concentration Rank 51

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

3.62 3.93 ug/L 6055940 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
2 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 91
3 2-Pentene. 3-methvl-. (E)- 84 C6H12 000616-12-6 91
4 Cvclopropane. 1.2.3-trimethvl- 84 CG6H12 042984-19-0 91

5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 91
Abundance Scan 787 (3.621 min): VV013407.D (-774) (-) m/z 69.10 100.00%
41 69
5000 55 | &
3.20 3.40 3.60 3.80 4.00
o 107 129144 175 195 224 m/z 41.10 93.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1509: 2-Pentene, 3-methyl-, (E)-
41 69
5000 55
27 84 3.20 3.40 3.60 3.80 4.00
m/z 84.10 51.67%
[0} 2
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 69
3.20 3.40 3.60 3.80 4.00
5000 55 m/z 55.10 50.03%
84
27
04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
1 69 3.20 3.40 3.60 3.80 4.00
m/z 39.05 26.48%
5000 55
84
27
04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 3.20 3.40 3.60 3.80 4.00

SOMVTR102919WMA .M Tue Nov 05 06:08:30 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic3.81 Concentration Rank 4

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

3.81 38.26 ug/L 58918500 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 86
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 80
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 80

Abundance Scan 846 (3.811 min): VV013407.D (-827) (-) m/z 56.10 100.00%

56

5000

->

84 340 3.60 3.80 4.00 4.20
ol 104 131 153 188 207222 242 279 m/z 41.10 53.87%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #1494: Cyclopentane, methyl-

56

-

5000
3.40 3.60 3.80 4.00 4.20
m/z 69.10 44 .28%
84
2
04
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 340 3.60 3.80 4.00 4.20
5000 m/z 55.05 27.19%
84
15
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1491: Cyclopentane, methyl-
56 3.40 3.60 3.80 4.00 4.20

m/z 42.10 22.97%

5000

84

2 || |

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 340 3. 60 380 400 4.20

o
SN
ay
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 50

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

4.81 3.98 ug/L 6134480 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 83
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 81
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 78
4 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
5 Pentane, 1l-bromo-3,4-dimethyl- 178 C7H15Br 006570-92-9 50

Abundance Scan 1157 (4.811 min): VV013407.D (-1148) (-) m/z 56.10 100.00%
56
4 ﬁ*—yL—v&
5000 71
440 4.60 4.80 5.00 5.20
o! 164 203 228 m/z 43.10 89.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3992: Pentane, 2,3-dimethyl-
96
4
5000
71 440 4.60 4.80 5.00 5.20
m/z 57.10 73.58%
ol 85 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
440 460 480 5.00 520
5000 4 " m/z 41.10 53.17%
27
o 85 100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3993: Pentane, 2,3-dimethyl-
56 440 4.60 4.80 5.00 5.20
m/z 71.10 42 .66%
4
5000
71
b | | L] 5100 /\
m/z--> 20 40 eb 85 100 120 140 160 180 200 220 240 260 280 440 460 480 500 5.20

SOMVTR102919WMA .M Tue Nov 05 06:08:38 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 38

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

4.96 5.46 ug/L 8412880 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 91
2 Hexane. 3-methvl- 100 C7H16 000589-34-4 87
3 Hexane. 3-methvl- 100 C7H16 000589-34-4 83
4 Heptane 100 C7H16 000142-82-5 59
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1203 (4.958 min): VV013407.D (-1184) (-) m/z 43.10 100.00%
43
71
5000
100 4.60 4.80 5.00 5.20
Ol prrrrprrre bbb e 2ooeea 2l 29 | Tm/z  71.05  61.54%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3974 Hexane, 3-methyl-
43
71
5000
4.60 4.80 5.00 5.20
) m/z 70.10 58.02%
0 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
460 480 500 520
5000 70 m/z 41.10 54 _.78%
27
o 85
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3980: Hexane, 3-methyl-
43 4.60 4.80 5.00 5.20
m/z 57.05 53.96%
5000 71
2(
01‘“‘\ 100
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic5.23 Concentration Rank 32

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

5.23 6.19 ug/L 9532320 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 95
2 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 90
3 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 90
4 Cvclopentane. 1.3-dimethvl-. cis- 98 C7H14 002532-58-3 81
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 80

Abundance Scan 1287 (5.229 min): VV013407.D (-1279) (-) m/z 70.10 100.00%
70
56
5000
3
98 480 5.00 520 5.40 5.60
ol 113130 148 177 209 241 272 295 n/z 56.10 74 . 58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3394: Cyclopentane, 1,3-dimethyl-
70
41
5000
480 5.00 520 5.40 5.60
98 m/z 55.10 65 .55%
of 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
70
55
480 5.00 5.20 5.40 5.60
5000 39 m/z 41.10 52.21%
15 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
70 480 5.00 520 5.40 5.60
m/z 69.10 26 .65%
5
5000
3 98
b2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic5.37 Concentration Rank 13

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

5.37 15.55 ug/L 23946000 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 94
2 Isopropvlcvclobutane 98 C7H14 000872-56-0 94
3 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 90
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 86
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86

Abundance Scan 1331 (5.370 min): VV013407.D (-1320) (-) m/z 56.10 100.00%
56

5000

5.00 5.20 5.40 5.60 5.80

118 135

171 189 207

(o} m/z 55.10 73 .75%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56
41
5000
o8 5.00 5.20 5.40 5.60 5.80
83 m/z 70.10 72.18%
15
0!
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a1 %8
5.00 5.20 540 5.60 5.80
5000 m/z 41.10 58.54%
83 98
26
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3418: Cyclopentane, 1,2-dimethyl-, trans-
5 5.00 5.20 540 5.60 5.80
m/z 69.10 34 .57%
41
5000
98
83
0 2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Cyclopentene, 1,5-dimethyl- Concentration Rank 61

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

5.98 2.81 ug/L 4332800 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 81
2 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 81
3 3.5-Dimethvilcvclopentene 96 C7H12 007459-71-4 64
4 Furan, 2-ethvl- 96 C6H80 003208-16-0 64
5 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 59

Abundance Scan 1521 (5.981 min): VV013407.D (-1504) (-) 81.05 100.00%

g1
5000
0 5 9%

5.60 5.80 6.00 6.20 6.40

ol 113 132146 188 207 250 279 m/z 55.10 29.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2909: Cyclopentene, 1,5-dimethyl-
81
5000 |||/\
5.60 5.80 6.00 6.20 6.40

96 m/z 79.10 28 .00%

15 39 53
.HWJHMH¢WAH'”J“.”“”.“”w.”w”.w”” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81

5.60 5.80 6.00 6.20 6.40

o

5000 m/z 96.05 23.00%
39
53 96
0 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2894: 3,5-Dimethylcyclopentene
81 5.60 5.80 6.00 6.20 6.40
m/z 41.05 22 _.57%
5000
39 53 9
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 V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic6.41 Concentration Rank 36

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

6.41 5.72 ug/L 8806000 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. ethvl- 98 C7H14 001640-89-7 96
2 Cvclopentane. ethvl- 98 C7H14 001640-89-7 95
3 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 46
4 3-Hexene. 2-methvl-. (E)- 98 C7H14 000692-24-0 46
5 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 43

Abundance Scan 1654 (6.409 min): VV013407.D (-1640) (-) m/z 69.10 100.00%
60
41
55
5000
83 98 »128 148 60205 225 240 28 6.00 6.20 6.40 6.60 6.80
ol 112128 148 1751 5 225 24 1 n/z 68.05 75 _49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3337: Cyclopentane, ethyl-
69
41
5000 55
6.00 6.20 6.40 6.60 6.80
o7 o %8 m/z 41.05 66.76%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 69
55 6.00 6.20 6.40 6.60 6.80
5000 o7 m/z 70.05 58.08%
98
o3 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3318: 1-Pentene, 3-ethyl-
1 6.00 6.20 6.40 6.60 6.80
69 m/z 55.05 52.30%
5000
27 | g
98
83
okt —qTﬁZXﬁw+%4$ﬁ¥$ﬁT¢r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic6.51 Concentration Rank 62

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

6.51 2.74 ug/L 4216280 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.4-trimethvl-., ... 112 C8H16 016883-48-0 95
2 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 94
3 Cvclopentane. 1.2.4-trimethvl- 112 C8H16 002815-58-9 91
4 Cvclopentane. 1.2.4-trimethvl-. ... 112 C8H16 004850-28-6 87
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1686 (6.511 min): VV013407.D (-1669) (-) m/z 70.10 100.00%
70
55
5000
41
97 112 6.20 6.40 6.60 6.80
ol 130 148 179 203219 256 278 n/z 55.05 69 13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6832: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
70
55
5000
41 6.20 6.40 6.60 6.80
27 m/z 41.05 25.26%
g7 112
ks
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
70
55 6.20 6.40 6.60 6.80
5000 m/z 69.10 23.47%
41
27 97 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6792: Cyclopentane, 1,2,4-trimethyl-
70 6.20 6.40 6.60 6.80
m/z 42.10 18.43%
55
5000
4
2! T | ‘ i %7 12
O e R R B R
m/z--> 20 40 60 éo 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 V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Cyclohexene, 3-methyl- Concentration Rank 69

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

6.60 2.01 ug/L 3096110 1,4-Difluorobenzene 5.66
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 87
4 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 87
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 83

Abundance Scan 1714 (6.601 min): VV013407.D (-1698) (-) m/z 81.05 100.00%
il
5000
67
39 96
6.20 6.40 6.60 6.80 7.00
ol 112 129 166182 207 281 n/z 67.05 38 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2873: Cyclohexene, 3-methyl-
il
5000
67 96 6.20 6.40 6.60 6.80 7.00
39 ‘ m/z 54.05 35.60%
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 67 o m/z 96.05 34.00%
39
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /A\A\
Abundance #2881: Cyclohexene, 1-methyl- R R R B S
il 6.20 6.40 6.60 6.80 7.00
m/z 55.10 32.24%
5000 39 67 96
15
0‘
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 V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 21 (DEL) Alkane: Cyclic6.68 Concentration Rank 42

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

6.68 5.01 ug/L 7710320 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 91
2 Cvclopentane. 1.2.3-trimethvl- 112 C8H16 002815-57-8 87
3 Cvclopentane. 1.2.3-trimethvl-. ... 112 C8H16 015890-40-1 87
4 1-Heptene. 3-methvl- 112 C8H16 004810-09-7 81
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 59

Abundance Scan 1738 (6.679 min): VV013407.D (-1727) (-) m/z 70.10 100.00%

5000

-

112 6.40 6.60 6.80 7.00

208

242 260 281

0 m/z 55.10 96.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41
5000
27 6.40 6.60 6.80 7.00
84 110 m/z 56.10 79.82%
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56 70
6.40 6.60 6.80 7.00
5000 m/z 41.10 54 _57%
41
84
112
27
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70 6.40 6.60 6.80 7.00
m/z 69.10 38.24%
5000 41
84
21 ‘ ‘ 112
0”.W.Lﬂkanﬂ.“.”,nh,”.w.”w.”.“”.“.”“.”,”.w”.w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Cyclobutane, (1-methylethyl... Concentration Rank 35

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

6.85 5.76 ug/L 8866460 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclobutane. (l-methvlethvlidene)- 96 C7H12 001528-22-9 90
2 Cvclopentene. 1.5-dimethvl- 96 C7H12 016491-15-9 87
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 80
4 2.4-Heptadiene. (E.E)- 96 C7H12 002384-94-3 78
5 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 78

Abundance Scan 1791 (6.849 min): VV013407.D (-1762) (-) m/z 81.10 100.00%
il
5000
96
39 53 67 6.60 6.80 7.00 7.20
o....,....1,|..'.|-l.,.-|.l..'|'....,.1.%.2,1?.6..,..??7.... a8, 220 252 | 281 m/z 96.05 27.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2926: Cyclobutane, (1-methylethylidene)-
il
5000
6.60 6.80 7.00 7.20
395367 96 m/z 79.10 23.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
6.60 6.80 7.00 7.20
5000 m/z 67.10 14.91%
39 96
15 Ser
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2911: Cyclopentene, 4,4-dimethyl-
il 6.60 6.80 7.00 7.20
m/z 39.10 13.70%
5000
96
0.}5”.M”L,ﬂnp.np”.P”w.“w”..””..”.“..”w.”w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 23 (DEL) Alkane: Cyclic7.03 Concentration Rank 71

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

7.03 1.34 ug/L 2065970 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 37
2 (S)-(+)-3-Methvl-1-pentanol 102 C6H140 042072-39-9 32
3 Cvclopentane. 1.1.2-trimethvl- 112 C8H16 004259-00-1 30
4 3-Chlorohexane 120 C6H13ClI 002346-81-8 25
5 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 18

Abundance Scan 1847 (7.029 min): VV013407.D (-1843) (-) m/z 69.10 100.00%
69
5000 41 97
112 6.60 6.80 7.00 7.20 7.40
0 Al ..‘,”.J.. |y 46 108200 2% | /o 56 10 99.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000
6.60 6.80 7.00 7.20 7.40
o m/z 55.10 72 .94%
o 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
6.60 6.80 7.00 7.20 7.40
5000 41 m/z 41.10 47 .68%
84
o 26 101
wmmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6787: Cyclopentane, 1,1,2-trimethyl-
56 6.60 6.80 7.00 7.20 7.40
41 m/z 97.10 40.16%
5000
84
112
15
0 ""I""""I""I'/'\I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Cyclohexene, l1-methyl- Concentration Rank 30

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

7.21 6.47 ug/L 9958110 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. l1l-methvl- 96 C7H12 000591-49-1 94
2 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 93
3 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 90
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 90
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 87

Abundance Scan 1903 (7.209 min): VV013407.D (-1892) (-) m/z 81.10 100.00%
il
5000
55 96
A R S R
6.80 7.00 7.20 7.40 7.60
oh ..L D 1020 astes soveos s L08R TE e oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2880: Cyclohexene, 1-methyl-
il
5000
55 96 6.80 7.00 7.20 7.40 7.60
39 m/z 96.10 38.16%
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
6.80 7.00 7.20 7.40 7.60
5000 m/z 68.10 35.62%
39 55 96
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2874: Cyclohexene, 1-methyl-
il 6.80 7.00 7.20 7.40 7.60
m/z 55.10 33.61%
5000 96
0'”P”'P“W”'W“”I””P'”P”'P”W'”W”'W”“I””P'”P”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 (DEL) Alkane: Cyclic7.31 Concentration Rank 9

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

7.31 21.89 ug/L 13789700 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 93
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 93
3 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 93
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 91
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91

Abundance Scan 1934 (7.309 min): VV013407.D (-1918) (-) m/z 97.10 100.00%
55 o7
5000
4l | 49 112
7.00 7.20 7.40 7.60
ol 138 159172 193 216 281 m/z 55.10 37 _.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6807: Cyclohexane, 1,3-dimethyl-, cis-
55 97
5000 a1
112 7.00 7.20 7.40 7.60
27 69 m/z 41.05 33.32%
c.}?“ujl.n..”qi.,”.w”...”w.”..”..”...”..”,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
700 720 7.40 7.60
5000 a1 m/z 112.05 30.87%
112
27 69
ol 12 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97 7.00 7.20 7.40 7.60
m/z 70.05 27 .11%
5000 41 112
27 69
83
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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: Cyclic7.49 Concentration Rank 33

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

7.49 5.85 ug/L 3687480 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 81
2 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 81
3 Cvcloheptane. methvl- 112 C8H16 004126-78-7 74
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 68
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 59

Abundance Scan 1990 (7.489 min): V\V013407.D (-1980) (-) m/z 97.10 100.00%
55 97
5000 41 69
83
112 7.20 7.40 7.60 7.80
0 e 1eale 20 2% m/z 55.10 81.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6749: Cyclohexane, 1,1-dimethyl-
o7
55
5000 41 69
7.20 7.40 7.60 7.80
m/z 69.10 43.38%
m/z--> '20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
97
55
7.20 7.40 7.60 7.80
5000 69 m/z 41.10 42 .83%
41
. 27 g3 | 112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #6698: Cycloheptane, methyl-
5 7.20 7.40 7.60 7.80
97 m/z 56.10 40.70%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 unknown-01 Concentration Rank 31

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

7.56 6.46 ug/L 4068430 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-1.7-diazabicvclol4.1.01... 112 C6H12N2 108602-71-7 46
2 2-Octene. (E)- 112 C8H16 013389-42-9 41
3 4-Octene. (2)- 112 C8H16 007642-15-1 38
4 3-Octene. (EBE)- 112 C8H16 014919-01-8 38
5 Cyclooctane 112 C8H16 000292-64-8 38

Abundance Scan 2012 (7.560 min): V\VV013407.D (-2006) (-) m/z 83.10 100.00%
56 83
5000
3 112
7.20 7.40 7.60 7.80
o 134 154 172 212 281 299 m/z 55.10 95_76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6317: 6-Methyl-1,7-diazabicyclo[4.1.0]heptane
56 83
5000
112 7.20 7.40 7.60 7.80
3 m/z 70.10 78.84%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
7.20 7.40 7.60 7.80
5000 70 m/z 41.10 56.85%
29 112
o 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6646: 4-Octene, (2)-
5 7.20 7.40 7.60 7.80
m/z 56.10 48 .55%
5000 70
27 112
o 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA_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 28 (DEL) Alkane: Cyclic7.83 Concentration Rank 22

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

7.83 10.30 ug/L 6485050 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 96
2 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 96
3 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 94
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 94
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94

Abundance Scan 2096 (7.830 min): V\V013407.D (-2076) (-) m/z 97.05 100.00%

97

5000

740 7.60 7.80 8.00 8.20

268282

167 185 207

0 m/z 55.10 93.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
56 97
5000 41
112 7.40 7.60 7.80 8.00 8.20
69 m/z 112.10 39.06%
Oz e A.Fﬁ.,“”,””,””“.”“”..“..”..”.““w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 o7
7.40 7.60 7.80 8.00 8.20
5000 41 m/z 41.10 35.92%
112
69 83
o 12 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6814: Cyclohexane, 1,4-dimethyl-, trans- S e e e e e e
55 o7 7.40 7.60 7.80 8.00 8.20
m/z 56.05 27.83%
5000 41
112
69
83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1,3-Dimethyl-1-cyclohexene Concentration Rank 27

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

7.88 7.14 ug/L 4500140 Chlorobenzene-d5 8.89
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 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 91
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 90
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 78

Abundance Scan 2112 (7.881 min): VV013407.D (-2104) (-) m/z 95.10 100.00%
95
5000
67 o 110
39 55 | 7.60 7.80 8.00 8.20
bt il L 126 139151 166178191 228 m/z 67.10 26.36%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5982: 1,3-Dimethyl-1-cyclohexene
95
5000 U U R R R
67 7.60 7.80 8.00 8.20
4 55 | s | MO m/z 110.10  20.85%
0|.|.'..|||..'.I| .'.“'|| |IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
95
67 7.60 7.80 8.00 8.20
5000 m/z 81.10 11.03%
55
41 82 110
R S R R B WA SRR SR SRS SARLS RRRRS
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5993: 1,4-Hexadiene, 2,3-dimethyl-
95 7.60 7.80 8.00 8.20
a1 m/z 39.10 9.33%
67
5000
110
0 ‘M || H‘ ‘H|||||||||||||||||||||||||||||||||| R
m/z--> 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 31 (DEL) Alkane: Cyclic8.27 Concentration Rank 24

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

8.27 8.84 ug/L 5567650 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl-. cis- 112 C8H16 002207-01-4 81
2 2-Octene. (EBE)- 112 C8H16 013389-42-9 52
3 4-Octene. (EBE)- 112 C8H16 014850-23-8 52
4 4-Octene. (EBE)- 112 C8H16 014850-23-8 52
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 52

Abundance Scan 2233 (8.270 min): VV013407.D (-2223) (-) m/z 55.10 100.00%
55
97
5000 0
3 112
8.00 820 8.40 8.60
0....,....|,..'.' ,.-!-..,'.l...-,..'.'.l.%?. 149 169 193210 231 201 2812%6  'm/z 69.10 67.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6802: Cyclohexane, 1,2-dimethyl-, cis-
55
97
5000 70
27 112 8.00 820 8.40 8.60
m/z 97.10 63.63%
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
8.00 820 8.40 8.60
5000 0 m/z 41.10 61.58%
29 112
o 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6651: 4-Octene, (E)-
5 8.00 820 8.40 8.60
m/z 83.10 50.51%
5000 70
27 112
o 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.0 840 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 (DEL) Alkane: Cyclic8.33 Concentration Rank 14

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

8.33 13.84 ug/L 8718110 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 93
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 91
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78

Abundance Scan 2252 (8.331 min): VV013407.D (-2243) (-) m/z 83.10 100.00%
g3
55
5000
4l 112
9 8.00 8.20 8.40 8.60
ol 132 160 199 233 263277 n/z 55.10 75 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6664: Cyclohexane, ethyl-
55 83
5000 a1
112 8.00 8.20 8.40 8.60
m/z 82.10 47 .06%
27 9
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83
55 8.00 8.20 8.40 8.60
5000 " m/z 41.10 34.11%
112
. 27 69 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6669: Cyclohexane, ethyl-
83 8.00 8.20 8.40 8.60
55 m/z 112.10 25.67%
5000
41 \
‘ 112
0'“|ﬂ'ﬂm”¢ww“w'27“"'“"“'w'“"” AR S SRS SRS SR I NARAR SR RS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 25

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

8.39 8.81 ug/L 5546260 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 70
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 70
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 62
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 59
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 58

Abundance Scan 2270 (8.389 min): VV013407.D (-2261) (-) m/z 111.10 100.00%
141
69
5000
55
8 8.00 8.20 8.40 8.60 8.80
0...,....,...I',....,|:..9.7,.. 20 154 192208224 246 280 | nso 69 10 70.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11599: Cyclohexane, 1,1,3-trimethyl-
69 141
55
5000 41
83 8.00 8.20 8.40 8.60 8.80
m/z 55.10 34.09%
0 27 | 97 126
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
69 111
8.00 8.20 8.40 8.60 8.80
5000 41 S5 m/z 41.10 24.29%
83
27
o 97 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
8.00 8.20 8.40 8.60 8.80
m/z 56.10 19.67%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Cyclohexene, 1,6-dimethyl- Concentration Rank 41

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

8.55 5.22 ug/L 3288480 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.6-dimethvl- 110 C8H14 001759-64-4 95
2 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 95
3 1-Methvlcvcloheptene 110 C8H14 055308-20-8 50
4 2.4-Hexadiene. 2.3-dimethvl- 110 C8H14 005678-98-8 45
5 3-Octyne 110 C8H14 015232-76-5 43

Abundance Scan 2320 (8.550 min): VV\V013407.D (-2307) (-) m/z 67.05 100.00%
55
95
41 81
5000 110
26 8.20 8.40 8.60 8.80
ol et 40 162 182 198 218 ' "m/z 55.05  87.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5970: Cyclohexene, 1,6-dimethyl-
67 95
81
5000
41 110 820 840 860 8.80
27 55 m/z 95.10 74 .94%
15
01 "“l'*'l“'w"“l'“'"'w"“l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
67
g1 95
8.20 8.40 8.60 8.80
0
5000 a 110 m/z 81.10 66.00%
27 55
15
G L S UL AL L B B B LA LA SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5931: 1-Methylcycloheptene
67 8.20 8.40 8.60 8.80
o5 m/z 41.10 64.11%
81
5000 a9 110
27 53 ‘
0 |.H‘..‘l‘..‘lwl|. ‘..“l....|....|....|....|.... RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 (DEL) Alkane: Cyclic8.63 Concentration Rank 48

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

8.63 4.08 ug/L 2566910 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 94
2 Cvclohexane. 1.2.4-trimethvl-. (... 126 C9H18 007667-60-9 94
3 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 90
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 87
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87

Abundance Scan 2345 (8.630 min): VV013407.D (-2331) (-) m/z 111.10 100.00%
141
55
5000
4l 126
84
97 8.20 8.40 8.60 8.80 9.00
ol 139 155 175 207 227 252 n/z 69.10 96 . 68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
5000 41
126 8.20 8.40 8.60 8.80 9.00
m/z 55.05 63.55%
ol_14 2l 84 g7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69 111
55
41 8.20 8.40 8.60 8.80 9.00
5000 . m/z 41.05 38.35%
126
84
ol 14 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11638: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 8.20 8.40 8.60 8.80 9.00
4155 m/z 126.10 30.84%
5000
21 126
83
0.}ﬂ“.”,”.w.”.“.ﬁzn.w.”.“.”..” N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Pentalene, octahydro- Concentration Rank 43

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

8.97 5.00 ug/L 3149450 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro- 110 C8H14 000694-72-4 91
2 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 83
3 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 83
4 Pentalene. octahvdro-. cis- 110 C8H14 001755-05-1 64
5 Carbonic acid, 3-hexenyl methyl ... 158 C8H1403 067633-96-9 56

Abundance Scan 2451 (8.971 min): VV013407.D (-2446) (-) m/z 67.05 100.00%
67
82
5000
4|1 110124 145 164 201 282 850 8.80 9.00 920 940
Ob prrrebret el 2% 145 064 200 282 Tnzz 82.10  55.52%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5940: Pentalene, octahydro-
67
5000 82
8.60 8.80 9.00 9.20 9.40
41 m/z 41.10 13.74%
. 27 | | 96110
m/z--> 25 40 eb éo 100 120 140 160 180 200 220 240 260 280
Abundance
67
82 8.60 880 9.00 9.20 9.40
5000 m/z 39.10 12.81%
41
7 96110
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5986: Pentalene, octahydro-, cis-
67 8.60 8.80 9.00 9.20 9.40
m/z 68.10 11.97%
5000 82
41
\‘ o
O rrs e e e e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.60 8.80 9.00 9.20 9.40
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M

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

Concentration Rank 54

Peak Number 37 unknown-02

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

9.35 3.54 ug/L 2229750 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-ethvIl-5-methvicvclopentene 110 C8H14 097797-57-4 35
2 Cvclohexene.l-propvl- 124 C9H16 002539-75-5 35
3 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 27
4 Cvclopentane. l-isobutvlidene-3-... 138 C10H18 1000150-62-1 27
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 27

Abundance Scan 2569 (9.351 min): VV013407.D (-2560) (-) m/z 81.10 100.00%
5000
16
9.00 9.20 9.40 9.60
ol 1rolo1 214 234 m/z 101.00  79.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5992: 1-Ethyl-5-methylcyclopentene
il
95
5000 67
110 9.00 9.20 9.40 9.60
39 m/z 111.00 54.63%
0 |||||||I||'|=|'| '|'|'|||'|I'!'|||'|||||||=|||"|| R B ARA EARm RS S
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
81
9.00 9.20 9.40 9.60
5000 67 m/z 67.10 54.54%
95
. 41 55 124
15 109
G A L A S B S BN WA SRS LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5965: Methyl ethyl cyclopentene
8 9.00 9.20 9.40 9.60
m/z 97.00 48 .57%
5000 67 %
110
0|||||||||||||||||||||||||| R B M
m/z--> 20 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 (DEL) Alkane: Cyclic9.51 Concentration Rank 29

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

9.51 6.71 ug/L 4224550 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 81
2 Cyclohexane. 1-ethvyl-2-methvl- 126 C9H18 003728-54-9 76
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 68
4 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 64
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 64

Abundance Scan 2619 (9.511 min): VV013407.D (-2604) (-) m/z 97.10 100.00%
55 97
5000
41
0 e 9.20 9.40 9.60 9.80
o er&%w%%wmﬁi’% m/z 55.05 81.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000 NS SRS SRR
9.20 9.40 9.60 9.80
41 126 m/z 95.10 32.31%
0'”P'”¢”4PLWL”L”'W””I””I“”P'”P”'P”"”W'”W”'W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
'920 940 9.60 9.80
5000 m/z 41.10 29.51%
41
70 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans- L L L L L B BB
55 97 9.20 9.40 9.60 9.80
m/z 69.10 24 .03%
5000
41
126
0'“EﬁjmJ'P“W“”“”'WA”I“”I”“P'”P”'P”W'“W“'W“”I NS SRS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Propylidencyclohexane Concentration Rank 23

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

9.75 9.23 ug/L 5811240 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propvlidencvclohexane 124 C9H16 002129-93-3 64
2 1H-Indene. octahvdro-. cis- 124 C9H16 004551-51-3 64
3 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 46
4 3-Aminocrotononitrile 82 C4H6N2 001118-61-2 43
5 Pentalene, octahydro-1-methyl- 124 C9H16 032273-77-1 43

Abundance Scan 2693 (9.749 min): VV013407.D (-2675) (-) m/z 67.10 100.00%
67 81
41 96
100 142 169 193207 224239 269 940 2.60 .80 10.00
o} m/z 81.05 86 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10641: Propylidencyclohexane
67 81
41
5000
95 124 9.40 9.60 9.80 10.00
109 m/z 82.10 77.50%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
o7 81
96 9.40 9.60 9.80 10.00
5000 a1 m/z 41.10 35.19%
27 124
0 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #10701: Pentalene, octahydro-2-methyl- AL R e
1 9.40 9.60 9.80 10.00
67 m/z 96.10 34.29%
5000 4l 9
124
ol 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 (Z)-Non-3-enyl (E)-2-methyl... Concentration Rank 39

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

9.84 5.30 ug/L 3338050 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-Non-3-envl (E)-2-methvlbut-2... 224 C14H2402 1000373-73-1 72
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 70
3 Cvclohexane. propvl- 126 C9H18 001678-92-8 70
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 70
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64

Abundance Scan 2721 (9.839 min): VV013407.D (-2711) (-) m/z 83.10 100.00%
55 83

5000

9.60 9.80 10.00 10.20

0 m/z 55.10 87.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81043: (2)-Non-3-eny! (E)-2-methylbut-2-enoate
83
55 124
5000 LA L L L L LB
9.60 9.80 10.00 10.20
41 o1 m/z 82.10 69.69%
ol 167183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83
55
9.60 9.80 10.00 10.20
5000 m/z 41.10 49 _39%
41
126
27
0 97111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11537: Cyclohexane, propyl- i e B m e S
55 83 9.60 9.80 10.00 10.20
m/z 67.10 42 _97%
5000 41
27 126
05 ‘ 1 ”I ! X 97 112| | | T
IIIIIIIIIIIIIIIIIIIIIII LU B LI LI BN LI NLEL BN BN LR LR —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.39 28.97 ug/L 25843500 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 Benzene. propvl- 120 C9H12 000103-65-1 90
3 Benzene. propvl- 120 C9H12 000103-65-1 90
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 72
Abundance Scan 2892 (10.389 min): VV013407.D (-2882) (-) m/z 91.05 100.00%
o
5000
120 R B U
39 65 105 | 10.00 10.20 10.40 10.60 10.80
bbb 290 103 178198207 230 265281 1 "m/z 120.10  25.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
il
5000
10.00 10.20 10.40 10.60 10.80
65 120 m/z 92.05 11.98%
oL15 % 105
miz-> 20 40 B0 80 100 150 140 180 150 200 230 240 280 250
Abundance
91
10.00 10.20 10.40 10.60 10.80
5000 m/z 65.00 11.53%
120
oL15 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
il 10.00 10.20 10.40 10.60 10.80
m/z 78.05 7.17%
5000
120
% s
) TS " ””i S
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 42 Benzene, l-ethyl-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.51 13.41 ug/L 11957800 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 2930 (10.511 min): VV013407.D (-2919) (-) m/z 105.10 100.00%
105
5000
120
77 10.20 10.40 10.60 10.80
51
Ol gttt b b o092 212 235 281 Tq/z 120.10  29.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.20 10.40 10.60 10.80
m/z 77.00 11.08%
39 77
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
10.20 10.40 10.60 10.80
5000 m/z 91.10 11.05%
120
oL15 39 63 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9424: Benzene, 1-ethyl-4-methyl- s e AR
105 10.20 10.40 10.60 10.80
m/z 106.05 9.01%
5000
120
olis 3 63
miz-> 20 4b 80 8b 100 130 140 180 180 200 250 240 280 280 10.20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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, 1l-methyl-4-propyl- Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
11.13 2.38 ug/L 2126260 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 91
2 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 90
3 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 87
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 86
5 Benzeneacetaldehyde, 4-methyl- 134 C9H100 000104-09-6 80
Abundance Scan 3122 (11.129 min): VV013407.D (-3116) (-) m/z 105.10 100.00%
105
5000
77 134 10.80 11.00 11.20 11.40
51 - - -
obr ST 0 | a0 196 269 | nu7734 10 15.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000 N "'I'{{\I ""I'!\'I
10.80 11.00 11.20 11.40
. 134 m/z 77.05 11.63%
ol 27 sl o1 119 |
m/z--> 20 40 60 85 100 150 140 160 180 200 220 240 260
Abundance
105
10.80 11.00 11.20 11.40
5000 m/z 79.10 8.64%
a1 134
Lz s " 119
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15317: Oxirane, 2-methyl-2-phenyl- AR R EEEE ECE e e
105 10.80 11.00 11.20 11.40
m/z 106.10 8.52%
5000
77
L2 S| et
mz-> % 40 60 80 100 150 140 160 180 200 230 240 280 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.58 89.23 ug/L 79590600 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 93
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 81
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 81
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81

Abundance Scan 3262 (11.579 min): VV013407.D (-3247) (-) m/z 117.05 100.00%

5000

11.20 11.40 11.60 11.80

134 157166 206

231

0 m/z 118.10 93.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8949: Indane
117
5000 [TrTrr[rTrrrjrrrrprrrrrm
11.20 11.40 11.60 11.80
39 g Ol m/z 115.05 57.89%
0 13 7
- IIIIIIII IIIIIIIIIIII IIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
R S R )
11.20 11.40 11.60 11.80
5000 m/z 91.05 29.96%
39 43 91
0 15 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8958: Benzene, 1-propenyl-
117 11.20 11.40 11.60 11.80
m/z 119.10 19.72%
5000
91
39
o 15 63 77
- IIIIIIII IIIIIIIIIIII IIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA_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 46 Benzene, 1,2-diethyl- Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
11.79 3.53 ug/L 3149590 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 93
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 87
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 87
4 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 81
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 74

Abundance Scan 3328 (11.791 min): VV013407.D (-3318) (-) m/z 105.10 100.00%

1

5000

11.40 11.60 11.80 12.00 12.20
m/z 119.10  88.45%

o 175 198 217

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14837: Benzene, 1,2-diethyl-

5000
11.40 11.60 11.80 12.00 12.20
7 m/z 134.10 51.52%
5 27 39 51 65
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105 119
11.40 11.60 11.80 12.00 12.20
5000 134 m/z 91.10 31.74%
91
2739 51 65 '
15
O T e T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14841: Benzene, 1,4-diethyl-
105 119 11.40 11.60 11.80 12.00 12.20
m/z 115.00 23.10%
5000 134
91
27 41 5y 65 1 ‘ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 40 11. 60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 48 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
11.95 4.04 ug/L 3604740 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 3377 (11.949 min): VV013407.D (-3369) (-) m/z 119.10 100.00%
119
5000
134
5 ., 77 105 11.60 11.80 12.00 12.20
o....,...?f,?..'..,G.f‘...',..l.,'.'. Mhd A0 166 208 253 m/z 134.10 31.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 11.60 11.80 12.00 12.20
m/z 91.10 16.67%
15 39 6 77 91 105 b
O...'.,.I...||'..|.'.,.'...I"l..l..l...'.' T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119
11.60 11.80 12.00 12.20
5000 m/z 105.05 13.35%
91 134
77 | 105
27 Ol g
G R R R A WA B L LA LA AN LR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 11.60 11.80 12.00 12.20
m/z 120.05 10.15%
5000
01 134
77 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 50 Benzene, l-ethenyl-3-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.16 50.12 ug/L 44709500 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 91
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 91
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 90
4 Indan. 1l-methvl- 132 C10H12 000767-58-8 90
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 90
Abundance Scan 3443 (12.161 min): VV013407.D (-3431) (-) m/z 117.05 100.00%
147
5000
132
o 1180 12.00 12.20 12,40
51 65 : : -
o 3 150164 183 205 233 268 m/z 115.10 35 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
147
5000 132
11.80 12.00 12.20 12.40
91 ‘ m/z 132.10 32_.57%
51 77
0”.?1..”::”..”.W” T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
u7, .,
11:80 12,00 12.20 12.40
5000 o m/z 91.05 15.43%
39 65
oL15
mﬁwwﬁwﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14034: 1-Phenyl-1-butene
117 11.80 12.00 12.20 12.40
m/z 118.05 11.51%
5000 132
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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-1,1-... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
12.34 2.32 ug/L 2070470 1,4-Dichlorobenzene-d4 11.29
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-1.1-dimet... 146 Cl11H14 004912-92-9 93
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 74
4 Benzene. l-methvl-2-(1l-methvl-2-... 146 C11H14 097664-19-2 68
5 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 59
Abundance Scan 3499 (12.341 min): VV013407.D (-3492) (-) m/z 131.10 100.00%
131
5000
L 115 | 146
51 77 12.00 12.20 12.40 12.60
NI I/ I R I o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.00 12.20 12.40 12.60
115 | 146 m/z 146.10 15.13%
0 27 5:‘|- L7 .
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
12.00 12.20 12.40 12.60
5000 m/z 133.10 13.88%
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 12.00 12.20 12.40 12.60
m/z 115.05 13.80%
5000
146
39 gf 115 ‘
0'”'Ph”L'L“L'h'”W'“h'“'PM“I””I”'W'”W'”"”'P'”P'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA_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 52 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.46 23.08 ug/L 20586500 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
Abundance Scan 3536 (12.460 min): V\V013407.D (-3516) (-) m/z 119.05 100.00%
119
5000 134
39 Wm 12.20 12.40 12.60 12.80
63 105 . . . )
0 ...,....',..-..,....',..|..,.-..':' i 198 164 193207219 252 m/z 134.05 50.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.20 12.40 12.60 12.80
9 m/z 91.10 15.93%
39 77 %
0 15 53 L 105 |
m/z--> 25 45 eb 85 160 120 140 160 180 200 250 250
Abundance
119
134 12.20 12.40 12.60 12.80
5000 m/z 133.10 10.23%
39
o 26 53 77 9t 105
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
12.20 12.40 12.60 12.80
m/z 120.05 10.08%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.59 5.80 ug/L 5175950 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 146 Cl11H14 027087-54-3 70
2 Benzene. 1l-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 58
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 55
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 55
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 55
Abundance Scan 3577 (12.592 min): VV013407.D (-3567) (-) m/z 119.10 100.00%
119
5000
o1 148
39 105 | 183 12.20 12.40 12.60 12.80 13.00
63 . . . : :
o S i i : -:.,'.l..|!| .~!'|.,.-|.-..,1.‘??.,....,2.9.8.,.... N4 m/z 131.10 64.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
5000
91 146 12.20 12.40 12.60 12.80 13.00
115 m/z 91.10 36.86%
63 '
0 |||||||||||'||I||I| ||I I.:|I | |Il||||||| ||| . I|IIIIIIII T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.20 12.40 12.60 12.80 13.00
5000 m/z 148.10 29.08%

91 148
27 41 377 105 4aq

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119 12.20 12.40 12.60 12.80 13.00
m/z 115.00 17.91%
5000
91 134
77 | 105

0..W?ZH“?i,L”u”.WEHL“”.“.” e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 54 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
12.73 3.66 ug/L 3268890 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 95
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 91
3 Benzene. (1l.1-dimethvl-2-propenvl)- 146 C11H14 018321-36-3 91
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 90
Abundance Scan 3620 (12.730 min): VV013407.D (-3612) (-) m/z 131.10 100.00%
131
5000
146
or 115 | 12.40 12.60 12.80 13.00
64 : - : -
Oy 8L Ll L 162 188 204 o8e RS0 57 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 12.40 12.60 12.80 13.00
14 m/z 115.10 16.27%
39 64 91 115
o . O S e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
12.40 12.60 12.80 13.00
5000 146 m/z 91.10 12.91%

39 65 91 115

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21641: Benzene, (1,1-dimethyl-2-propenyl)-

131 12.40 12.60 12.80 13.00

m/z 129.05 11.34%
5000 91
146
116
0.”,w”UJMHLHWHH,nipﬂnﬂu.“”.“”..”..”..”w.”w.”

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 V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 55 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.77 31.63 ug/L 28215000 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
4 Indan., 1-methvl- 132 C10H12 000767-58-8 90
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 3632 (12.768 min): VV013407.D (-3623) (-) m/z 117.10 100.00%
117
5000 132
91
39 51 65 77 12.40 12.60 12.80 13.00
o 103 152164 191203 226 m/z 132.10 40 78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methy!-
147
5000 132
12.40 12.60 12.80 13.00
m/z 115.10 26 .54%
27 39 51 65 77 9

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
132 12.40 12.60 12.80 13.00
5000 m/z 131.10 17 .40%
91
51
27 39 65 77 105
0...,”..,”..,”..,”..,”.. I o o e o S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 12.40 12.60 12.80 13.00
m/z 91.10 11.77%
5000 132
39 51
7 ?\577 \103 | ‘
(0 R B L o B B LA B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.93 68.40 ug/L 61009400 1,4-Dichlorobenzene-d4 11.29
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 92
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 89
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 86
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76

Abundance Scan 3682 (12.929 min): VV013407.D (-3661) (-) m/z 117.10 100.00%

5000

12.60 12.80 13.00 13.20
m/z 119.10 50.19%

ol 151 170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000
12.60 12.80 13.00 13.20

m/z 132.05 40.32%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
12.60 12.80 13.00 13.20
5000 132 m/z 115.05 32.45%
39 e 91
0 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117 12.60 12.80 13.00 13.20
m/z 134.05 22.73%
132
5000
91
g T
e ot S = R e s a e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
13.04 3.30 ug/L 2940690 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-4-(l1-methvlpro... 148 C11H16 001595-16-0 91
2 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 90
3 Benzene. (l1l.1-dimethvlpropvl)- 148 C11H16 002049-95-8 83
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 80
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 72
Abundance Scan 3716 (13.039 min): VV013407.D (-3710) (-) m/z 119.10 100.00%
119
5000
o 148
39 77 9 105 12.80 13.00 13.20 13.40
Ol et i 133 | 166 188 207 269 777148 10 21.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119
5000
12.80 13.00 13.20 13.40
m/z 91.05 10.88%
148
27 41 g3 77 1105 | 1ag
O I L T o m A SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
91
12.80 13.00 13.20 13.40
5000 m/z 120.10 10.51%
41 148
o 27 55 7 105 133
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22794: Benzene, (1,1-dimethylpropyl)-
119 12.80 13.00 13.20 13.40
m/z 77.00 5.89%
5000 o1
7 41 148
Joaz 3 55 7| 105 | 133
m/z--> 20 40 6|0 80 100 12'0 14'10 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

13.09 12.01 ug/L 10710600 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 86
2 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 86
3 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 86
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 86

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 40

Abundance Scan 3732 (13.090 min): VV013407.D (-3724) (-) m/z 104.10 100.00%
104
5000 132
51 78 12.80 13.00 13.20 13.40
o 3 8 162 208 232 253269 m/z 132.10 50.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 132
12.80 13.00 13.20 13.40
51 28 m/z 91.10 41.92%
0..W?K.Ln”,k.ﬂ“:u-.ﬂ}.h...”,”” S,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
104
12.80 13.00 13.20 13.40
5000 132 m/z 115.10 28.74%
og 51 78
0 14 118
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14072: Naphthalene, 1,2,3,4-tetrahydro-
104 12.80 13.00 13.20 13.40
m/z 129.10 18.12%
132
5000

m/z--> 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 V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 59 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.21 5.23 ug/L 4665180 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.2-dimethvl-1-propenvl)- 146 Cl1l1H14 000769-57-3 95
2 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 93
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 93
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
Abundance Scan 3769 (13.209 min): VV013407.D (-3759) (-) m/z 131.10 100.00%
131
5000 146
91 115
51 12.80 13.00 13.20 13.40 13.60
ol 71 161176 203 236 269 297 /7 146.10 40 . 04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000 o1
12.80 13.00 13.20 13.40 13.60
2 115 m/z 133.05 28.52%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
131
91 12.80 13.00 13.20 13.40 13.60
5000 m/z 115.05 19.85%

146
51 115

27 76
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

12.80 13.00 13.20 13.40 13.60
m/z 91.10 16.69%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV102919\
Data File : VV013407.D

Aca On : 29 Oct 2019 20:41

Operator : SY/MD

Sample : K5597-05

Misc : 25_.0ML/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .M
TRACE VOA SOM01.0

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

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

Peak Number 60 Benzene, (3-methyl-2-butenyl)- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.26 11.97 ug/L 10678600 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 94
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 94
3 Benzene. (3-methyl-2-butenvl)- 146 C11H14 004489-84-3 91
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 91

Abundance Scan 3785 (13.260 min): V\V013407.D (-3776) (-) m/z 131.10 100.00%
181
5000
115 146
91 13.00 13.20 13.40 13.60
51 77
ol 3 162178 208 234 269 /7 146.10 55 340%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21630: Benzene, (3-methyl-2-butenyl)-
181
91
5000 146
2 13.00 13.20 13.40 13.60 :
s 77 e m/z 115.10 15.62%
15
0 R S R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo
Abundance
131
13.00 13.20 13.40 13.60
5000 m/z 129.10 15.13%

146
39 91 115
o 25 64
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
1

13.00 13.20 13.40 13.60

m/z 128.10 12.03%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV102919\
Data File : VV013407.D

Acq On : 29 Oct 2019 20:41

Operator : SY/MD

Sample - K5597-05

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR102919WMA .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... 1.23 2.2 ug/L 3411480 1 5.66 7698820 5.0
(DEL) Alkane: Str... 1.65 21.0 ug/L 32398000 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 1.83 4.5 ug/L 6980640 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 2.05 12.8 ug/L 19758800 1 5.66 7698820 5.0
Cyclopentene 2.51 11.1 ug/L 17018500 1 5.66 7698820 5.0
(DEL) Alkane: Str... 2.56 11.6 ug/L 17889500 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 2.60 17.8 ug/L 27328000 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 3.31 4.2 ug/L 6486780 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 3.41 2.6 ug/L 4033790 1 5.66 7698820 5.0
Cyclopentene, 3-m... 3.47 1.4 ug/L 2206740 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 3.62 3.9 ug/L 6055940 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 3.81 38.3 ug/L 58918500 1 5.66 7698820 5.0
(DEL) Alkane: Str... 4.81 4.0 ug/L 6134480 1 5.66 7698820 5.0
(DEL) Alkane: Str... 4.96 5.5 ug/L 8412880 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 5.23 6.2 ug/L 9532320 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 5.37 15.6 ug/L 23946000 1 5.66 7698820 5.0
Cyclopentene, 1,5... 5.98 2.8 ug/L 4332800 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 6.41 5.7 ug/L 8806000 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 6.51 2.7 ug/L 4216280 1 5.66 7698820 5.0
Cyclohexene, 3-me... 6.60 2.0 ug/L 3096110 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 6.68 5.0 ug/L 7710320 1 5.66 7698820 5.0
Cyclobutane, (1-m... 6.85 5.8 ug/L 8866460 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 7.03 1.3 ug/L 2065970 1 5.66 7698820 5.0
Cyclohexene, 1-me... 7.21 6.5 ug/L 9958110 1 5.66 7698820 5.0
(DEL) Alkane: Cyc... 7.31 21.9 ug/L 13789700 2 8.89 3149450 5.0
(DEL) Alkane: Cyc... 7.49 5.8 ug/L 3687480 2 8.89 3149450 5.0
unknown-01 7.56 6.5 ug/L 4068430 2 8.89 3149450 5.0
(DEL) Alkane: Cyc... 7.83 10.3 ug/L 6485050 2 8.89 3149450 5.0
1,3-Dimethyl-1-cy... 7.88 7.1 ug/L 4500140 2 8.89 3149450 5.0
(DEL) Alkane: Cyc... 8.27 8.8 ug/L 5567650 2 8.89 3149450 5.0
(DEL) Alkane: Cyc... 8.33 13.8 ug/L 8718110 2 8.89 3149450 5.0
(DEL) Alkane: Str... 8.39 8.8 ug/L 5546260 2 8.89 3149450 5.0
Cyclohexene, 1,6-... 8.55 5.2 ug/L 3288480 2 8.89 3149450 5.0
(DEL) Alkane: Cyc... 8.63 4.1 ug/L 2566910 2 8.89 3149450 5.0
Pentalene, octahy... 8.97 5.0 ug/L 3149450 2 8.89 3149450 5.0
unknown-02 9.35 3.5 ug/L 2229750 2 8.89 3149450 5.0
(DEL) Alkane: Cyc... 9.51 6.7 ug/L 4224550 2 8.89 3149450 5.0
Propylidencyclohe. .. 9.75 9.2 ug/L 5811240 2 8.89 3149450 5.0
(Z2)-Non-3-enyl (E... 9.84 5.3 ug/L 3338050 2 8.89 3149450 5.0
Benzene, propyl- 10.39 29.0 ug/L 25843500 3 11.29 4459940 5.0
Benzene, l-ethyl-... 10.51 13.4 ug/L 11957800 3 11.29 4459940 5.0
Benzene, l-methyl... 11.13 2.4 ug/L 2126260 3 11.29 4459940 5.0
Indane 11.58 89.2 ug/L 79590600 3 11.29 4459940 5.0
Benzene, 1,2-diet... 11.79 3.5 ug/L 3149590 3 11.29 4459940 5.0
Benzene, 2-ethyl-_.. 11.95 4.0 ug/L 3604740 3 11.29 4459940 5.0
Benzene, l-etheny... 12.16 50.1 ug/L 44709500 3 11.29 4459940 5.0
1H-Indene, 2,3-di... 12.34 2.3 ug/L 2070470 3 11.29 4459940 5.0
Benzene, 1,2,4,5-... 12.46 23.1 ug/L 20586500 3 11.29 4459940 5.0
Bicyclo[4.2.0]Joct... 12.59 5.8 ug/L 5175950 3 11.29 4459940 5.0
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1H-Indene, 2,3-di...
1H-Indene, 2,3-di...
Benzene, 2-etheny...
Benzene, 1l-methyl...
Naphthalene, 1,2,...
Benzene, (1,2-dim...
Benzene, (3-methy...

12.73

12.
-93
13.
13.
13.
13.

12

77

04
09

26

31.
68.

12.

12.

ONOWhrON

ug/L
ug/L
ug/L
ug/L
ug/L
ug/L
ug/L

3268890
28215000
61009400

2940690
10710600

4665180
10678600
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