LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.283 55 60 62 rBv 8766 8087 1.14% 0.108%
2 1.299 62 65 77 rVB 13698 14844 2.10% 0.198%
3 1.399 87 96 105 rBV2 160200 163002 23.06% 2.174%
4 1.514 126 132 137 rBvY 8143 8510 1.20% 0.113%
5 1.547 138 142 152 rVB3 5764 7296 1.03% 0.097%
6 1.675 174 182 195 rVB2 40418 50586 7.16% 0.675%
7 1.752 195 206 220 rBV 543311 706843 100.00% 9.426%
8 1.897 243 251 256 rBvY 11906 15193 2.15% 0.203%
9 1.945 256 266 282 rVvB3 157825 254940 36.07% 3.400%
10 2.045 288 297 308 rBvY 58996 78310 11.08% 1.044%
11 2.132 316 324 331 rBV 31240 42911 6.07% 0.572%

12 2.180 331 339 353 rvB 140742 208824 29.54% 2.785%
13 2.270 356 367 371 rBV 68427 104611 14.80% 1.395%
14 2.694 470 499 504 rBv4 75461 208161 29.45% 2.776%
15 2.733 505 511 518 rvv2 129844 235517 33.32% 3.141%

16 2.781 518 526 555 rvB 135494 288278 40.78% 3.844%
17 2.984 574 589 612 rVB 105919 222145 31.43% 2.962%

18 3.174 637 648 661 rVB4 11918 26205 3.71% 0.349%
19 3.283 670 682 702 rVB3 21218 48197 6.82% 0.643%
20 3.408 707 721 732 rVV5 7481 17521 2.48% 0.234%
21 3.479 732 743 751 rVvv3 7116 16827 2.38% 0.224%
22 3.540 751 762 778 rVB2 21965 49561 7.01% 0.661%
23 3.637 778 792 805 rBv4 16785 40977 5.80% 0.546%
24 3.714 805 816 830 rvv3 16760 46108 6.52% 0.615%
25 3.791 833 840 853 rvvs 8277 20305 2.87% 0.271%
26 3.874 853 866 881 rvv3 20676 52516 7.43% 0.700%
27 3.974 881 897 910 rvv4 12749 34392 4._.87% 0.459%

28 4.077 911 929 949 rvv 158059 420271 59.46% 5.604%
29 4.186 949 963 1005 rvB2 60408 184130 26.05% 2.455%
30 4.640 1087 1104 1118 rBV 55571 128483 18.18% 1.713%

31 4.714 1121 1127 1133 rVV7 6118 12077 1.71% 0.161%
32 4.762 1134 1142 1158 rVB2 18849 41887 5.93% 0.559%
33 4.981 1192 1210 1225 rBV2 112318 274363 38.82% 3.659%
34 5.064 1225 1236 1258 rVB2 42336 110777 15.67% 1.477%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
Title - TRACE VOA SOMO1.0
35 5.206 1263 1280 1299 rBv4 18552 60301 8.53% 0.804%

36 5.331 1300 1319 1327 rVvV2 108218 302580 42.81% 4._.035%
37 5.379 1327 1334 1351 rVV 99261 207383 29.34% 2.765%

38 5.472 1351 1363 1367 rVV6 21746 45703 6.47% 0.609%
39 5.521 1370 1378 1395 rVvv8 38128 114196 16.16% 1.523%
40 5.611 1395 1406 1422 rVB3 23549 53678 7.59% 0.716%
41 5.775 1445 1457 1471 rBV7 3660 10056 1.42% 0.134%
42 5.878 1477 1489 1502 rBV 107447 213634 30.22% 2.849%
43 6.212 1583 1593 1604 rBV5 5000 8593 1.22% 0.115%

44 6.325 1614 1628 1638 rBV 73953 147543 20.87% 1.967%
45 6.402 1639 1652 1667 rVB3 56288 136012 19.24% 1.814%

46 6.633 1713 1724 1735 rVB5 8476 16376 2.32% 0.218%
47 6.826 1769 1784 1785 rBV7 5348 9935 1.41% 0.132%
48 6.916 1796 1812 1826 rVB5 10303 25058 3.55% 0.334%
49 7.045 1839 1852 1863 rBVS8 11422 26492 3.75% 0.353%
50 7.222 1895 1907 1920 rBV2 38995 72507 10.26% 0.967%
51 7.424 1961 1970 1977 rBVS5 6935 11756 1.66% 0.157%
52 7.559 1991 2012 2026 rBV 136450 252034 35.66% 3.361%
53 7.633 2026 2035 2046 rVB 20537 35056 4._.96% 0.467%
54 7.845 2091 2101 2113 rBV2 24466 42597 6.03% 0.568%
55 8.038 2146 2161 2170 rBV6 4376 7836 1.11% 0.104%
56 8.164 2190 2200 2213 rVB7 4378 8815 1.25% 0.118%
57 8.308 2234 2245 2259 rBvV 216363 385031 54.47% 5.134%
58 8.466 2285 2294 2309 rVB10 7512 15512 2.19% 0.207%
59 9.083 2473 2486 2507 rBvV 162741 274957 38.90% 3.666%
60 9.244 2528 2536 2548 rBvV 9786 15403 2.18% 0.205%
61 9.324 2550 2561 2566 rBVS8 6731 10851 1.54% 0.145%
62 9.369 2567 2575 2589 rVB 46026 76466 10.82% 1.020%
63 9.771 2689 2700 2711 rBV2 8498 13878 1.96% 0.185%
64 10.025 2771 2779 2790 rBV5 5392 8566 1.21% 0.114%
65 10.427 2893 2904 2919 rBV 64785 105496 14.92% 1.407%
66 10.604 2951 2959 2972 rVB3 6667 11283 1.60% 0.150%
67 10.678 2972 2982 2985 rBV3 7255 10745 1.52% 0.143%
68 10.765 3000 3009 3021 rVB 20608 30218 4.28% 0.403%
69 10.964 3063 3071 3081 rBV 13756 20452 2.89% 0.273%
70 11.141 3116 3126 3139 rVB2 13182 20061 2.84% 0.268%

71 11.479 3220 3231 3250 rBV 173147 280184 39.64% 3.736%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
Title - TRACE VOA SOMO1.0
72 11.566 3250 3258 3268 rVB3 6723 10064 1.42% 0.134%

73 11.855 3337 3348 3370 rVB 150954 259238 36.68% 3.457%

Sum of corrected areas: 7499201
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
= TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU032917.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 1

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

1.75 16.54 ug/L 706843 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 50
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 205 (1.749 min): VU032917.D (-195) (-) m/z 43.05 100.00%
a3
57
5000 39
e e e
4953/|| 6265 6972 140 1.60 1.80 2.00
........,....,....,....,....,....,....,....,..-..;..:,....i:.:.,'.|.:.,....,....,:!..,?.7..,....,. m/z 41.05 92.22%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
140 1.60 1.80 2.00
29 ¥ m/z 42.10 86.47%
15 2¢| J, 495?,|, 62 67 7
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #713: Butane, 2-methyl-
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.10 65.48%
39
et B 1953 o gsee
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #712: Butane, 2—methy|— L LA B N l/\l NS
43 1.40 1.60 1.80 2.00
m/z 39.00 35.98%
57
5000 27
39
15
2 . 1 | | 53\ . 7\2
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 4

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

1.95 5.97 ug/L 254940 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 72
4 Pentane 72 C5H12 000109-66-0 59
5 Oxirane, ethyl- 72 C4H80 000106-88-7 37

Abundance Scan 267 (1.949 min): VU032917.D (-256) (-) m/z 43.05 100.00%
43
5000
39 55
R BB RAE mammama R AR
70 1.60 1.80 2.00 2.20
8 63 67 77
.......,....,....,....,....,....,....,....,..:....,....i:.!.,.'f.,....,....!.!..,....,....,.. m/z 42.05 64.80%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #706: Pentane
43
5000
1.60 1.80 2.00 2.20
27 39 57 7 m/z 41.00 63.57%
15 Lbo L 4953“| 62 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #707: Pentane
43
1.60 1.80 2.00 2.20
5000 m/z 55.05 34.72%
27
39 57
15 1,80 53 | 12
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #708: Pentane
43 1.60 1.80 2.00 2.20

m/z 39.00 34 .46%

5000 27

39

57
15 72
2 | 11180 53 |

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20

SOMUTRO60419WMA .M Fri Jul 05 02:16:35 2019

Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Cyclic2.04 Concentration Rank 11

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

2.04 1.83 ug/L 78310 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
5 2-Methyl-1-butene 70 C5H10 000563-46-2 86

Abundance Scan 295 (2.039 min): VU032917.D (-288) (-) m/z 55.05 100.00%
56
5000 70
1 67 1.80 2.00 2.20 2.40
| ‘,, il 82 e M/Z 70.10  39.38%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 1.80 2.00 2.20 2.40
29 m/z 39.00 35.52%
| 32 37| | 51| 6265
miz--> L0 15 % 25 3 95 40 45 50 55 80 65 70 75 80 35
Abundance #584: Cyclopropane, 1,2-dimethyl-, trans-
55
1.80 2.00 2.20 2.40
5000 39 70 m/z 42.00 34.91%
27
|| L o1 | 6265
miz--> T T 15 05 % % % do 45 5 55 8 &5 70 TS 35 5B
Abundance #571: 2-Butene, 2-methyl-
55 1.80 2.00 2.20 2.40
m/z 40.95 28.11%
5000 a1 0
27
1 1215 |, 3337)|jaa S| 63
miz--> T T T 15 05 25 % % Ao 45 50 55 8 & 70 TS B 3B 180 200 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Cyclic2.13 Concentration Rank 20

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

2.13 1.00 ug/L 42911 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Pentene, (E)- 70 C5H10 000646-04-8 90
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
4 2-Pentene, (2)- 70 C5H10 000627-20-3 87
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 86

Abundance Scan 323 (2.129 min): VU032917.D (-316) (-) m/z 55.05 100.00%
55
5000 3942 70
1.80 2.00 2.20 2.40
36 | 51 63 67
e e e O e || M/Z 70.05 40 16%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 1.80 2.00 2.20 2.40
29 m/z 42.00 36.12%
26 | 32 3“ 51) | 62 67,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #562: 2-Pentene, (E)-
1.80 2.00 2.20 2.40
5000 3042 70 m/z 38.95 35.34%
29
15 28|3236/,|| 48|, 62 67|
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #571: 2-Butene, 2-methyl-
55 1.80 2.00 2.20 2.40
m/z 41.00 26.07%
5000 a1 0
27
1 1215 “£o33 38 ||a4 4851 | 6063 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 5 (DEL) Alkane: Cyclic2.18 Concentration Rank 7

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

2.18 4.89 ug/L 208824 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 87
3 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
4 1-Butene, 3-methyl- 70 C5H10 000563-45-1 87
5 2-Pentene, (E)- 70 C5H10 000646-04-8 86

Abundance Scan 339 (2.180 min): VU032917.D (-331) (-) m/z 55.10 100.00%
55
5000 39 70
2
51 67 1.80 2.00 2.20 2.40 2.60
....,....,....,....,....,....}”.‘?:.l,.]:.f‘.‘?..;l.:.: b2 et e | M7z 70.10  41.65%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 1.80 2.00 2.20 2.40 2.60
29 m/z 39.00 35.15%
26 | 32 34| 51| 62 67,
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #578: Cyclopropane, 1,1-dimethyl-
55
180 2.00 220 2.40 2.60
5000 39 70 41.00 31.64%
27 2
"'W"'ﬁé"ﬁ"'ﬁl'*'P"'P'l'k”"l”"?&" l"'lfi'z"lfiz'l'"'l""l""l'
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55 180 2.00 220 2.40 2.60
42 .05 23.19%
5000 70
41
29
26 | 33 39 51, 6367
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 200 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 8

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

2.69 4.87 ug/L 208161 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 50
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 43
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 37
5 Pentane 72 C5H12 000109-66-0 33

Abundance Scan 498 (2.691 min): VU032917.D (-470) (-) m/z 43.05 100.00%

55 2.40 2.60 2.80 3.00
36.0l|[, 51 62 78 86
,....,....,....,....,....,....,..:.',...,....,..!.l....,....,.I!:,....,....,....,:...,....,.. m/z 42.05 88.37%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1832: Butane, 2,3-dimethyl-
43
5000

43
5000
39
‘ 67 71

2.40 2.60 2.80 3.00
71 m/z 41.00 48 .43%
15 | 30 . 51°958 62 67 | 86
AP e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl-
42
2.40 2.60 2.80 3.00
5000 m/z 39.00 28.55%
71
27 39
15 | 3236 ‘ 45 51 \58 63 67 | 7477
[P [ T P e e e A e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43 2.40 2.60 2.80 3.00
m/z 71.10 22.76%
5000
71
27 3 55 86
15 | 30 , 91 | 63 67 |
[P [T e T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Straight-Chai... Concentration Rank 5

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

2.73 5.51 ug/L 235517 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
2 5-Methyloxazolidine 87 C4H9NO 058328-22-6 43
3 Pentane 72 C5H12 000109-66-0 43
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 42
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 37

Abundance Scan 510 (2.730 min): VU032917.D (-505) (-) m/z 43.10 100.00%
43
5000 71
3|9 >7 240 2.60 2.80 3.00
53| 6266 78 86 : ' ' '
'm“W“W“W“W“W”W“T“W”+'W“W“HLW“T“¢“W“W“M“W”W m/z 41.00 42.55%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl-
43
5000
27 71 240 2.60 2.80 3.00
39 m/z 71.10 42 .24%
15 57
2 > s |l 37 eser, 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1878: 5-Methyloxazolidine
43
240 2.60 280 300
5000 m/z 42.10 38.41%
28 56
1\5 \‘M 39‘ “ ‘H 72 86
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #706: Pentane
43 240 2.60 2.80 3.00
m/z 39.00 20.51%
5000
27 39 57 -
15 ‘ All, 4953 | 62 67 |
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Cyclic2.78 Concentration Rank 3

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

2.78 6.75 ug/L 288278 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 72
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 64
3 1-Pentene 70 C5H10 000109-67-1 59
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 42
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 42

Abundance Scan 526 (2.781 min): VU032917.D (-518) (-) m/z 42.10 100.00%
4
5000 55
39 70
2.40 2.60 2.80 3.00 3.20
36 51I 62 67 77 84
'W””P“W””P”W””P”W”LL'W““N”W“”P”WJJP“W“”P“h”“P“' m/z 55.10 42.77%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene
ap
55
5000
27 39 70 2.40 2.60 2.80 3.00 3.20
m/z 41.00 39.65%
1219 ,,£03336,| , 4851 | 6063 67
B AR ARRRA AR SURA RSN RASA LA NLARA KRN ARRAN RARRA ARRRA RLARE RALLN RLASA RRARA KR R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #572: Cyclobutane, methyl-
ap
2.40 2.60 2.80 3.00 3.20
5000 m/z 70.10 33.36%
39 55
15 J31 il 51“ 62 67 |
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #551: 1-Pentene L0 LB LA L B I
a4 2.40 2.60 2.80 3.00 3.20
55 m/z 39.00 32.87%
5000 70
29 39
15 Zé ql, 51 62 67
m/z--> 5 10 15 20 25 30 §5 40 45 50 §5 60 65 70 75 80 85 90 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\

Data Path :

Data File : VU032917.D

Acq On : 20 Jun 2019 22:03
Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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

Peak Number

9 (DEL) Alkane: Straight-Chai...

Concentration Rank 6

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

2.98 5.20 ug/L 222145 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 74
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64

Abundance Scan 588 (2.981 min): VU032917.D (-574) (-) m/z 57.05 100.00%
57
41
5000
37 lls 53| 636771 75 86 2.60 2.80 3.00 3.20 3.40
........,....,....,....,....,....,....,....,...I;.!l.,....,-..:.!.:.,....,....,.'...,....,....,.-...,....,. m/z 56.05 84.54%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000
2.60 2.80 3.00 3.20 3.40
‘ m/z 41.00 70.09%
S S .?.?,?.?I,.Jﬁ%.ﬁg,.ﬁ?;. o er i 8
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57
a1 2.60 2.80 3.00 3.20 3.40
5000 29 m/z 43.00 24 _.14%
15 37, w 53|, 636771 86
miz--> T R e
Abundance #1827: Pentane, 3-methyl-
57 2.60 2.80 3.00 3.20 3.40
m/z 39.00 22 .32%
29 41
5000
15 | ‘ ! 53 ! 7\1 86
e 260 280 3.00 3.20 3.40

SOMUTRO60419WMA .M Fri Jul 05 02:16:43 2019
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 10 (DEL) Alkane: Cyclic3.17 Concentration Rank 25

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

3.17 0.61 ug/L 26205 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
3 1-Hexene, 3,4-dimethyl- 112 C8H16 016745-94-1 53
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 47
5 2-Butene, (2)- 56 C4H8 000590-18-1 47

Abundance Scan 647 (3.170 min): VU032917.D (-637) (-) m/z 56.00 100.00%
4 5
5000 69 84
36 | 50 2.80 3.00 3.20 3.40 3.60
e el LT L Tm/z 41.00  82.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1478: 1-Pentene, 2-methyl-
41 56
5000 27 69
84 2.80 3.00 3.20 3.40 3.60
15 ‘ ‘ m/z 39.00 52.63%
Ty '|"!!|%2"'!'L"ﬁqj‘"|§?'“| "??I"' T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1487: 1-Pentene, 2-methyl-
56
41
2.80 3.00 3.20 3.40 3.60
5000 m/z 55.00 46.63%
27 69 84
e “‘32 50|, 63, | 77
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #6713: 1-Hexene, 3,4-dimethyl-
a1 56 2.80 3.00 3.20 3.40 3.60
m/z 84.10 41.63%
5000
29 84
) ;i
SN - 1 N PR | 0 X A | -/ S
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

3.28 1.13 ug/L 48197 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 72
3 n-Hexane 86 C6H14 000110-54-3 72
4 Butanal, 2-methyl- 86 C5H100 000096-17-3 38
5 2-Oxetanone, 3,3-dimethyl- 100 C5H802 001955-45-9 38

Abundance Scan 681 (3.280 min): VU032917.D (-670) (-) m/z 57.10 100.00%
57
5000 A
86 T n-----q--n
H 71 | 3.00 3.20 3.40 3.60
'm“W“W“W“W“W”W“T“W“W“W“W“WIW“T“M“W“W“W“W”W m/z 41.00 76.05%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
g7
41
5000
3.00 3.20 3.40 3.60
29 86 m/z 43.00 70.15%
"““'v“'v“'v“ﬁ§“'v“w'“L'“wﬁ?LJ'W“4gfﬁL “?}Pﬁ'“Tﬂ'W?ZW“'WL'W““P
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1820: n-Hexane
43 ¥
29 300 320 3.40 3.60
5000 m/z 56.10 49 _.88%
39 86
2 L 53, s
Aottt Mt L)Ly Mkt MR LA MY LA A M A A A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane e e e
57 3.00 3.20 3.40 3.60
43 m/z 41.95 32.17%
29
5000
39
15 86
miz--> 85710 15 20 25 30 35 40 45 0 55 60 65 70 75 80 85 % 96 300 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Cyclic3.54 Concentration Rank 16

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

3.54 1.16 ug/L 49561 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
2 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 90
3 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
4 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 86
5 2-Pentene, 4-methyl-, (2)- 84 C6H12 000691-38-3 83

Abundance Scan 762 (3.540 min): VU032917.D (-751) (-) m/z 69.05 100.00%
41 &
5000 84
3 505|356 65| 29 3.20 3.40 3.60 3.80
AR LA ksl AR Al A AR k) AR AL KA ARSI k) sARAA AL RARLS b i) m/z 41.00 80.66%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1504: 2-Butene, 2,3-dimethyl-
41 69
5000 84 %0 oM 360 3B
27 55 m/z 84.05 38.09%
'P”W””P“W””P“W”“Pﬁ”!LPmﬁhJL”P”ﬁﬂ”h“W”“P”W““P”W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1502: 2-Butene, 2,3-dimethyl-
4.1
69
3.20 3.40 3.60 3.80
5000 m/z 39.00 30.17%
84
27 55
e 8933, 38184 S s o265 | marrel
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1520: Cyclopropane, 1,1,2-trimethyl- R B EEREEmEEEsmEEmy
4 3.20 3.40 3.60 3.80
m/z 67.00 12 .65%
69
5000
84
27 55
24° 3033 38 |44 51 |58 6265 7781 . AN ,
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 320 340 360 380
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Cyclic3.64 Concentration Rank 22

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

3.64 0.96 ug/L 40977 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 90
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 90
3 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 83
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 80
5 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 80

Abundance Scan 793 (3.640 min): VU032917.D (-778) (-) m/z 69.10 100.00%
a1 69
55
5000 84
| T | 64 3.40 3.60 3.80 4.00
L e B A m/z 41.05 95.97%
m'z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
i}
69
5000
- =° 84 340 3.60 3.80 4.00
‘ m/z 55.00 56.65%
SN S [ 1 1 N
mz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
a4
69
3.40 3.60 3.80 4.00
5000 - m/z 84.10 48.83%
27 84
"“'“'v'“|“'w'“}f“'v'“|“'L?Ew§Zw h'v'“Tﬁ'H“'w'“ﬁ§L'b'“|Z?w'“'v'“|“'w
mz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1513: 2-Pentene, 3-methyl-, (2)-
Wi} - 3.40 3.60 3.80 4.00
m/z 39.00 34 .24%
5000 . 55 84
1 15 | 37.ll, 5%l e165 | 7377
mz--> 0 5 10 15 20 25 30 35 4'0 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 14 A4-Methyl-1,3-pentadiene Concentration Rank 18

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

3.71 1.08 ug/L 46108 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 83
2 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 83
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 81
4 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H10 000926-54-5 80
5 2,4-Hexadiene, (E,Z)- 82 C6H10 005194-50-3 80

Abundance Scan 815 (3.711 min): VU032917.D (-805) (-) m/z 67.00 100.00%
67
= ﬁ/\/\A /\
P 505 o T
36,[,/43 502956 63|, .
e S48 S0ee 3L L Wiz 82.00  26.20%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1203: C2H5CH=CHCH=CH2
67
5000 41 82
3.40 3.60 3.80 4.00
27 54 m/z 39.00 20.47%
B . 7 T e R
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1232: 4-Methyl-1,3-pentadiene
67
3.40 3.60 3.80 4.00
5000 a1 82 m/z 41.00 16.91%
27 54
15 31 38|44 51576083 | 7174 2|,
I A
Abundance #1237: Cyclopentene, 3-methyl-
67 3.40 3.60 3.80 4.00
m/z 79.00 14.11%
5000
39 82
27 ‘ 053 79
I'“'P"ﬁé'“l'“'IJ"P"W"“i?%'P"ﬁ"“l”'W'§§"""14'“lJ"W"“I'“ RSN R S R
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Cyclic3.87 Concentration Rank 15

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

3.87 1.23 ug/L 52516 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 94
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 81
3 Pentane, 3-methylene- 84 C6H12 000760-21-4 72
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 68
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 68

Abundance Scan 865 (3.871 min): VU032917.D (-853) (-) m/z 69.10 100.00%
4 69
55
5000 84
a4 | 5|| 65, 3.60 3.80 4.00 4.20
'W““W“P“W“W““P“W“4'“W“=“WNW““P“L“W““W“P“W“w m/z 41.00 98.59%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
a4
69
5000
- > 84 3.60 3.80 4.00 4.20
‘ J m/z 55.00 61.21%
et Mzl e m |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1512: 2-Pentene, 3-methyl-, (E)-
a4
69
3.60 3.80 4.00 4.20
5000 55 m/z 84.00 51.16%
27 84
"P'“I“'ﬁ?”'P'”Ih'W?E'P?“ l'A'“'i%”I“'W'“§ﬁl“i”“IZZW'“'P'“I”'W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1489: Pentane, 3-methylene-
4 69 3.60 3.80 4.00 4.20
55 m/z 39.00 35.61%
5000 27 84
15 3 51
SN N . < B (11 ST 21X X P £ B2 W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Straight-Chai... Concentration Rank 23

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

3.97 0.80 ug/L 34392 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 53

Abundance Scan 896 (3.971 min): VU032917.D (-881) (-) m/z 43.00 100.00%
43
57
5000
85 SV Waae LA Van A WA
| - 3.60 3.80 4.00 4.20 4.40
R B e L e O m/z 57.10 76 .50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43
57
5000
3.60 3.80 4.00 4.20 4.40
29 85 m/z 56.10 52.81%
15 i 37,| 51 || 63 69 | 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57 360 3.80 4.00 4.20 4.40
5000 m/z 41.00 45_15%
27 85
15 “ 37, 51/ 69 77 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3998: Butane, 2,2,3-trimethyl-
57 3.60 3.80 4.00 4.20 4.40
43 m/z 39.00 26.07%
5000
29 85
15
S S N - = N A e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 17 (DEL) Alkane: Cyclic4.08 Concentration Rank 2

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

4.08 9.84 ug/L 420271 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclohexane 84 C6H12 000110-82-7 86
4 Cyclohexane 84 C6H12 000110-82-7 86
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72

Abundance Scan 930 (4.080 min): VU032917.D (-911) (-) m/z 56.10 100.00%
56
41
5000 69
84 3.80 4.00 4.20 4.40
el 297 Tm/z 41.05 54.92%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.80 4.00 4.20 4.40
o8 m/z 69.05 41.95%
15 84
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1493: Cyclopentane, methyl-
56
41 3.80 4.00 4.20 4.40
5000 m/z 39.00 28.74%
69
‘ 84
I:II-"':I-'SI""I"'I""I""I""I""I"" [rrrrprrrTrTTTT
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1457: Cyclohexane
56 3.80 4.00 4.20 4.40
41 84 m/z 55.05 25.80%
5000 7
69
15 ‘
||2|||‘|||‘|‘||=‘||H|H‘I|‘||||‘|‘||||||||||||| S e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 18 Cyclopentene, 1-methyl- Concentration Rank 21

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

4.76 0.98 ug/L 41887 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 87
2 1,4-Hexadiene 82 C6H10 000592-45-0 83
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 80
4 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 74
5 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 72

Abundance Scan 1141 (4.759 min): VU032917.D (-1134) (-) m/z 67.05 100.00%
67
5000
82
2 53 » 440 460 480 500
2 5 63 ; : ' '
..,....,....,....,....,....,....,..:Iﬁ.‘...,....ﬂ:!!,....,....l::.,....,.:.I:!...,....,... m/z 82.10  31.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1243: Cyclopentene, 1-methyl-
67
5000 82 U MR AR SRR B
440 4.60 4.80 5.00
7 39 e 79 m/z 78.95 19.75%
“,.”.,42}5..q..%ﬁ..n,?g.ﬁ§Ji%ﬁ.,”.ﬁ?J!?§.§9§ﬁl:!.P.?ﬂ.hllu:.P..q..
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1200: 1,4-Hexadiene
67
440 460 480 500
5000 a1 82 m/z 39.00 19.38%
27 54 79
SUN EMl[1.v v SN T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1236: Cyclopentene, 3-methyl-

67 440 4.60 4.80 5.00
m/z 80.95 14.51%

5000
39
27 s 82 [\
| 3236 ‘412 509756 6063, |, 74 79| [

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

5.06 2.59 ug/L 110777 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 43

Abundance Scan 1235 (5.061 min): VU032917.D (-1225) (-) m/z 56.10 100.00%
43 5p
5000 71
85 480 5.00 520 5.40
100 207 m/z 43.00 86.52%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Pentane, 2,3-dimethyl-
43 56
5000
29 71 480 5.00 520 5.40
‘ m/z 41.00 76.13%
'|""|'l"h|'“lW'”L'|%?'%?9"'|""|""|""|""|"'
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3987: Pentane, 2,3-dimethyl-
43 56
480 5.00 520 5.40
5000 29 " m/z 57.05 68.82%
2 1\5 H AL 8\5 100
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3985: Pentane, 2,3-dimethyl-
43 56 480 5.00 520 5.40
m/z 71.05 44 _.81%
5000
29 71
\‘ 1
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 13

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

5.21 1.41 ug/L 60301 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 86
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 74
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 50
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 42

Abundance Scan 1281 (5.209 min): VU032917.D (-1263) (-) m/z 43.10 100.00%
43
57 71
5000
| 85 100 480 5.00 520 5.40 5.60
S —N | NS | N—— ) E———— O - m/z 41.10 73.24%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3977 Hexane, 3-methyl-
43
5000 57 70
29 4.80 5.00 520 5.40 5.60
m/z 71.10 62.42%
s || )l = % 10
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3974 Hexane, 3-methyl-
43
5 71 480 5.00 520 5.40 5.60
5000 m/z 57.00 57 .89%
29
15 \‘ anll sl es || 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3980: Hexane, 3-methyl-
43 480 5.00 520 5.40 5.60
m/z 70.10 56.75%
5000 29 57 71
1 15 ‘ 371l 51| es || 77 85 100
m/z--> 0 10 20 30 40 50 60 70 8 90 100 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 21 (DEL) Alkane: Cyclic5.47 Concentration Rank 19

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

5.47 1.07 ug/L 45703 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 47
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 46
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 46
4 Isopropylcyclobutane 98 C7H14 000872-56-0 43
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 38

Abundance Scan 1362 (5.469 min): VU032917.D (-1351) (-) m/z 70.05 100.00%
70
41 °°
5000
83
‘ |‘ 50, | 65||| il 98 520 540 560 5.80
A | il Wi O 14 44 8 Y s s m/z 55.05 70.83%
m/z--> 10 30 40 50 60 70 8 90 100
Abundance #3392: Cyclopentane, 1,3-dimethyl-
55 70
41
5000 27 520 5.40 5.60 5.80
83 m/z 41.00 64.51%
. ‘ | 0 98
'w'”'w"'m"'d'“'ﬁ“hjw'§%'“'??w"'w"'w"
m/z--> 10 30 40 50 60 70 8 90 100
Abundance #580: Cyclopropane, 1,1-dimethyl-
55
520 5.40 5.60 5.80
5000 39 70 m/z 56.00 60.18%
29
”l"'w"hww"wmﬁ'ﬁ%ﬂm'?%'“‘”"w""w"'l“'
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3410: Cyclopentane, 1,3-dimethyl-, cis-
56 70 520 5.40 5.60 5.80
m/z 43.00 41.34%
41
5000
83
|34 |1} 48 | 6 || 77 | 90 |
m/z--> 10 ' ! 4 50 60 70 8 9 100 520 5.40 560 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

5.52 2.67 ug/L 114196 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 78
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 56
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 50

Abundance Scan 1378 (5.521 min): VU032917.D (-1370) (-) m/z 57.10 100.00%
57
5000
41
69 83 99 520 5.40 5.60 5.80
T R B m/z 56.10 39.03%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #83053: Dodecane, 2,2,11,11-tetramethyl-
g7
5000
520 5.40 5.60 5.80
41 m/z 41.00 30.75%
29 . & 99 113 107 141 155 168 211
m/z--> 0 20 40 60 80 160 150 140 160 180 200
Abundance #7663: Pentane, 2,2,4-trimethyl-
g7
520 5.40 5.60 5.80
5000 m/z 39.00 14 .29%
2 15 M “ . 7183 99 114
m/z--> 0 20 ' 65 80 160 120 140 160 180 200
Abundance #7650: Hexane, 2,2-dimethyl-
57 520 5.40 5.60 5.80
m/z 43.10 14.01%
5000
41
'|"}?|'U"hk"“|'7}'??"??'}}§|""|"" [rTrrr T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Cyclic5.61 Concentration Rank 14

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

5.61 1.26 ug/L 53678 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 83
2 Isopropylcyclobutane 98 C7H14 000872-56-0 74
3 3-Heptene, (E)- 98 C7H14 014686-14-7 72
4 (2)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 62
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 59

Abundance Scan 1406 (5.611 min): VU032917.D (-1395) (-) m/z 56.10 100.00%
96
41
70
5000
83 98
| 5 | 7] | 5.20 5.40 5.60 5.80 6.00
S ¥ - | NS | A N AN S m/z 55.00 77.24%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56
41
70
5000
27 o8 520 540 560 5.80 6.00
a3 m/z 41.00 69.16%
...,1....,.?-%".,...‘!|,.3ﬂ..|,ll...59.u I N A - N -
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3336: Isopropylcyclobutane
56
41
70 520 540 560 5.80 6.00
5000 7 m/z 70.05 60 .46%
98
83
RS RS RARRSRRRRS R "*ﬁ""FTaH "I§?'wl"'??l'h' UNEREE DR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3311: 3-Heptene, (E)-
4 520 540 560 5.80 6.00
m/z 39.00 32.63%
56
5000 69
‘\ \ SQM | 63\“ 77 83 91
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 520 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

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

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

Peak Number 24 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.92  0.59 ug/l 25058  1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,4-trimethyl- 114 csis 000565-75-3 72

2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 56
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50
4 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 25
5 Formic acid, 2-methylbutyl ester 116 C6H1202 1000367-91-1 10
Abundance Scan 1813 (6.919 min): VU032917.D (-1796) (-) m/z 43.10 100.00%
43 71
5000
55
| ||| 95 207 6.60 6.80 7.00 7.20
MMM BSMSSUM S m/z 71.10 82.11%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7654: Pentane, 2,3,4-trimethyl-
43
71
5000
6.60 6.80 7.00 7.20
27 m/z 70.00 59.87%
15 |l .|
m/z--> 0 20 4b 60 85 100 120 140 160 180 200
Abundance #3975: Pentane, 3-ethyl-
43
6.60 6.80 7.00 7.20
5000 1 m/z 41.00 43.48%
29 55
15 | § | 85 100
m/z--> 0 20 40 60 85 100 120 140 160 180 200
Abundance #7658: Pentane, 2,3,4-trimethyl-
43 6.60 6.80 7.00 7.20
- m/z 55.10 24 .58%
5000
55
2 15 J | | 83 99 114
m/z--> 0 25 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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: Straight-Chai... Concentration Rank 24

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

7.04 0.62 ug/L 26492 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
4 Tetradecane 198 C14H30 000629-59-4 47
5 Tridecane 184 C13H28 000629-50-5 47

Abundance Scan 1851 (7.042 min): VU032917.D (-1839) (-) m/z 43.05 100.00%
43
71
57
5000 85
6.80 7.00 7.20 7.40
99
.,....,....,...‘.,.-.'..,|...'.-,....,....,.... et m/z 71.00  70.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7657: Pentane, 2,3,3-trimethyl-
43
5000 R NRANRRARSA R E R
57 71 6.80 7.00 7.20 7.40
27 85 m/z 70.10 60.72%
'I”"P"AL'AI'“'IL'?%"W"”I'”' T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
6.80 7.00 7.20 7.40
5000 - 71 m/z 40.95 59.76%
27 85
'F"}?I""I""I""I"'??'};?I""I"" [rrrr Tt
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57 71 6.80 7.00 7.20 7.40
m/z 57.10 52.63%
43
5000 85
97 113 127
.,....,....,....,....,....,....,....14.1.1.?5.1??.1,?3...,....
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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 Benzene, 1,2,3-trimethyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.76 0.54 ug/L 30218 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3007 (10.758 midr)w): VU032917.D (-3000) (-) m/z 105.05 100.00%
105
120
5000
77 91
39 51 g5 L | 207 10.40 10.60 10.80 11.00
P W RS | AR M VS MMMEUM & G m/z 120.10 54.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105 A
120 A
5000 '|""|'K\'| NV
10.40 10.60 10.80 11.00
77 m/z 77.00 16.82%
15 27 3I9 5:.L ?.5 | 9I1 A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
10.40 10.60 10.80 11.00
5000 m/z 119.00 16.78%
7 o 120
39 51 65
..1.5,.2.7..,....,....,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene .,....,.M..,...D,....,.
105 10.40 10.60 10.80 11.00
m/z 91.00 13.98%
120
5000
27 39 51 5 7 O |
B [ il L ol
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062019\
Data File : VU032917.D

Acq On : 20 Jun 2019 22:03

Operator : JC/SP

Sample : K3413-18DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _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... 1.75 16.5 ug/L 706843 1 5.88 213634 5.0
(DEL) Alkane: Str... 1.95 6.0 ug/L 254940 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 2.04 1.8 ug/L 78310 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 2.13 1.0 ug/L 42911 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 2.18 4.9 ug/L 208824 1 5.88 213634 5.0
(DEL) Alkane: Str... 2.69 4.9 ug/L 208161 1 5.88 213634 5.0
(DEL) Alkane: Str... 2.73 5.5 ug/L 235517 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 2.78 6.8 ug/L 288278 1 5.88 213634 5.0
(DEL) Alkane: Str... 2.98 5.2 ug/L 222145 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 3.17 0.6 ug/L 26205 1 5.88 213634 5.0
(DEL) Alkane: Str... 3.28 1.1 ug/L 48197 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 3.54 1.2 ug/L 49561 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 3.64 1.0 ug/L 40977 1 5.88 213634 5.0
4-Methyl-1,3-pent... 3.71 1.1 ug/L 46108 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 3.87 1.2 ug/L 52516 1 5.88 213634 5.0
(DEL) Alkane: Str... 3.97 0.8 ug/L 34392 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 4.08 9.8 ug/L 420271 1 5.88 213634 5.0
Cyclopentene, 1-m... 4.76 1.0 ug/L 41887 1 5.88 213634 5.0
(DEL) Alkane: Str... 5.06 2.6 ug/L 110777 1 5.88 213634 5.0
(DEL) Alkane: Str... 5.21 1.4 ug/L 60301 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 5.47 1.1 ug/L 45703 1 5.88 213634 5.0
(DEL) Alkane: Str... 5.52 2.7 ug/L 114196 1 5.88 213634 5.0
(DEL) Alkane: Cyc... 5.61 1.3 ug/L 53678 1 5.88 213634 5.0
(DEL) Alkane: Str... 6.92 0.6 ug/L 25058 1 5.88 213634 5.0
(DEL) Alkane: Str... 7.04 0.6 ug/L 26492 1 5.88 213634 5.0
Benzene, 1,2,3-tr... 10.76 0.5 ug/L 30218 3 11.48 280184 5.0
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