LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample = K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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_V\METHOD\SOMVTR102919WMA .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 1.225 37 42 47 rVB 62873 53599 1.79% 0.218%
2 1.315 61 70 81 rBV 403099 431882 14.39% 1.757%
3 1.582 146 153 164 rBvY 182070 208489 6.95% 0.848%
4 1.647 165 173 185 rVB 282815 348813 11.62% 1.419%
5 1.823 222 228 240 rVB3 36275 64944 2.16% 0.264%
6 2.042 288 296 307 rvB 126509 175509 5.85% 0.714%
7 2.126 313 322 339 rvB 333996 481192 16.03% 1.957%
8 2.502 429 439 446 rBV3 69753 138259 4.61% 0.562%
9 2.550 447 454 462 rVV 97642 191921 6.39% 0.781%
10 2.598 462 469 481 rVB 150735 257356 8.57% 1.047%
11 2.785 514 527 540 rBvV 90330 179549 5.98% 0.730%
12 3.306 677 689 701 rBV2 23800 46998 1.57% 0.191%
13 3.621 777 787 800 rvB6 22023 49304 1.64% 0.201%

14 3.804 825 844 861 rBvV 241022 614198 20.46% 2.498%
15 3.965 881 894 931 rBV2 147993 729322 24 _.30% 2.967%

16 4.399 1013 1029 1050 rBV 295540 736208 24.53% 2.995%

17 4_.505 1054 1062 1073 rVB4 18602 37871 1.26% 0.154%
18 4.720 1113 1129 1146 rBV3 219776 535600 17.84% 2.179%
19 4.810 1146 1157 1167 rVB7 13921 35632 1.19% 0.145%
20 4.952 1185 1201 1204 rBV5 32462 61543 2.05% 0.250%

21 5.093 1228 1245 1252 rBvV2 715351 1631762 54.36% 6.638%
22 5.145 1252 1261 1276 rVB 1425236 3001675 100.00% 12.210%
23 5.219 1278 1284 1292 rVB3 32818 44914 1.50% 0.183%
24 5.367 1318 1330 1344 rVB3 105085 233288 7.77% 0.949%
25 5.663 1408 1422 1440 rBV 452535 940691 31.34% 3.827%

26 6.116 1550 1563 1572 rBV 399540 834151 27.79%% 3.393%
27 6.171 1574 1580 1599 rvB2 258053 521815 17.38% 2.123%

28 6.405 1641 1653 1666 rVB3 45065 81928 2.73% 0.333%
29 6.505 1674 1684 1696 rBV3 19522 39215 1.31% 0.160%
30 6.675 1727 1737 1750 rVB8 28096 58548 1.95% 0.238%
31 6.843 1774 1789 1797 rBvV2 26346 51943 1.73% 0.211%
32 7.026 1832 1846 1864 rBV 199109 380171 12.67% 1.546%
33 7.209 1893 1903 1917 rVB3 45556 89384 2.98% 0.364%

34 7.306 1920 1933 1938 rBV2 61467 109440 3.65% 0.445%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample = K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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
Title

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

35 7.357 1938 1949 1965 rVvVv 791954 1392709 46.40% 5.665%

36 7.431 1965 1972 1981 rVVv 37542 60996 2.03% 0.248%
37 7.550 2004 2009 2018 rVB9 19476 32467 1.08% 0.132%
38 7.662 2035 2044 2051 rBvV 104673 179478 5.98% 0.730%
39 7.826 2078 2095 2105 rBv4 29494 62735 2.09% 0.255%
40 8.135 2180 2191 2223 rBV2 727860 1635481 54.49% 6.653%
41 8.273 2227 2234 2242 rVV8 35839 71593 2.39% 0.291%
42 8.328 2242 2251 2261 rVV 58353 103568 3.45% 0.421%
43 8.392 2261 2271 2281 rVB4 30604 62876 2.09% 0.256%
44 8.550 2311 2320 2330 rVB4 16651 30809 1.03% 0.125%
45 8.894 2415 2427 2445 rBV 712688 1182664 39.40% 4.811%
46 9.055 2469 2477 2489 rVB 48870 81472 2.71% 0.331%
47 9.183 2509 2517 2530 rVV 96233 167623 5.58% 0.682%
48 9.746 2684 2692 2702 rVB6 20405 31408 1.05% 0.128%

49 9.971 2752 2762 2774 rBV 81874 134338 4.48% 0.546%
50 10.257 2841 2851 2868 rBV 286467 466213 15.53% 1.896%

51 10.395 2880 2894 2908 rBV 135846 231991 7.73% 0.944%
52 10.514 2922 2931 2940 rBV 50017 76424 2.55% 0.311%
53 10.778 3005 3013 3021 rBV 30423 50267 1.67% 0.204%
54 11.289 3161 3172 3187 rBV 856050 1312970 43.74% 5.341%
55 11.572 3247 3260 3277 rBV 403770 716731 23.88% 2.916%

56 11.666 3277 3289 3310 rVvV 834056 1332862 44.40% 5.422%
57 12.058 3401 3411 3417 rBV 132594 195607 6.52% 0.796%
58 12.157 3431 3442 3463 rBV 201490 360422 12.01% 1.466%
59 12.456 3526 3535 3545 rVB 80547 119337 3.98% 0.485%
60 12.592 3570 3577 3585 rBV6 23173 33772 1.13% 0.137%

61 12.768 3624 3632 3650 rVB 111508 188848 6.29% 0.768%
62 12.926 3664 3681 3691 rBV2 259491 421069 14.03% 1.713%

63 13.090 3724 3732 3743 rVB4 41880 67357 2.24% 0.274%
64 13.209 3759 3769 3776 rBV5 22073 37861 1.26% 0.154%
65 13.257 3776 3784 3793 rVV 42614 71390 2.38% 0.290%
66 13.312 3793 3801 3812 rVV3 47103 75066 2.50% 0.305%
67 13.415 3826 3833 3839 rVB2 30501 41563 1.38% 0.169%
68 13.550 3866 3875 3884 rBV 76597 121173 4.04% 0.493%
69 14.132 4048 4056 4065 rBV 16356 35075 1.17% 0.143%
Sum of corrected areas: 24583329
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 4

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

1.65 1.85 ug/L 348813 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 94
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 90
4 Pentane 72 C5H12 000109-66-0 37
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 12

Abundance Scan 174 (1.650 min): VV013429.D (-165) (-) m/z 43.05 100.00%

5000

72 1.40 1.60 1.80 2.00

m/z 42.05 87 .38%

95 114129144161 185 207222 250265 283
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
43
5000
1.40 1.60 1.80 2.00
27 m/z 41.10 85.67%
72
wﬁwmwmmwwm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #713: Butane, 2-methyl-
43
1.40 1.60 1.80 2.00
5000 ) m/z 57.05 70.04%
72
.ﬁ.ﬂpﬂnL.ﬂ“.L,””,””,””,””,””,”.q”.q”.q”.w”.q”.
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #712: Butane, 2-methyl- R REEREEE R
43 1.40 1.60 1.80 2.00
m/z 39.00 27.71%
5000 27
> 72
m/z--> 0 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\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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: Cyclic2.04 Concentration Rank 11

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

2.04 0.93 ug/L 175509 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, (E)- 70 C5H10 000646-04-8 87
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 83
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83

Abundance Scan 295 (2.039 min): VV013429.D (-288) (-) m/z 55.10 100.00%

5000
39

-

1.80 2.00 2.20 2.40
m/z 70.05 43.82%

186 107 134 154 177194 219236 254 282297

0!

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
5000 39 70

1.80 2.00 2.20 2.40
m/z 39.00 29.47%

15

memwwmmwm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-

55
1.80 2.00 2.20 2.40
5000 o m/z 41.00 27.33%
3

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

?

Abundance #571: 2-Butene, 2-methyl-

55 1.80 2.00 2.20 2.40

m/z 42.05 23.95%
5000
3 70
5]
e e e e e e e e e e e e

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 Cyclopentene Concentration Rank 14

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

2.50 0.73 ug/L 138259 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentene 68 C5H8 000142-29-0 81
2 Cyclopentene 68 C5H8 000142-29-0 72
3 Cyclopentene 68 C5H8 000142-29-0 72
4 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 72
5 2,3-Diazabicyclo[2.2.1]-hept-2-ene 96 C5H8N2 002721-32-6 50

Abundance Scan 438 (2.499 min): VV013429.D (-429) (-) m/z 67.05 100.00%

5000

220 2.40 2.60 2.80

86 99 116 139 157 178 198

235250 279

0 m/z 68.10 37.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
5000 IAJLI/I\\II
220 2.40 2.60 2.80
39 53 m/z 39.00 22.87%

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

Abundance #426: Cyclopentene
67
2.20 2.40 2.60 2.80
5000 m/z 53.00 20.38%
39 53
15
ﬁwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #429: Cyclopentene
67 2.20 2.40 2.60 2.80
m/z 41.95 14_.97%
5000
39
53
15
wwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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: Straight-Chai... Concentration Rank 9

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

2.55 1.02 ug/L 191921 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 37
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 37

Abundance Scan 454 (2.550 min): VV013429.D (-447) (-) m/z 43.10 100.00%

43
5000 71

220 240 260 280

SN O 7SS 1 UM ey i o
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
5000
97 - 220 2.40 2.60 2.80

m/z 41.05 43.24%

2 86
mﬁmmwmmwwm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1823: Pentane, 2-methyl-
43

220 2.40 2.60 2.80

5000 m/z 42.10 41.15%
27 71
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43 2.20 2.40 2.60 2.80

m/z 39.10 20.09%

5000 1
27
H \‘ ‘\H ‘ é7
T .

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 (DEL) Alkane: Cyclic2.60 Concentration Rank 7

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

2.60 1.37 ug/L 257356 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane 70 C5H10 000287-92-3 80
2 Cyclopentane 70 C5H10 000287-92-3 72
3 1-Pentene 70 C5H10 000109-67-1 59
4 1-Pentene 70 C5H10 000109-67-1 59
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 56

Abundance Scan 470 (2.602 min): VV013429.D (-462) (-) m/z 42.10 100.00%

2

5000

A

220 240 2.60 2.80 3.00
96 111 130 163 183 209 233250 281 m/z 55.00 43_72%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
42
5000

70 220 2.40 2.60 2.80 3.00
m/z 41.10 38.47%

27

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

Abundance #555: Cyclopentane
42
2.20 2.40 2.60 2.80 3.00
5000 m/z 70.10 37.14%
70
|||
.,....,.‘a‘..‘i‘....,....,....,....,....,....,....,....,....,....,....,....,..
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #551: 1-Pentene RERSEEEE SRS R S
4 2.20 2.40 2.60 2.80 3.00
m/z 39.00 27 .10%
5000 70
2
R A wa s a e e R Adaamasmanss sasa s o
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2,20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 10

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

2.78 0.95 ug/L 179549 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 64
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 525 (2.778 min): VV013429.D (-514) (-) m/z 57.10 100.00%
g7
41
5000
M B
240 2.60 2.80 3.00 3.20
86
Ol prrreprrrotbotl e 25, 118132 153169 100216 202 262281 | o 55 10 g9 62
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
41
5000
240 2.60 2.80 3.00 3.20
m/z 41.10 68.55%
26 86
WWHTWWTWWWTWWW
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1827: Pentane, 3-methyl-
57
41 240 2.60 2.80 3.00 3.20
5000 m/z 43.05 25.65%
ol \“ 86
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1826: Pentane, 3-methyl-
57 240 2.60 2.80 3.00 3.20
4 m/z 38.95 16.47%
5000
W'}i“'w”'P'”E?W”'W”“I“”P“'P”W“”I””P“W'”W””
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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: Cyclic3.80 Concentration Rank 1

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

3.80 3.26 ug/L 614198 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclohexane 84 C6H12 000110-82-7 80
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
4 Cyclohexane 84 C6H12 000110-82-7 80
5 Cyclohexane 84 C6H12 000110-82-7 72

Abundance Scan 843 (3.801 min): VV013429.D (-825) (-) m/z 56.10 100.00%

5000

I

3.40 3.60 3.80 4.00 4.20
111 128 167 204 222 262 281 m/z 41.05 54.87%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41
5000

3.40 3.60 3.80 4.00 4.20

- o m/z 69.05 40.84%

84

ﬁwm‘wwwmwmm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1457: Cyclohexane
56

41 84

3.40 3.60 3.80 4.00 4.20

5000 7 m/z 55.05 28.67%

2
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #1493: Cyclopentane, methyl-
56 340 3.60 3.80 4.00 4.20
a1 m/z 39.00 23.26%
5000
27 84
1
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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: Cyclic5.37 Concentration Rank 8

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

5.37 1.24 ug/L 233288 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90

Abundance Scan 1331 (5.370 min): VV013429.D (-1318) (-) m/z 56.05 100.00%

5000

5.00 5.20 5.40 560 5.80
m/z 70.05  73.79%

121 148 176 207222 240 257 281
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
41 %6
5000 LI L L I L L L B
5.00 5.20 5.40 5.60 5.80
8398 m/z 55.00 71.78%
26
Wmﬁmwmwwwmm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56
41
5.00 5.20 5.40 5.60 5.80
5000 m/z 41.00 62.62%
98
83
15
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3391: Cyclopentane, 1,2-dimethyl-
56 5.00 5.20 5.40 5.60 5.80
m/z 69.10 29.67%
41
5000
83 98
2
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 520 5.40 5.60 5.80

SOMVTR102919WMA .M Fri Nov 01 14:03:46 2019 RPT1 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 Benzene, propyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.40 0.88 ug/L 231991 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 81
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 74
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 59

Abundance Scan 2895 (10.399 min): VV013429.D (-2880) (-) m/z 91.10 100.00%
g1
5000
120
65
39 105 10.00 10.20 10.40 10.60 10.80
e e 243, 167 193207 250 267281 m/z 120.10 22.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
5000
10.00 10.20 10.40 10.60 10.80
120 m/z 65.00 11.54%
39 65 105

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

Abundance #9407: Benzene, propyl-
91
10.00 10.20 10.40 10.60 10.80
5000 m/z 92.00 9.85%
a0 65 120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91 10.00 10.20 10.40 10.60 10.80
m/z 77.95 6.47%
5000
120
65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60 10.80

SOMVTR102919WMA .M Fri Nov 01 14:03:47 2019 RPT1

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.57 2.73 ug/L 716731 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 68
3 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 62
5 Indane 118 C9H10 000496-11-7 55
Abundance Scan 3259 (11.569 min): VV013429.D (-3247) (-) m/z 117.10 100.00%
147
5000
39 51 63 o 1120 11.40 11.60 11.80
51 77 103 : . . )
ok 147 167 193 m/z 118.10 54.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
5000 LN DAL B B
11.20 11.40 11.60 11.80
o1 m/z 115.10 42 _.13%
15 27 39 51 63 77 103
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117
11.20 11.40 11.60 11.80
5000 o1 m/z 116.10 16.70%
39
51 63 103
27 77
..1.5,.‘...“i‘..“:.‘,“U..”a“,..‘l.,“...l‘,....,....,....,....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8979: 7-Methylenecycloocta-1,3,5-triene
117 11.20 11.40 11.60 11.80
m/z 91.05 15.04%
5000
91
39 78
‘ 56 65 1?3
i H\ 1 \H ‘\ bl L LU
m/z--> 20 40 60 80 100 120 140 160 180 ' 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 o-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.06 0.74 ug/L 195607 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
4 p-Cymene 134 C10H14 000099-87-6 94
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 94
Abundance Scan 3412 (12.061 min): VV013429.D (-3401) (-) m/z 119.05 100.00%
119
5000
134
91
39 65 11.80 12.00 12.20 12.40
Ol e o 149165198 215232 260 281 7134 10 26.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
5000
134 11.80 12.00 12.20 12.40
91 m/z 91.00 15.04%
15 41 65
wmmmmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
11.80 12.00 12.20 12.40
5000 m/z 117.10 12.01%
134
91
'%ﬁ"'j&'“'ﬁ?'ﬁv"'l“'u SRS BARAS SARS SARAS SRS SRASE BULSS BARSS SRRRI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119 11.80 12.00 12.20 12.40
m/z 120.10 9.46%
5000
134
91
15 41 65 |
mz-> 20 40 60 80 100 120 180 160 180 200 230 240 260 280 11.80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.16 1.37 ug/L 360422 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 83
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 80
4 Indan, 1l-methyl- 132 C10H12 000767-58-8 76
5 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 72

Abundance Scan 3443 (12.161 min): VV013429.D (-3431) (-) m/z 117.05 100.00%

5000

-

11.80 12.00 12.20 12.40
m/z 115.05  35.96%

150

175191 208 234 253 274

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
117
5000 132
11.80 12.00 12.20 12.40
91 m/z 132.05 28.33%
27 51 7
mﬂmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14031: Indan, 1-methyl-
117
11.80 12.00 12.20 12.40
5000 m/z 90.95 13.64%
132
39 65 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14067: Benzene, (2-methyl-2-propenyl)-
7 11.80 12.00 12.20 12.40

m/z 118.05 10.20%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 Benzene, (2-methyl-2-propen... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.77 0.72 ug/L 188848 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 83
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81
3 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
4 Indan, 1l-methyl- 132 C10H12 000767-58-8 68
5 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 68

Abundance Scan 3633 (12.772 min): VV013429.D (-3624) (-) m/z 117.05 100.00%

5000

12.40 12.60 12.80 13.00
m/z 132.05  37.18%

207 228 251

288

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
91 132
5000
12.40 12.60 12.80 13.00
3 65 m/z 115.10 29.51%
15
wmmmﬁmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
12.40 12.60 12.80 13.00
5000 15 m/z 131.05 19.12%
39 65 91 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117 12.40 12.60 12.80 13.00
m/z 91.00 12.16%
5000 132
91
® s 1]
IIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIII
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\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample : K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.93 1.60 ug/L 421069 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 70
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
Abundance Scan 3682 (12.929 min): VV013429.D (-3664) (-) m/z 117.10 100.00%
5000
12.60 12.80 13.00 13.20
147163 205 248 267 296 m/z 132.10 37 820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132
5000
o1 12.60 12.80 13.00 13.20
51 m/z 119.10 36.33%
21 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132 12.60 12.80 13.00 13.20
5000 m/z 115.00 34 .49%
91
51
.”“.”“ﬂhﬂ”ﬁ.LWM.MJ”,””“.”“”..”..”.””,””“.”“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14033: 3-Phenylbut-1-ene
117 12.60 12.80 13.00 13.20
m/z 131.10 19.28%
5000
91 132
39 6 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV103019\
Data File : VV013429.D

Acq On : 30 Oct 2019 13:26

Operator : SY/MD

Sample = K5597-05DL2 100X

Misc : 25_.0ML/MSVOA_V/WATER

ALS Vial : 8 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... 1.65 1.9 ug/L 348813 1 5.66 940691 5.0
(DEL) Alkane: Cyc... 2.04 0.9 ug/L 175509 1 5.66 940691 5.0
Cyclopentene 2.50 0.7 ug/L 138259 1 5.66 940691 5.0
(DEL) Alkane: Str... 2.55 1.0 ug/L 191921 1 5.66 940691 5.0
(DEL) Alkane: Cyc... 2.60 1.4 ug/L 257356 1 5.66 940691 5.0
(DEL) Alkane: Str... 2.78 0.9 ug/L 179549 1 5.66 940691 5.0
(DEL) Alkane: Cyc... 3.80 3.3 ug/L 614198 1 5.66 940691 5.0
(DEL) Alkane: Cyc... 5.37 1.2 ug/L 233288 1 5.66 940691 5.0
Benzene, propyl- 10.40 0.9 ug/L 231991 3 11.29 1312970 5.0
Indane 11.57 2.7 ug/L 716731 3 11.29 1312970 5.0
o-Cymene 12.06 0.7 ug/L 195607 3 11.29 1312970 5.0
Benzene, l-etheny... 12.16 1.4 ug/L 360422 3 11.29 1312970 5.0
Benzene, (2-methy... 12.77 0.7 ug/L 188848 3 11.29 1312970 5.0
Benzene, 2-etheny... 12.93 1.6 ug/L 421069 3 11.29 1312970 5.0
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