LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 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 X\METHOD\SOMXTRO80720WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.166 170 177 186 rBV 1300215 1856021 2.55% 0.793%
3.824 438 449 468 rBV 2086392 5615420 7.71% 2.398%
590045 1909249 2.62% 0.815%
6.123 802 826 840 rBV 19103406 52445515 72.00% 22.395%
6.830 931 942 954 rBV 302542 750578 1.03% 0.321%
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8.695 1242 1248 1253 rBV 557166 894567 1.23% 0.382%
8.775 1253 1261 1276 rVB2 42939254 72843892 100.00% 31.106%
820520 1119240 1.54% 0.478%
10.122 1467 1482 1490 rBY 8949705 12766188 17.53% 5.451%
10.238 1495 1501 1506 rBY 9997495 13030560 17.89% 5.564%
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11 10.341 1512 1518 1527 rBV 24338110 33772899 46.36% 14.422%
12 10.683 1568 1574 1585 rVB 8891036 11217475 15.40% 4_.790%
13 11.000 1620 1626 1632 rBV 1919941 2530312 3.47% 1.080%
14 11.341 1676 1682 1689 rBV2 1094971 1477839 2.03% 0.631%
15 11.421 1689 1695 1697 rBV2 1117415 1682870 2.31% 0.719%

16 11.494 1703 1707 1713 rVB 813273 1018403 1.40% 0.435%
17 11.652 1729 1733 1738 rVB 1181303 1389007 1.91% 0.593%
18 11.792 1751 1756 1763 rVB 3513985 4358439 5.98% 1.861%
19 12.067 1795 1801 1807 rBV3 792300 1779531 2.44% 0.760%
20 12.128 1807 1811 1817 rVB 1761347 2176622 2.99% 0.929%

21 12.286 1830 1837 1844 rBV 2306827 2993059 4.11% 1.278%
22 12.365 1844 1850 1858 rVB3 1113241 2281207 3.13% 0.974%
23 12.579 1878 1885 1893 rBV3 318713 800599 1.10% 0.342%
24 12.871 1926 1933 1939 rVB3 781275 1269765 1.74% 0.542%
25 13.329 1998 2008 2013 rBV2 416975 752389 1.03% 0.321%

26 13.816 2083 2088 2096 rVB 1107372 1448977 1.99% 0.619%

Sum of corrected areas: 234180623
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
VX017899.D

14 Aug 2020 14:53

JC/SP

L3697-04

25.0mL/MSVOA X/WATER

14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _M

Quant Title

TIC Library

- TRACE VOA SOMO1.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 1 Ethyl ether Concentration Rank 2

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

2.17 12.36 ug/L 1856020 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 90
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 90
4 Ethvl ether 74 C4H100 000060-29-7 90
5 Boron trifluoride etherate 142 C4H10BF30 000109-63-7 64

Abundance Scan 178 (2.172 min): VX017899.D (-170) (-) m/z 59.00 100.00%
59
74
5000
4 S L NG —
1.80 2.00 2.20 2.40 2.60
ol 98 117135152 171 190207 235252269 295 n/z 74.10 73520

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #842: Ethyl ether
31

5000 59 e
1.80 2.00 2.20 2.40 2.60

5 74 m/z 45.00 72.45%

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

Abundance
31
59 AR L T
74 1.80 2.00 2.20 2.40 2.60
5000 m/z 43.00 21.84%
15
WWWWWWWWW
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #841: Ethyl ether EEEEE R R R R
31 1.80 2.00 2.20 2.40 2.60
m/z 41.00 13.18%
5000 59
74
T
| ‘
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 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 2 Diisopropyl ether Concentration Rank 1

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

3.82 37.41 ug/L 5615420 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diisopropvl ether 102 C6H140 000108-20-3 83
2 Diisopropvl ether 102 C6H140 000108-20-3 83
3 Diisopropvl ether 102 C6H140 000108-20-3 78
4 Ether. 2-chloro-1-methvlethvl is... 136 C6H13CIO 098277-76-0 64
5 Acetoin 88 C4H802 000513-86-0 59

Abundance Scan 448 (3.818 min): VX017899.D (-438) (-) m/z 45.00 100.00%
45
5000 ]\
87 SN S G
59 | 340 3.60 3.80 4.00 4.20
Obrrrrrrek 3, | 102008 147 170 101207 220 %81 5795 48.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4423: Diisopropy! ether
45
5000 LN I I L I
3.40 3.60 3.80 4.00 4.20
87 m/z 87.10 25.91%
27 S
I, | | 102
m/z--> 20 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
340 3.60 3.80 4.00 4.20
5000 m/z 41.00 17.12%
87
59
27 102
wﬁwwmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4429: Diisopropy! ether
45 3.40 3.60 3.80 4.00 4.20
m/z 59.00 11.28%
5000
87
27 | % |
m/z--> 20 46 60 80 100 120 140 160 180 200 220 240 260 280 340 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 3 Benzene, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.34 4_.15 ug/L 1477840 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 60
2 Benzene. propvl- 120 C9H12 000103-65-1 53
3 n-Butvlbenzvlamine 163 C11H17N 002403-22-7 49
4 Propanenitrile. 3-T(phenvimethvl... 160 C10H12N2 000706-03-6 47
5 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 47
Abundance Scan 1682 (11.341 min): VX017899.D (-1676) (-) m/z 91.05 100.00%
o
5000
. 120
43 of 71 11.00 11.20 11.40 11.60
05
S B0 1 N .,.-...!'..?.37. 155 176103 220234249265281 | "/z 120.10  23.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
el
5000
11.00 11.20 11.40 11.60
120 m/z 57.00 12.87%
39 8 |05 |
miz-> 20 4b 80 80 100 130 150 160 180 200 250 240 260 80
Abundance
91
11.00 11.20 11.40 11.60
5000 m/z 43.00 11.50%
120
5 39 65 105
Wwwwﬁwwmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32893: n-Butylbenzylamine
9 11.00 11.20 11.40 11.60
m/z 64.95 11.12%
5000 120
65
8,% | 1% 13 163
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 4 Benzene, l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.42 4.73 ug/L 1682870 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1695 (11.421 min): VX017899.D (-1689) (-) m/z 105.10 100.00%
105
5000
120
77
39 11.20 11.40 11.60 11.80
Obrrrprrrepreh eyt e 202, 188 207 228 291 283299 | "m/z 120.10 31.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.20 11.40 11.60 11.80
m/z 91.00 13.99%
39 77
59 ‘
m/z--> 20 4b 60 85 100 150 140 160 180 200 220 240 260 280 300
Abundance
105
11.20 11.40 11.60 11.80
5000 m/z 77.00 11.48%
120
39 5o 77
Wmmmwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105 11.20 11.40 11.60 11.80
m/z 106.10 8.68%
5000
120
15 39 59 A
m/z--> 20 40 65 85 160 150 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 5 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.49 2.86 ug/L 1018400 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
Abundance Scan 1706 (11.488 min): VX017899.D (-1703) (-) m/z 105.05 100.00%
105
5000 120
39 g3 7% 11.20 11.40 11.60 11.80
e b k147162 208 251 282 | u 050705 47610
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
. m/z 91.00 14 ._.70%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 77.00 12.88%
39 g3 /791
Wmmwmwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9399: Mesitylene
105 11.20 11.40 11.60 11.80
120 m/z 119.10 12.07%
5000
39 77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 6 Mesitylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.90 ug/L 1389010 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1733 (11.652 min): VX017899.D (-1729) (-) m/z 105.10 100.00%
105
5000
120
77 91
39 63 11.40 11.60 11.80 12.00
Obrrrrrrrrkr ol 138 189 185 207 227 267281 | 77 120.05  30.41%
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 11.40 11.60 11.80 12.00
m/z 77.00 12.03%
39 77 91
IIII'"'I''I"(I:;??"'LII""II IREN SREEE BRARE BRREE LRLRE BRAAN BRREN LRRRE LR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.40 11.60 11.80 12.00
5000 m/z 91.10 11.90%
39 g3 /791

WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9427: Benzene, 1-ethyl-2-methyl-

11.40 11.60 11.80 12.00
m/z 79.00 9.77%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 7 Benzene, 1,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 12.25 ug/L 4358440 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. 1. 2 4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
Abundance Scan 1756 (11.792 min): VX017899.D (-1751) (-) m/z 105.10 100.00%
105
5000 120
7791 11.40 11.60 11.80 12.00 12.20
51
Obrrr et b b M 138154 177191208 219 | /7 120.05  46.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.40 11.60 11.80 12.00 12.20
27 m/z 77.00 12.14%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.40 11.60 11.80 12.00 12.20
5000 m/z 119.10 11.59%
g 51 79
memmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9412: Benzene, 1,2,3-trimethyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 91.10 10.36%
5000 120
77
15‘3‘9‘6‘3 91”\
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _M
Quant Title : TRACE VOA SOM01.0

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

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

Peak Number 8 Benzene, l-ethenyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.29 8.41 ug/L 2993060 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 83
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
3 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 64
4 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
Abundance Scan 1838 (12.292 min): VX017899.D (-1830) (-) m/z 117.10 100.00%
117
5000
91 A RARAA RAR A BB SR
39 6377 134 12.00 12.20 12.40 12.60
o 163177 200 221 249 267281 m/z 118.05 56_36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117
5000 AN SN BN B
91 12.00 12.20 12.40 12.60
m/z 115.00 35.77%
39 58 47
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 119.05 31.36%
91
o7 5165
Wmﬁwﬁwﬂwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8954: (2)-1-Phenylpropene
117 12.00 12.20 12.40 12.60
m/z 105.05 27 .02%
5000 o1
51 g5
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 X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 9 Cyclohexanone, 3,3,5-trimet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.58 2.25 ug/L 800599 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 90
2 Cvclohexanone. 3.3.5-trimethvl- 140 C9H160 000873-94-9 90
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 89
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 86
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 86
Abundance Scan 1885 (12.579 min): VX017899.D (-1878) (-) m/z 83.05 100.00%
83
119
69
5000 a1 55
105 12.20 12.40 12.60 12.80
o! 153168 190 209 m/z 119.10  77.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
a3
69
5000
55 12.20 12.40 12.60 12.80
4l 140 m/z 69.00 49.18%
27 | a7 125
SN P P . R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83
12.20 12.40 12.60 12.80
5000 69 m/z 55.00 40.78%
41
- o 195140
wmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119 12.20 12.40 12.60 12.80
m/z 41.00 35.92%
5000
134
15 | J ‘ 7 91105 |
| TR 1l
m/z--> 20 40 eb 80 160 120 150 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 10 3-Octanol, 3,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.87 3.57 ug/L 1269770 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3.6-dimethvl- 158 C10H220 000151-19-9 90
2 3-0Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 50
3 3-0Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 37
4 3-Octanol. 3.7-dimethvl- 158 C10H220 000078-69-3 32
5 3-Octanol, 3,7-dimethyl- 158 C10H220 000078-69-3 28
Abundance Scan 1933 (12.871 min): VX017899.D (-1926) (-) m/z 73.05 100.00%
7B
5000 55
‘T ‘ 11 129 e T e a0
143 : : : :
SR 0 R U I PF SR e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29642: 3-Octanol, 3,6-dimethyl-
7B
5000
12.60 12.80 13.00 13.20
m/z 69.10 36.26%
129
||‘. ||I ..| ‘ 96 111 | 1.43
m/z--> 25 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance
73
12.60 12.80 13.00 13.20
5000 m/z 43.00 27 .00%
55
29 g7 1129943
wmmwwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29654: 3-Octanol, 3,7-dimethyl-
73 12.60 12.80 13.00 13.20
m/z 41.05 19.08%
55
5000 27
111 129
A3 \u A L9 L \¥|43157 S
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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX081420\
Data File : VX017899.D

Aca On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _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 11 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.33 2.11 ug/L 752389 1,4-Dichlorobenzene-d4 12.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 64
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 64
4 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 64
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 50

Abundance Scan 2008 (13.329 min): VX017899.D (-1998) (-) m/z 119.10 100.00%

119
5000 134

13.00 13.20 13.40 13.60
m/z 117.05  90.29%

151166 184 208 235 258 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117
5000 132
91 13.00 13.20 13.40 13.60
39 ‘ m/z 134.10 42 .44%
.}ﬁm”,”thJLh.m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
132 13.00 13.20 13.40 13.60
5000 o1 m/z 115.10 33.20%
39 65
15
WWWTWTWWTWWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117 13.00 13.20 13.40 13.60
m/z 132.10 31.41%
132
5000 91
51
27
7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX081420\
Data File : VX017899.D

Acq On : 14 Aug 2020 14:53

Operator : JC/SP

Sample : L3697-04

Misc : 25.0mL/MSVOA_X/WATER

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\SOMXTRO80720WMA _M
Quant Title : 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]
Ethyl ether 2.17 12.4 ug/L 1856020 1 6.83 750578 5.0
Diisopropyl ether 3.82 37.4 ug/L 5615420 1 6.83 750578 5.0
Benzene, propyl- 11.34 4.2 ug/L 1477840 3 12.07 1779530 5.0
Benzene, l-ethyl-_.. 11.42 4.7 ug/L 1682870 3 12.07 1779530 5.0
Benzene, 1,2,3-tr... 11.49 2.9 ug/L 1018400 3 12.07 1779530 5.0
Mesitylene 11.65 3.9 ug/L 1389010 3 12.07 1779530 5.0
Benzene, 1,2,4-tr... 11.79 12.3 ug/L 4358440 3 12.07 1779530 5.0
Benzene, l-etheny... 12.29 8.4 ug/L 2993060 3 12.07 1779530 5.0
Cyclohexanone, 3,... 12.58 2.3 ug/L 800599 3 12.07 1779530 5.0
3-Octanol, 3,6-di... 12.87 3.6 ug/L 1269770 3 12.07 1779530 5.0
Benzene, l-methyl... 13.33 2.1 ug/L 752389 3 12.07 1779530 5.0
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