LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample : J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 W\METHOD\82W090118S.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.794 27 34 51 rVB 6743831 11508022 2.85% 0.308%
2 9.397 1276 1281 1291 rVB 1729033 4417888 1.09% 0.118%
3 9.616 1305 1317 1333 rBv2 2742211 9149263 2.27% 0.245%
4 9.762 1333 1341 1357 rBVvV2 3605822 10117289 2.50% 0.271%
5 9.915 1357 1366 1375 rBvV 3718203 14082797 3.49% 0.377%

10.006 1375 1381 1389 rVB 5461686 12755729 3.16% 0.341%
10.098 1390 1396 1400 rBV 3724810 9431260 2.34% 0.252%
1413 1422 1429 rBV5 1978445 6631046 1.64% 0.177%
10.329 1429 1434 1448 rVB 3466788 9179577 2.27% 0.246%
10.500 1448 1462 1475 rBV 12459809 47152286 11.67% 1.262%

O © o~ O
=
o
N
Ul
o

11 10.683 1475 1492 1502 rBV2 42627061 156062883 38.64% 4.177%
12 10.781 1502 1508 1512 rBV2 13958246 35896927 8.89% 0.961%
13 10.866 1517 1522 1530 rBV2 12296306 28025612 6.94% 0.750%
14 10.970 1531 1539 1550 rBV4 58756500 253926401 62.87% 6.797%
15 11.085 1550 1558 1566 rBV4 31225794 118514655 29.34% 3.172%

16 11.250 1579 1585 1586 rBV4 90839298 151821839 37.59% 4.064%
17 11.360 1599 1603 1613 rBV5 40739700 164874686 40.82% 4.413%
18 11.732 1653 1664 1668 rBV8 17449232 71115060 17.61% 1.904%
19 11.847 1668 1683 1687 rBV8 80047620 403897333 100.00% 10.811%
20 12.024 1708 1712 1715 rBV3 17282092 29576363 7.32% 0.792%

21 12.658 1811 1816 1821 rVB3 80405802 154810165 38.33% 4.144%
22 12.738 1821 1829 1834 rBV7 92457042 296723501 73.47% 7.942%
23 12.890 1849 1854 1859 rBV4 75113880 197783275 48.97% 5.294%
24 13.103 1884 1889 1893 rBV4 47644263 101034095 25.01% 2.704%
25 13.146 1893 1896 1899 rVV4 36606221 66216770 16.39% 1.772%

26 13.195 1899 1904 1916 rVB10 87667764 294494367 72.91% 7.883%
27 13.311 1916 1923 1927 rBV3 45736444 119370822 29.55% 3.195%
28 13.359 1927 1931 1934 rVV3 47788332 87939286 21.77% 2.354%
29 13.396 1935 1937 1942 rVV2 45007653 72816001 18.03% 1.949%
30 13.463 1942 1948 1952 rVV5 62284081 153080732 37.90% 4.098%

31 13.500 1952 1954 1962 rVB2 52206698 70045030 17.34% 1.875%
32 13.603 1968 1971 1975 rVB3 14988814 20087288 4.97% 0.538%
33 13.652 1975 1979 1983 rVB5 6482780 11583866 2.87% 0.310%
34 13.719 1983 1990 2000 rVB3 32040887 86769284 21.48% 2.323%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample : J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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_W\METHOD\82W090118S.M
SW846 8260

35 13.810 2001 2005 2010 rBV 24952130 41178951 10.20% 1.102%

36 13.896 2013 2019 2023 rBV2 62385048 120043194 29.72% 3.213%
37 13.993 2030 2035 2038 rBV3 18019917 32273586 7.99% 0.864%
38 14.048 2038 2044 2050 rVV7 21236166 67523493 16.72% 1.807%
39 14.103 2050 2053 2057 rVB2 17153116 24743601 6.13% 0.662%
40 14.201 2064 2069 2077 rBV6 8302772 18297822 4_.53% 0.490%

41 14.286 2077 2083 2088 rBVS5 12356779 27278587 6.75% 0.730%
42 14.396 2096 2101 2105 rBV2 27854918 42207792 10.45% 1.130%
43 14.505 2116 2119 2123 rVB2 8075326 10749210 2.66% 0.288%
44 14.560 2123 2128 2134 rVV4 12261025 23293735 5.77% 0.624%
45 14.615 2134 2137 2147 rVB3 5107811 15174578 3.76% 0.406%

46 14.713 2147 2153 2154 rBV3 2289189 4112087 1.02% 0.110%
47 14.737 2154 2157 2162 rVB 6461353 9881081 2.45% 0.264%
48 14.792 2162 2166 2174 rVV2 4461273 7942280 1.97% 0.213%
49 14.865 2174 2178 2184 rVB2 3682920 6141546 1.52% 0.164%
50 15.036 2194 2206 2208 rBV6 1310681 4213662 1.04% 0.113%

Sum of corrected areas: 3735946603
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
VW005112.D

05 Sep 2018 06:49

SY/AP

J4693-04

6.52G/5ML/MSVOA W/SOIL

41 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M

SW846 8260

C:\DATABASENNIST11.L

TIC Integration Parameters:

LSCINT.P

Abundance
1.4e+08

1.2e+08

1e+08

8e+07

6e+07

4e+07

2e+07
1

Time--> 1.

TIC: VW005112.D

79

0_'_'_'_'/\"" AL AR A A A AL A A A A A A A A A A AR R AR LA DA L

60 180 200 220 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance
1.4e+08

1.2e+08

1e+08

8e+07

6e+07

4e+07

2e+07

04—

TIC: VW005112.D

10,50
0 40 9.629.769. Qai\ml‘imxa&s /\

Time-->

LI B | T T T T T

10 50

T
9.00 9 50 10. 00

Abundance
1.4e+08

1.2e+08

1e+08

8e+07

6e+07

4e+07

2e+07

TIC: VW005112.D

—T — — T —T T —T—
12.50 13.00 13.50 14.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 unknownl11.85 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.85 283.98 ug/l 403897000 Chlorobenzene-d5 11.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2.4.4-trimethvl- 126 C8H140 004694-12-6 30
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 30
3 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 27
4 2.3-Dimethvl-2-heptene 126 C9H18 003074-64-4 22
5 3-Heptene, (E)- 98 C7H14 014686-14-7 18
Abundance Scan 1683 (11.847 min): VW005112.D (-1668) (-) m/z 83.10 100.00%
125
41 55
5000
" 11'60 11,80 12.00 12:20
0 193 209 m/z 125.15 82.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11455: Cyclopentanone, 2,4,4-trimethyl-
83
56
5000 41
126 11.60 11.80 12.00 12.20
m/z 69.10 80.88%
27 111
0 '“Iﬁl“l'27“'w'”'v'“|“"“"'”"'“"“l“'WH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
55 69
" " " 11'60 11.80 12.00 12:20
5000 m/z 41.10 70.79%
97 | 126
8
0..w”.w”.H”.wﬁ.w”.w”.w”.w”..”..”..”..”.w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11589: Cyclohexane, 1,1,2-trimethyl- b RRREE EE s
a 69 11.60 11.80 12.00 12.20
5 m/z 56.10 69.42%
5000 111
‘ 73 126
‘ \‘ ‘ h ) 1 ‘
b RS R RS o o o
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 1-Methylcyclooctene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.74 738.59 ug/l 296724000 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlcvclooctene 124 C9H16 000933-11-9 80
2 Cvclooctene. 3-methvl- 124 C9H16 013152-05-1 58
3 1H-Indene. octahvdro-. cis- 124 C9H16 004551-51-3 49
4 3-Octvne. 2-methvl- 124 C9H16 055402-15-8 46
5 cis-1,4-Dimethyl-2-methylenecycl... 124 C9H16 019781-46-5 46
Abundance Scan 1829 (12.738 min): VW005112.D (-1821) (-) m/z 67.10 100.00%
67 81
111
n > 9
5000
124 T
| 1TO 156168 032 1240 12.60 12.80 13.00
ol B AN S m/z 81.10 88.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10630: 1-Methylcyclooctene
67 81
96
5000 4 55 R LR UL UL SRR
124 1240 12.60 12.80 13.00
27 m/z 82.10 81.17%
109
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10648: Cyclooctene, 3-methyl-
67 81
AU LR AR
41 55 12.40 12.60 12.80 13.00
5000 9% m/z 111.10 75 .50%
109 124
0 H Il \‘H\ ik \w ol ‘ ‘
T [ IR UL S UL DL SRR SR SRR SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10676: 1H-Indene, octahydro-, cis- A AREEE B L
o7 8 12.40 12.60 12.80 13.00
m/z 55.10 61.85%
96
5000 M
27 54 124
g L |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 Trichloroacetic acid, 1-cyc... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.89 492.31 ug/l 197783000  1,4-Dichlorobenzene-d4  13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. 1-cvclopen... 258 C9H13C1302

1000282-57-1 50

2 Bicvclol3.1.0lhexan-2-one. 5-(1-... 138 C9H140 000513-20-2 38
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 35
4 2.4-Hexadiene. 3-methvl- 96 C7H12 028823-42-9 35
5 1H-Imidazol, 1-methyl-2-amino- 97 C4H7N3 006646-51-1 27
Abundance Scan 1854 (12.890 min): VW005112.D (-1849) (-) m/z 81.10 100.00%
81 97
5000
12.60 12.80 13.00 13.20
(o} m/z 97.10 90.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109501: Trichloroacetic acid, 1-cyclopentylethyl ester
55 81 9
5000 LA L L L L L L L
12 60 12. 80 13. 00 13. 20
41 8 m/z 96.10 74.21%
ol 2 130 148 173187201 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17639: Bicyclo[3.1.0]hexan-2-one, 5-(1-methylethyl)-
81
96 A B ma s
55 12.60 12.80 13.00 13.20
5000 41 m/z 111.10 68.03%
8 123138
110
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2872: Cyclohexene, 4-methyl- R T
81 12.60 12.80 13.00 13.20
m/z 69.10 55.43%
54
5000 9
39 67
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 60 12. 80 13. 00 13. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 unknownl13.10 Concentration Rank 8

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

13.10 251.49 ug/Il 101034000 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 35
2 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 053907-60-1 35
3 Isocvtosine 111 C4H5N30 000108-53-2 30
4 2.4.6-Trimethvl-1.5-diazabicvclo... 126 C7H14N2 1000283-21-2 25
5 Thiophene, 2-methyl-5-propyl- 140 C8H12S 033933-73-2 25
Abundance Scan 1888 (13.097 min): VW005112.D (-1884) (-) m/z 57.10 100.00%

57 111
43
5000
156 177191207 232 260 281 12.80 13.00 13.20 13.40
(o} m/z 111.10 88.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17992: 2-Octene, 2,6-dimethyl-
69
41
5000 55 LRI BN BN LN B

12:80 13.00 13.20 13.40
m/z 43.10_  69.42%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11627: Cyclopentane, 1,1,3,4-tetramethyl-, cis-
69 83
41
I
55 12.80 13.00 13.20 13.40
5000 m/z_  69.10 67.57%
111
0! il J\.“ 97 | 126
R R B B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6046: Isocytosine AN EEman me
111 12.80 13.00 13.20 13.40
43 m/z 85.10 60.37%
70
5000
28
95
[0} R N I EEEEEEEmaE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 unknownl13.19 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.19 733.04 ug/l 294494000 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 epiphotocitral A 152 C10H160 1000365-93-8 38
2 Cvclohexene. l1l-ethvl- 110 C8H14 001453-24-3 25
3 Cvclopentane. 1.3-dimethvl-2-(1-... 138 C10H18 061142-31-2 22
4 4-Ethvlcvclohexene 110 C8H14 003742-42-5 15
5 Maleic hydrazide 112 C4H4N202 000123-33-1 11
Abundance Scan 1903 (13.189 min): VW005112.D (-1899) (-) m/z 70.10 100.00%

5000

12.80 13.00 13.20 13.40 13.60

01 m/z 113.15 80.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25106: epiphotocitral A
70
5000
41 109 12.80 13.00 13.20 13.40 13.60
55 95 m/z 81.10 79.30%
o 123137152
R o R o R N RARE N R n s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5945: Cyclohexene, 1-ethyl-
81
R RN EEE RS R
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 67.39%
67
41 110
27 ‘ 95
0 ,.U.JP.UW,.P.ﬂm...,....“...,........ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17021: Cyclopentane, 1,3-dimethyl-2-(1-methylethenyl)-, (... B EEE e e
81 12.80 13.00 13.20 13.40 13.60
m/z 112.10 60.62%
67
5000
41 96
‘ 123 138
0 ,ﬂh.,u.m,.ﬂ.ﬂ:...,.m.,..”u........ e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. OO 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ W\METHOD\82W090118S.M
Quant Title : SW846 8260

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 unknownl3.31 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.31 297.13 ug/Il 119371000 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvicvclopentanol 114 C7H140 019550-46-0 25
2 Acetic acid. trans-4-methvlcvclo... 156 C9H1602 1000368-24-6 22
3 Tetradecane 198 C14H30 000629-59-4 22
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 22
5 Formic acid, trans-4-methylcyclo... 142 C8H1402 1000368-24-5 22
Abundance Scan 1923 (13.311 min): VW005112.D (-1916) (-) m/z 57.10 100.00%
7
43
5000
| w0 15100 1320 1340 1950
 — 170187 208 232 260 281 m/z 81.10 99 _.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7554: 1,3-Dimethylcyclopentanol
a3 n
85
5000 LR RN BN RS
13.00 13.20 13.40 13.60
27 5 m/z 71.10 71.03%
o T Et?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29103: Acetic acid, trans-4-methylcyclohexyl ester
il
13.00 13.20 13.40 13.60
5000 43 96 m/z 43.10 53.36%
27 | | 67 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59881: Tetradecane R AR mEEE I
3 13.00 13.20 13.40 13.60
4 o m/z 41.10 45.55%
5000 g5
29
‘ ‘ 99113 198
o 1l b3 127141155169 4
m/z--> 20 40 eb 80 100 150 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 Nonane, 5-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.36 218.89 ug/Il 87939300 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 64
2 Decane. 3-methvl- 156 C11H24 013151-34-3 53
3 Sulfurous acid. butvl nonvl ester 264 C13H2803S 1000309-17-6 53
4 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 53
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 50
Abundance Scan 1931 (13.359 min): VW005112.D (-1927) (-) m/z 71.10 100.00%
5000
13.00 13.20 13.40 13.60
o} m/z 57.10 95.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48837: Nonane, 5-butyl-
48 57 71
85
5000 126 UARSRUGERR BN SOV B
13.00 13.20 13.40 13.60
m/z 85.10 64 .25%
0 I . L9 112 | 140 185 184
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance #28429: Decane, 3-methyl-
57
43 1 IUNNUUNSUER AR SRR
13.00 13.20 13.40 13.60
5000 85 m/z 43.10 60.79%
29
126
0 14 ‘ ‘\ M‘ “\ i 9\\8 112 H 156
miz--> % @ b e Do o 1o ik
Abundance #113721: Sulfurous acid, butyl nony! ester L ma s o
57 13.00 13.20 13.40 13.60
m/z 56.10 33.76%
71
5000 43 85
29
o T 4 127 139 151161 179 191
m/z--> 20 & (% 80 ﬁ01h 140 160 180 ' 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 Cyclohexane, (1-methylethyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.46 381.04 ug/Il 153081000 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 58
2 n-Heptadecvlcvclohexane 322 C23H46 019781-73-8 50
3 3.7-Decadiene. 2.9-dimethvl- 166 C12H22 074630-13-0 50
4 Cvclohexane. butvl- 140 C10H20 001678-93-9 50
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 38

Abundance Scan 1948 (13.463 min): VW005112.D (-1942) (-) m/z 83.10 100.00%
E2'¢]
55
5000
3 140 I - A A
112 156 13.20 13.40 13.60 13.80
0 176193 262 m/z 82.10 98.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #11586: Cyclohexane, (1-methylethyl)-
55 82
5000 LI UL BN BN R
13.20 13.40 13.60 13.80
3 126 m/z 55.10 75.48%
ol15 .
m/z--> mm&m@@mmmmmmm@mﬁ
Abundance #163026: n-Heptadecylcyclohexane
8p
. 1320 13.40 13.60 13.80
5000 m/z 41.10 43.30%
0 2\9 H JI 111 139 238 322
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #35183: 3,7-Decadiene, 2,9-dimethyl- R B A B
55 13.20 13.40 13.60 13.80
m/z 67.10 39.10%
5000
83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.72 215.98 ug/Il 86769300 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 81
2 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 55
3 Citronellal 154 C10H180 000106-23-0 47
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 43
5 2,3-Dimethyl-3-heptene, (2)- 126 C9H18 059643-73-1 43

Abundance Scan 1990 (13.719 min): VW005112.D (-1983) (-) m/z 69.10 100.00%

69
5000

13.40 13.60 13.80 14.00
m/z 55.10 54.76%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69

13.I4O 13.I60 13.I80 14.I00
m/z 83.10 45.27%

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18023: Cyclopentane, (2-methylbutyl)-

69
4155 LI L L LI LB |
13.40 13.60 13.80 14.00
m/z 41.10 41 .66%

5000

0!

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

Abundance #26637: Citronellal R a R mamEE L
13.40 13.60 13.80 14.00

m/z 56.10 40.40%

5000

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090418\
Data File : VW005112.D

Aca On : 05 Sep 2018 06:49

Operator : SY/AP

Sample = J4693-04

Misc : 6.52G/5ML/MSVOA W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S_M
SW846 8260

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 Naphthalene, decahydro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 298.80 ug/Il 120043000 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 97
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
3 Spirol4.51decane 138 C10H18 000176-63-6 76
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 70
5 1,1"-Bicyclopentyl 138 C10H18 001636-39-1 52
Abundance Scan 2020 (13.902 min): VW005112.D (-2013) (-) m/z 138.10 100.00%
7 82 9% 138
5000
154 o 13.60 13.80 14.00 14.20
ol | 1168 202 260 "7z 67.10 96.86%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16891: Naphthalene, decahydro-
67 96 138
82
5000 41 AL AR AR TR SRR
109 13.60 13.80 14.00 14.20
5 m/z 82.10 84 .93%
ol 3 o] 123
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16924: Naphthalene, decahydro-, trans-
6f 138
82 gg
41 13.60 13.80 14.00 14.20
5000 m/z 96.10 79 .90%
27 5 109
o ‘.Mhnﬁ,ﬂhﬁgq.ﬁ.”.,”....” S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16860: Spiro[4.5]decane R R AR
67 g1 % 13.60 13.80 14.00 14.20
138 m/z 81.10 73 .59%
5000 4 109
27 | ®
ol 123
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13,60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW090418\
Data File : VW005112.D

Acq On : 05 Sep 2018 06:49

Operator : SY/AP

Sample : J4693-04

Misc : 6.52G/5ML/MSVOA_W/SOIL

ALS Vial : 41 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090118S.M
Quant Title : SW846 8260

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

|--Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknownll1.85 11.85 284_.0 ug/1 403897000 3 11.64 71115100 50.0
1-Methylcyclooctene 12.74 738.6 ug/l 296724000 4 13.55 20087300 50.0
Trichloroacetic a... 12.89 492.3 ug/1 197783000 4 13.55 20087300 50.0
unknown13.10 13.10 251.5 ug/1 101034000 4 13.55 20087300 50.0
unknown13.19 13.19 733.0 ug/1 294494000 4 13.55 20087300 50.0
unknown13.31 13.31 297.1 ug/1 119371000 4 13.55 20087300 50.0
Nonane, 5-butyl- 13.36 218.9 ug/1 87939300 4 13.55 20087300 50.0
Cyclohexane, (1-m... 13.46 381.0 ug/1 153081000 4 13.55 20087300 50.0
1-Ethyl-2,2,6-tri... 13.72 216.0 ug/1 86769300 4 13.55 20087300 50.0
Naphthalene, deca... 13.90 298.8 ug/l1 120043000 4 13.55 20087300 50.0
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