LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VWO090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample > K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 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\82W082319S.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 1.952 5 8 28 rvVB3 35352 96097 3.42% 0.896%
2 2.148 35 40 48 rBV2 13437 31505 1.12% 0.294%
3 3.385 234 243 255 rBV3 41121 117447 4.17% 1.095%
4 4.129 355 365 372 rBV 30262 86765 3.08% 0.809%
5 4_.379 397 406 418 rBV 15923 46993 1.67% 0.438%
6 4.915 483 494 507 rBv4 13913 66601 2.37% 0.621%
7 5.940 648 662 673 rBV3 46220 141466 5.03% 1.319%
8 7.165 849 863 864 rBV2 13096 43117 1.53% 0.402%
9 7.884 969 981 986 rBV 144337 364279 12.95% 3.395%
10 7.945 986 991 1001 rVB 264252 579503 20.60% 5.402%
11 8.305 1040 1050 1062 rBV 154218 340863 12.11% 3.177%
12 8.695 1103 1114 1124 rVB4 36222 85751 3.05% 0.799%
13 8.841 1128 1138 1152 rVVv 400680 794924 28.25% 7.410%
14 9.335 1206 1219 1224 rBV7 9936 32098 1.14% 0.299%
15 9.957 1314 1321 1333 rVB2 21064 47500 1.69% 0.443%

16 10.097 1335 1344 1355 rBV 71655 132811 4.72% 1.238%
17 10.207 1356 1362 1372 rVB 19204 37726 1.34% 0.352%
18 10.323 1373 1381 1388 rBV 483410 863434 30.69% 8.048%
19 10.506 1403 1411 1417 rBV 140623 223623 7.95% 2.084%
20 11.408 1553 1559 1571 rVB4 22285 60835 2.16% 0.567%

21 11.628 1585 1595 1606 rBV 310976 556289 19.77% 5.185%
22 11.841 1620 1630 1639 rBv4 48086 100080 3.56% 0.933%
23 12.018 1652 1659 1665 rBV 111974 174310 6.20% 1.625%

24 12.121 1670 1676 1683 rBV3 18427 45914 1.63% 0.428%
25 12.249 1690 1697 1702 rVB2 15877 29312 1.04% 0.273%
26 12.335 1702 1711 1714 rBV 50516 99212 3.53% 0.925%
27 12.469 1725 1733 1738 rBV 67985 124156 4.41% 1.157%
28 12.524 1738 1742 1747 rVV4 24399 45062 1.60% 0.420%
29 12.615 1752 1757 1765 rBV2 192993 375014 13.33% 3.496%
30 12.719 1770 1774 1780 rVvVv 47653 79819 2.84% 0.744%
31 12.920 1801 1807 1821 rBV2 1520839 2813644 100.00% 26.226%
32 13.036 1822 1826 1830 rVv4 22057 38864 1.38% 0.362%
33 13.091 1830 1835 1840 rVV3 19867 38533 1.37% 0.359%
34 13.164 1843 1847 1854 rVB2 35275 48975 1.74% 0.457%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VWO090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample > K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 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\82W082319S.M
Title : SW846 8260
35 13.359 1873 1879 1886 rBV6 16212 48136 1.71% 0.449%

36 13.469 1888 1897 1903 rBV6 42176 149918 5.33% 1.397%
37 13.554 1907 1911 1919 rVB 141782 228408 8.12% 2.129%

38 13.713 1931 1937 1941 rBV5 28120 48195 1.71% 0.449%
39 13.871 1958 1963 1968 rBV 169499 252820 8.99% 2.357%
40 14.072 1993 1996 2003 rVB6 21533 49505 1.76% 0.461%
41 14.133 2003 2006 2012 rVB3 19283 28287 1.01% 0.264%
42 14.200 2012 2017 2021 rBv4 18286 31362 1.11% 0.292%
43 14.353 2033 2042 2044 rBV4 28942 72822 2.59% 0.679%
44 14.389 2044 2048 2051 rvv3 40425 60190 2.14% 0.561%
45 14.426 2051 2054 2062 rVB5 34696 68012 2.42% 0.634%
46 14.499 2062 2066 2070 rBvV 28615 38532 1.37% 0.359%
47 14.597 2077 2082 2087 rBvV2 48769 79342 2.82% 0.740%
48 14.725 2099 2103 2109 rvB2 78981 116669 4.15% 1.087%
49 14.798 2110 2115 2118 rVvvVv5s 31876 66277 2.36% 0.618%
50 14.840 2119 2122 2129 rVB2 56181 99284 3.53% 0.925%
51 15.066 2154 2159 2162 rBvV4 17362 30102 1.07% 0.281%
52 15.163 2170 2175 2180 rBVS8 15174 36921 1.31% 0.344%
53 15.249 2186 2189 2196 rVB5 31721 61439 2.18% 0.573%
54 15.328 2197 2202 2207 rBV 56748 98358 3.50% 0.917%
55 15.432 2214 2219 2223 rBV5 14462 30918 1.10% 0.288%
56 15.657 2249 2256 2262 rBV5 19494 57219 2.03% 0.533%
57 15.730 2265 2268 2275 rVB4 20699 33488 1.19% 0.312%
58 15.865 2286 2290 2299 rVB10 21590 46960 1.67% 0.438%
59 16.218 2346 2348 2354 rVB5 19500 32164 1.14% 0.300%
60 16.285 2354 2359 2365 rBV2 25461 45342 1.61% 0.423%
61 16.371 2368 2373 2380 rVB2 27780 55143 1.96% 0.514%
Sum of corrected areas: 10728335
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VW012640.D

1400000
1200000
1000000
800000
600000
400000

200000

1.95 3.39 5.94
0*\25 4.13 438 4.92

Time--> 2.00 2.20 2.40 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 640 6.60 6.80
Abundance TIC: VW012640.D

1400000
1200000
1000000

800000

600000
10.32

400000 11.63

200000 7. 8.30 1051
7.16 j\ 8.70 9.34 99& 82 1141 11

T 77 — L i e man e =

T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9. 50 10 OO 10.50 11.00 11 50
Abundance TIC: VW012640.D

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Octane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.51 20.10 ug/1 223623 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Decane. 5.6-dimethyl- 170 C12H26 001636-43-7 72
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 59
4 Oxalic acid. isohexvyl neopentvl ... 244 C13H2404 1000309-73-0 53
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 50
Abundance Scan 1412 (10.512 min): VW012640.D (-1403) (-) m/z 43.10 100.00%
43
5000 57 85
| || || 114 207 10.20 10.40 10.60 10.80
0...,”..ih..,.”.,.”.,.”.,..”,..”,...w...w.... m/z 41.10 49 .50%
m/z--> 20 40 100 120 140 160 180 200
Abundance #7618: Octane
43
5000
29 57 g5 10.20 10.40 10.60 10.80
71 m/z 85.10 43 .20%
G N B LA U LS UL IR S WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
84 10.20 10.40 10.60 10.80
5000 57 m/z 57.10 39.40%
71
o 29 99 113 156 141 155 170
RS UL UL SURLELELN IS LI UL AL UL DAL U
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12697: Heptane, 2,4-dimethyl-
43 10.20 10.40 10.60 10.80
m/z 71.10 25.47%
5000 g5
57 71
29
099113128
m/z--> 20 40 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 2 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.02 15.67 ug/Il 174310 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 87
2 4-Octene. 2.6-dimethvl-. IS-(2D1- 140 C10H20 062960-77-4 87
3 3-0Octene. 4-ethvl- 140 C10H20 053966-51-1 81
4 3-Nonene. 3-methvl-. (E)- 140 C10H20 069405-42-1 72
5 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 70
Abundance Scan 1659 (12.018 min): VW012640.D (-1652) (-) m/z 55.05 100.00%
55
69
5000 a1
& o7 111 140 11.80 12.00 12.20 12.40
o el el S5 1S L 2% Tm/z 69.05  67.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69
5000
11.80 12.00 12.20 12.40
m/z 41.05 39.70%
111 140
0 M ‘ ] “ \ 125
'P"'I"'I""I'”'I""P'"I"'W""I'”'I""
m/z--> 20 60 100 120 140 160 180 200
Abundance
55
69 HREURA SRR SR SR B
11.80 12.00 12.20 12.40
5000 a1 m/z 70.05 33.90%
29 83 140
o7 1 15
S R U S S L U L L UL B I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17961: 3-Octene, 4-ethyl-
55 g9 11.80 12.00 12.20 12.40
m/z 56.10 22.77%
41
5000
27
‘ 83 98 4 140
O e e T
m/z--> 20 40 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Bicyclo[2.2.1]heptane, 2,2-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.72 17.47 ug/I1 79819 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptane. 2.2-dimet... 136 C1l0H16 005794-04-7 94
2 Camphene 136 C10H16 000079-92-5 94
3 Bicvclol4.1.0lheptane. 7-(1-meth... 136 C10H16 053282-47-6 87
4 Cvclohexene., 1-methvl-3-(1-methy... 136 C10H16 000499-03-6 81
5 1,3,6-Heptatriene, 2,5,6-trimethyl- 136 C10H16 042123-66-0 58
Abundance Scan 1774 (12.719 min): VW012640.D (-1770) (-) m/z 93.05 100.00%
B
121
5000
39 & 10 107
| I | | ‘ | 150 12.40 12.60 12.80 13.00
3 SN 11 .-.'..-:....,....,!...,..'.!-,....,.... o 20 Tm/z 121.10  76.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15905: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene-, ...
93
121
5000
4l 79 107 12.40 12.60 12.80 13.00
136 m/z 67.05 41 .36%
0”|””|””|3”3”“|” ‘l“ I"H“ - M\ "I'H"I"Hll""ll"'I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
93
121 12.40 12.60 12.80 13.00
5000 m/z 91.00 40.77%
41 &
67 107
27 53 136
ol 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15866: Bicyclo[4.1.0]heptane, 7-(1-methylethylidene)-
67 9B 12.40 12.60 12.80 13.00
a1 79 121 m/z 79.10 36.16%
5000 55 107
136
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 D-Limonene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.47 32.82 ug/1 149918 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 95
2 Limonene 136 C10H16 000138-86-3 90
3 1.5-Cvclooctadiene. 1.5-dimethvl- 136 C10H16 003760-14-3 80
4 Cyclohexene. 1-methvl-4-(l1-methv... 136 C10H16 005989-54-8 78
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 38
Abundance Scan 1897 (13.469 min): VW012640.D (-1888) (-) m/z 68.05 100.00%
68
93
5000
107 121 136 SO S NV RS A
13.20 13.40 13.60 13.80
o} m/z 67.10 92.25%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68 93
5000 79 BRSNS SUNRIA BN B
121 136 13.20 13.40 13.60 13.80
41 53 ‘ 107 m/z 93.10 73.21%
3 SN W1 O 1 | Y NS R A — ]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68
39 93 13.20 13.40 13.60 13.80
5000 o7 53 79 m/z 79.10 43.11%
107 121 136
S S S I I WAL L S B L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15775: 1,5-Cyclooctadiene, 1,5-dimethyl- R e B
67 13.20 13.40 13.60 13.80
m/z 41.05 40.40%
79 93
5000 39 53
27
108 136
0 ..1.5|....|....|....|....|....|....l....l....l....l.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.87 55.34 ug/1 252820 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Oxalic acid. allvl undecvl ester 284 C16H2804 1000309-23-9 78
3 Decane. 2.3.5.8-tetramethvl- 198 C14H30 192823-15-7 59
4 1-Decene. 3.4-dimethvl- 168 C12H24 050871-03-9 59
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 59
Abundance Scan 1963 (13.871 min): VW012640.D (-1958) (-) m/z 57.05 100.00%
43 n
5000
98 112 138 156 13.60 13.80 14.00 14.20
| 127 207 m/z 43.05 95.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28425: Undecane
43 57
5000 71 L B L L L B L B
13.60 13.80 14.00 14.20
85 m/z 41.10 52.77%

29
oAl \ 99 113 127 156
ot
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41

57 T
13.60 13.80 14.00 14.20
5000 m/z 71.05 46.91%
71
29 85 g7
o U1 g3 15 199
L o B L e e e L B e o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59901: Decane, 2,3,5,8-tetramethyl-
43 57 13.60 13.80 14.00 14.20
71 m/z 55.00 24 .82%
5000
85
99
o “ I jw w D M3195 141 1% 169 108
,,,,,,,,, R N REEE e R
m/z--> 60 80 100 120 140 160 180 200 13. 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 6 5-Ethyldecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.35 15.94 ug/I 72822 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvldecane 170 C12H26 017302-36-2 58
2 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 50
3 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 50
4 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 50
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
Abundance Scan 2042 (14.353 min): VW012640.D (-2033) (-) m/z 57.10 100.00%
57
43

5000

14.00 14.20 14.40 14.60
m/z 43.05  81.76%

0 131147 170 193208
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #38319: 5-Ethyldecane
57
43
5000 71 LA L L L L L L
14.00 14.20 14.40 14.60
85 140 m/z 41.05 56.42%
112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
A AR Eamas
43 14.00 14.20 14.40 14.60
5000 71 m/z 71.05 43.48%
. 85 112 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120800: Oxalic acid, isobutyl nony! ester RS RE L St L e
57 14.00 14.20 14.40 14.60
m/z 55.10 30.48%
43
5000
71
85
ok | | 108 126 il
,””,”. AR AAaS B L A REA R R o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Bicyclo[3.1.0]hexan-3-one, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.60 17.37 ug/Il 79342 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.01hexan-3-one. 4-met... 152 C10H160 001125-12-8 97
2 Thuilone 152 C10H160 000546-80-5 95
3 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 000471-15-8 70
4 3.5-Octadiene. (Z.2)- 110 C8H14 007348-80-3 68
5 4-Octyne 110 C8H14 001942-45-6 49

Abundance Scan 2083 (14.603 min): VW012640.D (-2077) (-) m/z 81.10 100.00%

41

110

5000

24138152166 187 297 280 14.20 14.40 14.60 14.80 15.00

0 m/z 41.10 89.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25349: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methylethyl)
81 110
41 6 95
5000 LA L L L L L L L L LB
14. 20 14. 40 14. 60 14. 80 15. 00
m/z 69.00 83.55%
I ‘ ‘ 124 152
oh U .p‘ l )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
41 110 [Trrr[rrrrrrrrrrrrprr
67 14.20 14.40 14.60 14.80 15.00
5000 95 m/z 110.05 80.55%
27
124 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25383: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyleth... R B EU A et
a1 1 14.20 14.40 14.60 14.80 15.00
m/z 68.10 72.95%
67 110
27 95
5000
‘ 152
0 “.V.ﬂ.. e M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.72 25.54 ug/1 116669 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Undecane 156 Cl11H24 001120-21-4 72
3 Tridecane 184 C13H28 000629-50-5 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Eicosane 282 C20H42 000112-95-8 62
Abundance Scan 2102 (14.718 min): VW012640.D (-2099) (-) m/z 57.10 100.00%
57
5000 1
85
119 14.40 14.60 14.80 15.00
99 170
0 ...,....,...I.,..'|..,....'-,..:~.',.?.3?,1.‘.‘?. 2 Tm/z 43.10  94.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38318: Dodecane
57
43
5000 & R AR SRR SR SURR A
85 14.40 14.60 14. 80 15.00
29 m/z 71.05 48 .85%
o 14 “ ‘ ‘ | 99 113]_27141 170
s T30 a6 3105 130 o 160 180 20 70 340 380 380
Abundance
57
43 UL AR BN SURR
- 14.40 14.60 14.80 15.00
5000 m/z 41.10 47 .17%
85
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48831: Tridecane B R o
43 57 14.40 14.60 14.80 15.00
m/z 85.10 29.22%
5000 l
29 85
0 A ‘ 99 113127141155 184
m/z--> 25 46 éo 85 160 150 140 160 180 200 220 240 2éo 2éo 1450 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Undecane, 3,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.84 21.73 ug/1 99284 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 83
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 64
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 53
4 Tetratetracontane 619 C44H90 007098-22-8 47
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 43

Abundance Scan 2122 (14.840 min): VW012640.D (-2119) (-) m/z 57.10 100.00%

5000
o6 o A e ah oS S
83 113 141 155166 184 14.60 14.80 15.00 15.20
0 125 209 m/z 43.10 40.14%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48867: Undecane, 3,6-dimethyl-
57
5000 LA L L L L LB
43 71 14.60 14.80 15.00 15.20
m/z 71.10 35.55%
29 85 9g 113
o | \ | ° =% 127 141 155 169 184
e e et TS S e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
B S =< N
14.60 14.80 15.00 15.20
5000 43 m/z 41.10 30.70%
71
29 98
o 85 112 156 140 155 169 184
= = T R - o s A B = S A oSN
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl-  AmE BE o
57 14.60 14.80 15.00 15.20
m/z 55.10 20.32%
5000 43 1
08
29 85
o il Lo % ] M8 457 141 185 169 184
A L .
miz--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW090519\
Data File : VW012640.D

Aca On : 05 Sep 2019 15:02

Operator : SY/VA

Sample : K4639-04

Misc : 5.03G/5ML/MSVOA W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.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 Bacchotricuneatin c Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.33 21.53 ug/1 98358 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 76
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
3 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 64
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
5 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 59
Abundance Scan 2202 (15.328 min): VW012640.D (-2197) (-) m/z 57.10 100.00%
57
5000
3 8 us 15.00 15.20 15.40 15.60
155 : . : .
Ohrrrrrloth ol b g 22050 182 207 omp T 08 70.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 LR UM BB SRR L
mmmmmmmm
m/z 43.10 64.27%
. M‘ I 173191 216 245 312 342
m/z--> 2'0 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 34'10
Abundance
57
15.00 15.20 15.40 15.60
5000 m/z 41.00 37 .38%

85

29 113

141 183 555 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #48892: Decane, 2,6,7-trimethyl- A T AR RRRE
57 15.00 15.20 15.40 15.60
m/z 56.10 30.76%
5000
s9 | |85 12,
O 0 oo Y R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 00 15 20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW090519\
Data File : VW012640.D

Acq On : 05 Sep 2019 15:02

Operator : SY/VA

Sample . K4639-04

Misc : 5.03G/5ML/MSVOA_W/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W082319S_.M
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]
Octane 10.51 20.1 ug/I1 223623 3 11.63 556289 50.0
4-Octene, 2,6-dim... 12.02 15.7 ug/I1 174310 3 11.63 556289 50.0
Bicyclo[2.2.1]hep... 12.72 17.5 ug/I1 79819 4 13.56 228408 50.0
D-Limonene 13.47 32.8 ug/I1 149918 4 13.56 228408 50.0
Undecane 13.87 55.3 ug/I1 252820 4 13.56 228408 50.0
5-Ethyldecane 14.35 15.9 ug/I1 72822 4 13.56 228408 50.0
Bicyclo[3.1.0]hex... 14.60 17.4 ug/I1 79342 4 13.56 228408 50.0
Dodecane 14.72 25.5 ug/I1 116669 4 13.56 228408 50.0
Undecane, 3,6-dim... 14.84 21.7 ug/l 99284 4 13.56 228408 50.0

4

Bacchotricuneatin c 15.33 21.5 ug/1 98358 13.56 228408 50.0
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