LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample : K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 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 D\METHOD\82D122419S.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 7.920 1010 1020 1025 rBV 135668 323712 2.68% 0.299%
2 7.985 1025 1031 1040 rVB 235913 517112 4.27% 0.477%
3 8.337 1082 1091 1101 rBVv2 132451 306154 2.53% 0.283%
4 8.867 1172 1181 1190 rBV 331405 675861 5.59% 0.624%
5 10.343 1423 1432 1446 rBV 584468 1143972 9.46% 1.056%
6 10.520 1455 1462 1469 rVB2 75707 153946 1.27% 0.142%
7 10.955 1530 1536 1541 rVB 82973 140860 1.16% 0.130%
8 11.190 1571 1576 1580 rBV 101226 149869 1.24% 0.138%
9 11.249 1580 1586 1591 rVB 201634 362969 3.00% 0.335%
10 11.355 1599 1604 1608 rBV3 111717 190660 1.58% 0.176%

11 11.431 1608 1617 1628 rVB4 219680 670053 5.54% 0.618%
12 11.531 1628 1634 1639 rBV 235535 387913 3.21% 0.358%
13 11.649 1647 1654 1663 rBV 544269 1008192 8.33% 0.931%
14 11.861 1679 1690 1693 rBV3 556010 1097515 9.07% 1.013%
15 11.931 1699 1702 1707 rVB3 232500 384643 3.18% 0.355%

16 11.990 1707 1712 1720 rBV3 83098 194342 1.61% 0.179%
17 12.078 1720 1727 1732 rVB3 124705 254250 2.10% 0.235%
18 12.155 1732 1740 1747 rBV3 549399 1280537 10.59% 1.182%
19 12.273 1752 1760 1765 rVB 924333 1451230 12.00% 1.340%
20 12.390 1765 1780 1790 rBV4 1368383 4594675 37.98% 4.241%

21 12.478 1791 1795 1796 rBV4 145699 194142 1.60% 0.179%
22 12.531 1797 1804 1806 rBV3 488317 989949 8.18% 0.914%
23 12.561 1806 1809 1812 rBV 616275 729066 6.03% 0.673%
24 12.637 1818 1822 1825 rBV2 706680 1112857 9.20% 1.027%
25 12.673 1825 1828 1832 rVV 828348 1054801 8.72% 0.974%

26 12.720 1832 1836 1840 rVV4 194959 335515 2.77% 0.310%
27 12.767 1841 1844 1845 rVV2 134448 166933 1.38% 0.154%
28 12.802 1845 1850 1856 rVB2 1344730 2420034 20.00% 2.234%
29 12.878 1856 1863 1868 rBV4 641222 1533416 12.68% 1.415%
30 12.955 1868 1876 1882 rBV2 6696764 12097569 100.00% 11.166%

31 13.014 1883 1886 1891 rVB3 1049402 1591744 13.16% 1.469%
32 13.067 1891 1895 1896 rBV2 166639 192477 1.59% 0.178%
33 13.102 1897 1901 1905 rBV 761273 1085350 8.97% 1.002%
34 13.155 1905 1910 1912 rBV2 573589 1027723 8.50% 0.949%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample : K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 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_D\METHOD\82D122419S .M
SW846 8260

35 13.190 1912 1916 1923 rVB 3451901 5358487 44.29% 4.946%

36 13.284 1930 1932 1934 rBV2 157665 183580 1.52% 0.169%
37 13.320 1934 1938 1942 rVV 460715 614014 5.08% 0.567%
38 13.372 1943 1947 1950 rBV2 552780 822695 6.80% 0.759%
39 13.472 1956 1964 1968 rBV3 2460320 5456687 45.11% 5.037%
40 13.514 1968 1971 1974 rVV 1534788 2296596 18.98% 2.120%

41 13.549 1974 1977 1979 rVvv2 894399 1239791 10.25% 1.144%
42 13.578 1979 1982 1987 rVV 1672305 2496368 20.64% 2.304%
43 13.655 1991 1995 2000 rVB 970491 1372984 11.35% 1.267%
44 13.725 2001 2007 2011 rBV4 560982 1063374 8.79% 0.982%
45 13.837 2021 2026 2027 rBV4 200422 319304 2.64% 0.295%

46 13.902 2032 2037 2042 rVV 5741006 8858271 73.22% 8.176%
47 13.949 2042 2045 2050 rVB2 494466 741992 6.13% 0.685%
48 14.008 2052 2055 2059 rVvV5 329410 487863 4._.03% 0.450%
49 14.167 2079 2082 2087 rVB 640224 923112 7.63% 0.852%
50 14.231 2088 2093 2099 rBV5 530005 1016727 8.40% 0.938%

51 14.296 2099 2104 2110 rBV7 461544 973482 8.05% 0.899%
52 14.419 2110 2125 2129 rBV7 2019320 5677335 46.93% 5.240%
53 14.461 2129 2132 2140 rVB3 1058042 1744864 14.42% 1.611%
54 14.531 2140 2144 2148 rBV2 949852 1423578 11.77% 1.314%
55 14.578 2148 2152 2157 rVB5 840587 1358267 11.23% 1.254%

56 14.761 2178 2183 2190 rBV 2685313 3775570 31.21% 3.485%
57 14.837 2191 2196 2199 rVv4 810715 1504416 12.44% 1.389%
58 14.878 2199 2203 2211 rVB 2343770 4185808 34.60% 3.864%
59 15.296 2271 2274 2282 rVB7 1165274 2485150 20.54% 2.294%
60 15.378 2282 2288 2296 rBV 2331817 4100996 33.90% 3.785%

61 15.608 2323 2327 2336 rVB2 1313962 2561296 21.17% 2.364%
62 15.690 2337 2341 2342 rBV4 302921 393702 3.25% 0.363%
63 15.790 2354 2358 2366 rVB4 746365 1401408 11.58% 1.294%
64 16.225 2426 2432 2438 rBV9 342147 862961 7.13% 0.797%
65 16.361 2450 2455 2463 rVB 702752 1322604 10.93% 1.221%

66 16.708 2508 2514 2527 rVB 401911 1497412 12.38% 1.382%

Sum of corrected areas: 108340735
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
VD064596.D

26 Dec 2019 13:43

VA/SY

K6435-03

6.19G/5.00mI/MSVOA D/SOIL

9 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VD064596.D

Time-->

A S B LN

2.00 2.20 2.40 2.60 280 300 320 340 360 380 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 6.40 6.60 6.80

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VD064596.D

10.34

/\»1052

ok
Time-->

T T 1
9.00 9.50 10.00 10 50 11 00

11 50

Abundance
7000000

6000000
5000000
4000000
3000000
2000000

1000000] g¢

TIC: VD064596.D
13.90

13.19

12.3912.56 12.80

— T —T T T — T —T —T
13.00 13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 3,5-Dimethyl-3-heptene Concentration Rank 10

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

12.15 63.51 ug/1 1280540 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-DimethvIl-3-heptene 126 C9H18 059643-68-4 58
2 Cvclohexane. l1l-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 52
3 Cvclohexane. l1l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 52

4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18

003728-55-0 49
019489-10-2 49

Abundance Scan 1739 (12.149 min): VD064596.D (-1732) (-) m/z 97.10 100.00%
55 97
41
5000 69
125
8 11.80 12.00 12.20 12.40
111 | : : : :
222165 207 ' "n/z 55.10  91.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11547: 3,5-Dimethyl-3-heptene
55 97
5000
69 11.80 12.00 12.20 12.40
41 126 m/z 41.00 62.92%
29 |
S T T . ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 97
11.80 12.00 12.20 12.40
5000 m/z 57.10 52.33%
41
29 69 a1 126
I R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97 11.80 12.00 12.20 12.40
m/z 43.05 50.80%
5000 a1
21 69 126
81
SN | ) Y
m/z--> 20 40 60 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 D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Octane, 3,6-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.27 71.97 ug/1 1451230 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 90
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 90
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53

Abundance Scan 1760 (12.273 min): VD064596.D (-1752) (-) m/z 57.10 100.00%
57
71
43
5000
85 13 12.00 12.20 12.40 12.60
o ,..~':.,.'..??..!|.,1.2]7. 142 165177 196208 | n7z 71.10  63.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19185: Octane, 3,6-dimethyl-
57
71
5000 43
12.00 12.20 12.40 12.60
29 m/z 43.10 54.30%
113
|| .‘. L 8% 99 | 127 142
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71 12.00 12.20 12.40 12.60
5000 m/z 41.10 42 _.97%
29 113
15 \‘ \‘\ 1IN i 8\5 97 \‘ 127 142
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methy!- L B et
57 12.00 12.20 12.40 12.60
43 m/z 56.10 32.33%
71
5000 29
113
]75 ‘\ M “ 1 \‘\ ?\5 98 \‘ 127 142
m/z--> 20 40 60 8 100 120 140 160 180 200 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Heptane, 3-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.39 227.87 ug/Il 4594680 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 70
2 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 49
3 Heptane. 4-propvl- 142 C10H22 003178-29-8 46
4 Heptane. 4-(l-methvlethvl)- 142 C10H22 052896-87-4 35
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 35
Abundance Scan 1780 (12.390 min): VD064596.D (-1765) (-) m/z 57.05 100.00%
7
41
5000 98
69 83
126 12.00 12.20 12.40 12.60 12.80
ol o BT 142 189 208 0 Tn7z 0 41.00  52.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19217: Heptane, 3-ethyl-2-methyl-
57
5000 41 98 NI BRI SN
12.00 12.20 12.40 12.60 12.80
29 o m/z 43.10 52 .48%
14 1 , 113 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19191: Octane, 2,3-dimethyl-
57
12.00 12.20 12.40 12.60 12.80
5000 41 98 m/z 98.10 42 .80%
29 70
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19174: Heptane, 4-propyl-
57 12.00 12.20 12.40 12.60 12.80
m/z 55.05 37 .59%
5000
41 98
29 ‘ 70
15 | L oy 83 | 112 142
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Decane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.95 242.30 ug/Il 12097600 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 91
2 Nonane 128 C9H20 000111-84-2 81
3 Decane. 1.1"-oxvbis- 298 C20H420 002456-28-2 72
4 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 64
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 52
Abundance Scan 1875 (12.949 min): VD064596.D (-1868) (-) m/z 57.10 100.00%
57
41
5000
142 12.60 12.80 13.00 13.20
S 159174190207 m/z 43.05 99.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #19156: Decane
57
4
5000
85 12.60 12.80 13.00 13.20
m/z 41.10 67.66%
14 113 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12663: Nonane
43
12:60 12.80 13.00 13.20
5000 m/z 55.10 45 .91%
2 85
7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143259: Decane, 1,1-oxybis- R e B S
57 12.60 12.80 13.00 13.20
al m/z 71.10 43.78%
85
5000
140
..?ﬁ..uﬂﬁ.: 155171186 213 241256 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Decane, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.19 107.33 ug/Il 5358490 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 86
2 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 78
3 Octane. 3.3-dimethvl- 142 C10H22 004110-44-5 72
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
5 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 59

Abundance Scan 1916 (13.190 min): VD064596.D (-1912) (-) m/z 71.10 100.00%

43 7

57

5000

12.80 13.00 13.20 13.40 13.60
m/z 43.10 94 .73%

. 127141156 174 192208
REARRRARESSL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28433: Decane, 4-methyl-
43

71
57

5000{ 29
12.80 13.00 13.20 13.40 13.60

112 m/z 57.10 73.20%
I 85 g8 | 126141156

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19214: Heptane, 3,3,5-trimethyl-
71

43 97 12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 50.58%

29
113
| | ) 850 | 127142

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

Abundance #19190: Octane, 3,3-dimethyl- B R Ea S mas e
43 71 12.80 13.00 13.20 13.40 13.60
57 m/z 70.10 41.30%
5000 29
85 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13.00 13.20 13.40 13 60

82D122419S.M Fri Dec 27 11:30:40 2019 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M

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

Peak Number 7 Cyclohexane,

(1-methylethyl)-

Concentration Rank 4

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

14.42 113.71 ug/Il 5677340 1,4-Dichlorobenzene-d4 13.58

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1-methvlethvl)- 126 C9H18 000696-29-7 53
2 Cvclohexane. pentvl- 154 C11H22 004292-92-6 43
3 3-Cvclobut-1-envl-3-hvdroxv-2-me... 156 C8H1203 1000186-72-4 43
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 38
5 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 38

Abundance Scan 2125 (14.419 min): VD064596.D (-2110) (-)

5000

168 182

o 208

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

Abundance #11587: Cyclohexane, (1-methylethyl)-

83

5000 41

67
27

95 109 126

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

Abundance #27055: Cyclohexane, pentyl-
83

55

5000

41
‘ 67 154
I

29 10 b 97 111105137 ]

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

m/z 83.10 100.00%

14.20 14.40 14.60 14.80

m/z 55.05 84 .95%

14.20 14. 40 14 60 14.80

m/z 82.05 78.61%

14.20 14.40 14.60 14.80

m/z 41.10 76 .58%

Abundance #28842: 3-Cyclobut-1-enyl-3-hydroxy-2-methyl-propionic acid I o e
83 14.20 14.40 14.60 14.80
55 m/z 43.10 56.29%
5000
138
m/z--> 80 100 120 140 160 180 200 220 240 14.20 14.40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 8

R.T. EstConc Area Relative to ISTD R.T.
14.76 75.62 ug/1 3775570 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Tridecane 184 C13H28 000629-50-5 80
3 Undecane 156 C11H24 001120-21-4 80
4 Hexadecane 226 C16H34 000544-76-3 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64

Abundance Scan 2183 (14.761 min): VD064596.D (-2178) (-) m/z 57.10 100.00%
43 97
5000
0 119 70 1440 14160 1480 1500
ol 133148 1185 207 281 m/z 43.10 86.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38315: Dodecane
57
43
71
5000 L DU I B I B
85 14.40 14.60 14.80 15.00
29 m/z 71.10 57 .84%
15 | e 10
m/z--> ﬁo 46 65 86 160 150 150 160 180 200 220 240 2éo 2§o
Abundance #48835: Tridecane
43 37
71 14.40 14.|60 14.80 15.'00 '
5000 m/z 41.05 50.42%
85
29
5| ) 1) | wumemass s
m/z--> ﬁo 46 65 86 160 120 140 160 180 200 220 240 2éo 2§0
Abundance #28424: Undecane LI e
57 14.40 14.60 14.80 15.00
43 m/z 85.10 35.22%
71
5000
29
m/z--> ﬁo 46 65 86 160 150 140 1éo 180 200 220 240 2éo 2§o 14.40 14.60 14.80 15.00 '

82D122419S.M Fri Dec 27 11:30:41 2019
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.88 83.84 ug/1 4185810 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 94
2 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 87
3 Octane. 4-ethvl- 142 C10H22 015869-86-0 80
4 Dodecane. 6-methvl- 184 C13H28 006044-71-9 64
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
Abundance Scan 2203 (14.878 min): VD064596.D (-2199) (-) m/z 57.10 100.00%

57
5000 43 71
g5 112 1460 1480 15.00 1520

166 : : : :

el P L 14118816 184 210223 o 6T A 16w

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48881: Undecane, 2,6-dimethyl-
57

43

14.60 14.80 15.00 15.20
m/z 71.10 43.12%

5000

98
85 7" 113 157 141 155 169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48872: Undecane, 2,5-dimethyl-
57
LA R S S
14.60 14.80 15.00 15.20
5000 3 m/z 41.10 32.13%
4 71
99 112
15 m || ) 8 %% 127 141 155 169 184
e B R I B L LA L L A RN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19162: Octane, 4-ethyl- N B Sl BRREEmE S S
43 57 14.60 14.80 15.00 15.20
m/z 98.10 15.88%
5000
71
85 gg 112
,,,,,,1,42 — A SINES
m/z--> 40 60 80 100 120 140 160 180 200 220 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD122619\
Data File : VD064596.D

Aca On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Sulfurous acid, 2-ethylhexy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.38 82.14 ug/1 4101000 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 80
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
3 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 64
4 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 59
5 Decane, 5-propyl- 184 C13H28 017312-62-8 58
Abundance Scan 2288 (15.378 min): VD064596.D (-2282) (-) m/z 57.10 100.00%
57 4,
43
5000
85 113 LRI BN BN
97 15.00 15.20 15.40 15.60
145
S TS O = - NN (=2 £ o B 1o .71
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57
71
5000 AL AR BUR SRS B
43 15.00 15.20 15.40 15.60
113 m/z 43.10 61.09%
29 859
o . | ” N ||| 127 141 155 239
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 250
Abundance #19181: Octane, 2,6-dimethyl-
57
5| 7 15.00 15.20 15.40 15.60
5000 m/z 41.00 40.09%
29 113
15 | ‘ L) a7 127142
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240
Abundance #161093: Sulfurous acid, 2-ethylhexyl nony! ester e REREE RS T
57 15.00 15.20 15.40 15.60
71 m/z 56.10 25.23%
5000 43
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD122619\
Data File : VD064596.D

Acq On : 26 Dec 2019 13:43

Operator : VA/SY

Sample - K6435-03

Misc : 6.19G/5.00mI/MSVOA_D/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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]
3,5-Dimethyl-3-he... 12.15 63.5 ug/1 1280540 3 11.65 1008190 50.0
Octane, 3,6-dimet... 12.27 72.0 ug/1 1451230 3 11.65 1008190 50.0
Heptane, 3-ethyl-_.. 12.39 227.9 ug/l 4594680 3 11.65 1008190 50.0
Decane 12.95 242_.3 ug/l1 12097600 4 13.58 2496370 50.0
Decane, 4-methyl- 13.19 107.3 ug/l 5358490 4 13.58 2496370 50.0
Cyclohexane, (1-m... 14.42 113.7 ug/l 5677340 4 13.58 2496370 50.0
Dodecane 14.76 75.6 ug/l 3775570 4 13.58 2496370 50.0
Undecane, 2,6-dim... 14.88 83.8 ug/1 4185810 4 13.58 2496370 50.0

4

Sulfurous acid, 2... 15.38 82.1 ug/1 4101000 13.58 2496370 50.0
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