LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M

Title : SW846 8260

Signal : TIC: VY@06196.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.722 467 476 487 rVB4 3054 9222 3.97% 0.228%
2 5.759 637 646 659 rvVB6 3033 9724 4.19% 0.240%
3 7.722 960 968 974 rBv2 28605 69677 30.02% 1.720%
4 7.795 974 980 990 rVwW2 61590 136849 58.95%  3.379%
5 7.880 990 994 1001 rvVvB5 1362 3014 1.30% 0.974%
6 8.149 1029 1038 1047 rVB 30781 67801 29.21% 1.674%
7 8.332 1060 1068 1076 rVB5 1533 3862 1.66% 0.095%
8 8.697 1120 1128 1136 rBV 84739 168057 72.40% 4.149%
9 8.929 1159 1166 1174 rBV4 2423 5132 2.21% 0.127%
10 9.161 1198 1204 1205 rBV6 2020 3250 1.40% 0.080%
11 9.252 1214 1219 1224 rVB3 2028 3633 1.57% 0.090%
12 9.465 1244 1254 1260 rBV6 3154 8147 3.51% 0.201%
13 9.618 1274 1279 1288 rVB3 3344 7071 3.05% 0.175%
14  9.752 1295 1301 1307 rBV3 3319 6965 3.00% 0.172%
15 9.941 1326 1332 1337 rBV4 2388 4656 2.01% 0.115%
16 10.112 1355 1360 1364 rVB4 2544 4412 1.90% 0.109%
17 10.185 1364 1372 1380 rBV 131945 232137 100.00% 5.731%
18 10.477 1409 1420 1424 rBV6 2099 4984  2.15% 0.123%
19 10.526 1424 1428 1432 rVB6 2473 3782 1.63% 0.093%
20 10.612 1432 1442 1449 rBV8 3168 9545 4.11% 0.236%
21 10.709 1455 1458 1463 rVB4 2157 3472 1.50% ©0.086%
22 10.807 1470 1474 1478 rVV5 2323 3816 1.64% 0.094%
23 10.904 1479 1490 1498 rW7 3952 13650 5.88% 0.337%
24 11.008 1503 1507 1511 rVB5 2972 5072 2.18% 0.125%
25 11.087 1511 1520 1525 rBV6 5086 13381 5.76% 0.330%
26 11.148 1525 1530 1534 rVV5 4697 6730 2.90% 0.166%
27 11.252 1542 1547 1549 rBV4 2179 4168 1.80% 0.103%
28 11.294 1550 1554 1564 rVB6 8115 18154 7.82% 0.448%
29 11.398 1564 1571 1572 rBVS5S 2518 4816 2.07% 0.119%
30 11.489 1580 1586 1596 rBV 112156 187004 80.56% 4.617%
31 11.569 1596 1599 1605 rBV6 1462 3215 1.38% 0.979%
32 11.630 1605 1609 1613 rVB4 5390 8195 3.53% 0.202%
33 11.691 1613 1619 1621 rBV5 4846 8669 3.73% 0.214%
34 11.746 1621 1628 1633 rBV7 5841 13237 5.70% 0.327%
35 11.843 1638 1644 1647 rBV4 5070 9398 4.05% 0.232%
36 11.898 1647 1653 1657 rVB5 4490 8935 3.85% 0.221%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Title : SW846 8260
37 11.941 1657 1660 1663 rBV4 3274 4303 1.85% 0.106%
38 12.002 1663 1670 1676 rBV5 12079 28742 12.38% 0.710%
39 12.063 1676 1680 1682 rBv4 5769 7443 3.21% 0.184%
40 12.093 1682 1685 1686 rVvV3 3122 3216 1.39% 0.079%
41 12.124 1687 1690 1694 rVB2 8590 11501 4.95% 0.284%
42 12.166 1694 1697 1698 rBv2 2885 2995 1.29% 0.074%
43 12.203 1698 1703 1705 rBV4 18247 28469 12.26% 0.703%
44 12.233 1705 1708 1713 rVB 22978 34578 14.90%  0.854%
45 12.325 1713 1723 1729 rBvie 11179 42048 18.11% 1.038%
46 12.380 1729 1732 1737 rVB5 5588 9640 4.15% 0.238%
47 12.483 1742 1749 1755 rVB2 96216 166580 71.76% 4.113%
48 12.575 1755 1764 1768 rBV7 17887 46913 20.21% 1.158%
49 12.642 1768 1775 1782 rVB6 26410 74245 31.98% 1.833%
50 12.733 1782 1790 1794 rBV6 21931 57832 24.91% 1.428%
51 12.794 1796 1800 1802 rBV2 17274 25703 11.07% 0.635%
52 12.953 1816 1826 1829 rBV5 27036 65500 28.22% 1.617%
53 12.995 1829 1833 1837 rVV3 20580 36023 15.52% ©0.889%
54 13.068 1837 1845 1852 rvB4 28223 74804 32.22% 1.847%
55 13.129 1853 1855 1857 rBV3 7397 7525 3.24% 0.186%
56 13.172 1857 1862 1868 rVvv3 33388 59629 25.69% 1.472%
57 13.251 1873 1875 1877 rVvVv3 18398 23615 10.17% 0.583%
58 13.288 1877 1881 1889 rvv3 55611 118749 51.15% 2.932%
59 13.349 1889 1891 1895 rVWv3 19500 27999 12.06% 0.691%
60 13.428 1898 1904 1908 rVWV 93649 165769 71.41% 4.093%
61 13.477 1908 1912 1919 rVWV2 47310 108150 46.59% 2.670%
62 13.568 1923 1927 1931 rVV3 26374 42601 18.35% 1.052%
63 13.611 1931 1934 1936 rVV3 11165 15127 6.52% 0.373%
64 13.642 1937 1939 1942 rVB4 16719 19669 8.47% 0.486%
65 13.745 1951 1956 1962 rBV6 42308 75774 32.64% 1.871%
66 13.806 1964 1966 1970 rBVv4 13647 21436 9.23% 0.529%
67 13.940 1982 1988 1990 rBv4 27281 57780 24.89% 1.427%
68 14.074 2007 2010 2014 rBV3 22606 30030 12.94% 0.741%
69 14.141 2016 2021 2027 rVB6 41005 84665 36.47% 2.090%
70 14.202 2027 2031 2035 rVB4 21297 35931 15.48% 0.887%
71 14.257 2035 2040 2046 rBV4 97605 198344 85.44% 4.897%
72 14.422 2063 2067 2071 rVB3 74467 100618 43.34% 2.484%
73 14.471 2072 2075 2080 rVB5 36314 61816 26.63% 1.526%
74 14.550 2084 2088 2091 rBV 41836 60170 25.92% 1.486%
75 14.623 2097 2100 2104 rBv4 19578 29262 12.61% 0.722%

76 14.733 2114 2118 2124 rVB4 63417 112627 48.52% 2.781%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M

Title : SW846 8260

77 14.849 2134 2137 2140 rBV3 37147 55352 23.84% 1.367%
78 15.123 2179 2182 2190 rVB4 62994 109499 47.17% 2.704%
79 15.214 2193 2197 2203 rVB2 80957 128278 55.26% 3.167%
80 15.281 2203 2208 2213 rBV7 41526 98422 42.40% 2.430%
81 15.446 2231 2235 2243 rBV7 38892 88900 38.30% 2.195%
82 15.605 2257 2261 2267 rVB4 85166 166926 71.91% 4.121%
83 16.159 2348 2352 2360 rVB2 50032 93379 40.23% 2.306%
84 16.470 2400 2403 2410 rVB4 30704 57858 24.92% 1.428%

Sum of corrected areas: 4050267
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VY006196.D\data.ms
150000
100000
50000
.- 4.722 5.759
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY006196.D\data.ms
150000
10.185
11.489
100000
8.697
7.795
50000
7.7 8.149
. 880 /\ 8.332 8.929 0.1E252 9.468.6187529 9410112 100852602080 20RIAE 400t SIS
—— A A e e R S B B R e e e LR
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY006196.D\data.ms
15214 15605
15.123
14.422 733
150000 14.257 4.849 5.281
5.446
16.159
13.428 14.550
14.47|
12.483 4. ':. 16.470
100000 13. 745 14 14
13.2883 477
13.17 3 5681 “‘ 2
13. 06 49 1B, 64
50000 12 5 f [ o‘ A
794
23 12 &, g “
00015 agz;@
' X "’l*i.. ‘
0 T T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ’ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.288 35.82 ug/l 118749 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 50
2 1-Iodoundecane 282 C11H23I 004282-44-4 47
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 47
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 47
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 47
Abundance Scan 1881 (13.288 min): VY006196.D\data.ms (-1877) (- m/z 57.10 100.00%
57.1
5000
5.1
—— —
| ‘H ‘12‘7-2 2072 13.00 13.50
O L L L R m/z 71.10 64.74%
miz-> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 e ——
13.00 13.50
‘ 99.0 m/z 43.10 56.80%
Ot ‘\“ [“‘\ ”U‘ \‘“‘\ h“ \h‘ it ‘h\ h\ \1\97‘0\ \2\3\9’0 T 2\8\1\0‘
m/z--> 50 100 150 200 250
Abundance #175097: 1-lodoundecane
57.0
—— —
13.00 13.50
5000 m/z 85.10 52.34%
‘ 99.0 1550
otso L L [ 0 aor0 a0
miz--> 50 100 150 200 250
Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester 1 —
57.0 13.00 13.50
m/z 41.10 47.62%
5000
113.0
N O N
m/z--> 50 100 150 200 250 13.00 13.50

82Y092821S.M Wed Sep 29 18:04:34 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 trans-Decalin, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.257 59.83 ug/l 198344  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 86
2 Bicyclo[3.3.2]decan-9-one 152 C10H160 028054-91-3 72
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 72
4 Pulegone 152 C10H160 000089-82-7 64
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 62

Abundance Scan 2040 (14.257 min): VY006196.D\data.ms (-2035) (- m/z 81.10 100.00%

81 152.2
41.1 '
5000

109.1
‘ ‘ ‘ 14.00 1450
0! MM‘_“Hw“m“HMu,HH,HH"]Q?‘Q m/z 152.15  81.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000
1400 1450

29.0 m/z 95.10  79.95%

O' \\‘\H\‘\\H\\‘h\\\‘\\‘\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29166: Bicyclo[3.3.2]decan-9-one
81.0 152.0

14 00 14 50
5000 41.0 ' m/z 67.10 78.39%

0 oo L MULM
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #29381: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0

14 00 14 50
m/z 41.10 75.95%

69.0
5000
152.0

45. ‘1230
0! “Mu‘ﬂu‘“H“‘h,‘u‘,‘w“‘w‘ —

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Oleyl alcohol, methyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.422 30.35 ug/l 100618 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleyl alcohol, methyl ether 282 C19H380 1010352-68-0 83
2 Bicyclo[4.1.0]heptane, 2-methyl- 110 C8H14 041977-46-2 83
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 72
4 Cyclohexene, 1-pentyl- 152 C11H20 015232-85-6 60
5 Cyclohexane, 1-propenyl- 124 C9H16 005364-83-0 55

Abundance Scan 2067 (14.422 min): VY006196.D\data.ms (-2063) (- m/z 152.20 100.00%

67.1 152.2
5000
10.1 T
| ‘H Wl ) | 2071 281.¢ o
oLl Al L S Y m/z 67.1@ 95.82%
miz--> 50 100 150 200 250
Abundance #176360: Oleyl alcohol, methyl ether
82.0
45.
5000 R
14.50
23.0 m/z 82.10 80.21%
- T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #6783: Bicyclo[4.1.0]heptane, 2-methyl-
67.0
P
14.50
5000 m/Z 95.10 78.71%
110.0
miz-> 50 100 150 200 250
Abundance #29497: 1-Methyldecahydronaphthalene ——
41.0 14.50
950 oo m/z 81.10 77.43%
o M
ok lh‘ — —
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl4.733 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.733  33.97 ug/1 112627 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 25
2 7-Octenal, 3,7-dimethyl- 154 C10H180 000141-26-4 22
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 11
4 Pentafluoropropionic acid, undec... 318 C14H23F502 959014-11-0 11
5 3-Chloropropionic acid, heptadec... 346 C20H39C102 1000283-05-1 11

Abundance Scan 2118 (14.733 min): VY006196.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

5000 95.1 151.2
s o
124.2 : ’
0! ‘,Huu‘”!u_w 1821wz 4110 77.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43470: Cyclododecane
55.0
83.0
5000 e —
29.0 168.0 14.50 15.00
111.0 ' m/z 55.10 55.13%
‘ 140.0
O' "\\‘\’\h\\\‘l\\\\‘\\‘\\‘\\\
m/z--> 20 40 60 100 120 140 160 180
Abundance #31035. 7—Octenal, 3,7-dimethyl-

\ \ —
14.50 15.00

5000 950 m/z 71.15 54.79%
121.0
‘ | 1530
0 ST PR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- — —
57.0 14.50 15.00
m/z 43.10 49.81%
29.0
85.0
113.
o‘_u\",\‘ml‘Hw_HM?‘m_%??-f’wlﬁfl;q R
m/z--> 20 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 4-Nonene, 5-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.123 33.03 ug/l 109499 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonene, 5-butyl- 182 C13H26 007367-38-6 76
2 6-Tridecene, (Z)- 182 C13H26 006508-77-6 68
3 6-Tridecene, (E)- 182 C13H26 006434-76-0 68
4 5-Dodecene, (Z)- 168 C12H24 007206-28-2 62
5 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 49
Abundance Scan 2182 (15.123 min): VY006196.D\data.ms (-2179) (- m/z 57.10 100.00%
57.1
5000
97.2
182.2 —r e
H H 126.1 s 15.00 15.50
o — M,M‘W‘luw‘“m_mum‘\m,‘Mwwww:' m/z 69.10 91.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56966: 4-Nonene, 5-butyl-
55.0
5000 —r ——
15.00 15.50
97.0 182.0 m/z 55.10  69.04%
‘ H 140.0
O\H‘HH“HW“’\h‘\\”’u\\‘\‘\\H‘HH‘HH‘\H\‘HH’HH‘\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56961: 6-Tridecene, (2)-
55.0
—— —
15.00 15.50
5000 m/z 41.10 66.92%
97.0
‘ “ 182.0
NIz B O
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56960: 6-Tridecene, (E)- T —
55.0 15.00 15.50
m/z 56.10 60.29%
5000
84.0
‘ ‘ ‘ 182.0
N L R
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tridecane, 7-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.214 38.69 ug/l 128278 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 90
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 78
3 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 72
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 72
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
Abundance Scan 2197 (15.214 min): VY006196.D\data.ms (-2193) (- m/z 57.10 100.00%
57.1
971 15.00 15.50
127.1 182.2 . :
o‘H“H‘Jm‘wu‘m‘ww‘$_‘w‘ww‘,f§5f“qu‘H%9?¥ m/z 71.10  77.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 — ——
112.0 15.00 15.50
m/z 43.10 55.21%
O\\\\‘\\\\‘i‘}\\MH“\\‘M\B“SU.\O\\‘\\\‘\‘\\\\’\J-\S\\S.‘(\)\\J-\S‘?.\O\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl-
57.0
—— —
15.00 15.50
5000 290 m/z 41.10 37.48%
113.0
ol bbb 20 L 20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33100: Octane, 2,3,7-trimethyl- — —
57.0 15.00 15.50
m/z 55.10 30.79%
5000
29.0 ‘ | 850 1130
O‘H“w‘ﬂh‘wuHmwU‘H‘HU‘M‘H,H“M‘H‘H“M‘H e o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl5.281 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.281 29.69 ug/l 98422 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 41
2 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 38
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 164 C12H20 055976-09-5 30
4 Added stereo to name 164 C12H20 024145-88-8 25
5 Tetratetracontane 619 C44H90 007098-22-8 25

Abundance Scan 2208 (15.281 min): VY006196.D\data.ms (-2203) (- m/z 57.10 100.00%
57.1

149.2
5000
— —
s
0L M W'* Wl e e e M/Z 149,15 72,52%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #349148: Octatriacontyl pentafluoropropionate
57.0
5000 - LA
15.00 15.50
m/z 55.10 52.03%
bl ﬁ 281.0355.0429.0 532.0 678.
‘H\f‘\\H‘\T'\T‘HTF‘TH\‘\H\‘HH’HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0
— —
15.00 15.50
5000 m/z 41.10 50.81%

ol Jm“ 222.0 306.0 391.0 5040  650.0
rreb A o S R P e e e

m/z--> 0 50 100150200250300350400450500550600650
Abundance #39835: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-C
57.0 149.0 15.00 15.50

m/z 43.10  48.55%

i

o

5000

mmu ‘

Ol e e e e e e e
miz—> 0 50 100150200250300350400450500550600650 15.00 15.50

:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18

Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
: SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.446  26.81 ug/l 88900 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 50
2 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 38
3 Cyclopropane, 1-butyl-2-pentyl-,... 168 C12H24 074663-88-0 35
4 Hexanenitrile, 5-methyl- 111 C7H13N 019424-34-1 27
5 7-Oxabicyclo[4.1.0]heptan-2-one,... 168 C10H1602 005286-38-4 27

Abundance Scan 2235 (15.446 min): VY006196.D\data.ms (-2231) (-

m/z 69.10 100.00%

69.1 125.2
5000
e
391 15.50
166.1 :
0. Al ““HL“ huh Ly “u A% 281U 45 125,15 98.57%
miz--> 50 100 150 200 250
Abundance #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0
125.0
5000 L
15.50
39,0 m/z 55.10 86.19%
O T T H\ ‘U‘ “‘H\ ‘H H\“ T ‘ T T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #43579: Cyclopropane, 1-ethyl-2-heptyl-
55.0
e
15.50
5000 ITI/Z 41.10 66.99%
L 97.0
0 20, A u“‘u“‘ i Agol®80
miz--> 50 100 150 200 250
Abundance #43599: Cyclopropane, 1-butyl-2-pentyl-, cis- ——
55.0 15.50
m/z 43.10 61.65%
5000
J ‘910
ol2o0ll L L) 1ssote0 -
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 7-Tetradecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.605 50.35 ug/l 166926 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Tetradecene, (E)- 196 C14H28 041446-63-3 55
2 Cyclopentane, butyl- 126 C9H18 002040-95-1 53
3 6-Tetradecene, (Z)- 196 C14H28 041446-61-1 49
4 3-Dodecene, (E)- 168 C12H24 007206-14-6 46
5 7-Tetradecene, (Z)- 196 C14H28 041446-60-0 45

Abundance Scan 2261 (15.605 min): VY006196.D\data.ms (-2257) (- m/z 69.10 100.00%

411 691
9.1 165.2
5000
125.2 T ‘ T T ‘ T
“ ‘ H 19‘6'3 15.50 16.00
Ol A e o w2 a1.10 87.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71753: 7-Tetradecene, (E)-
55.0
83.0
so00{ 290 e —
15.50 16.00
m/z 55.10 83.13%
111.0 196.0
L | | ,140.0 1680 |
O\\\‘\\\\‘{\\ \\‘\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13197: Cyclopentane, butyl-
41.0 9.0
—— —
15.50 16.00
5000 ITI/Z 57.10 66.24%
97.0 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71741: 6-Tetradecene, (Z)- T —
55.0 15.50 16.00
m/z 95.10 63.80%
5000{ 290 83.0
111.0 196.0
170.0
oww‘m“;‘m 139.0 —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©92821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Dodecane, 2,6,10-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.159  28.17 ug/1 93379 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 74
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64

Abundance Scan 2352 (16.159 min): VY006196.D\data.ms (-2348) (- m/z 57.10 100.00%
57.1

5000 AWJL\M
113.2 ‘16‘00‘ ‘16‘50‘
H ‘ “\ Il \‘\ \M.H‘ ]\-43.2 17\9'2210'2 . . 9
ob—— gl gl i, Lot m/z 71.10  77.93%
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 — —
16.00 16.50
m/z 43.10 51.89%
27‘.0‘ ‘ 97.0 127.0 183.0
0 \“\“\“H\M\“‘\‘M‘ \H\“\ L ——— \‘.\ LA B s
m/z--> 50 100 150 200 250
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
P e
16.00 16.50
5000 m/z 41.10 45.,28%
113.0 169.0
oL 2L L a0 2670
m/z--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 16.00 16.50
m/z 85.10 29.36%
- ”WMJ\MW
113.0
27,0 ‘
ol 210 L L LT 1ma0830 a3 I
m/z--> 50 100 150 200 250 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092821\
Data File : VY006196.D

Acqg On : 28 Sep 2021 18:18
Operator : SY/MD

Sample : M3971-01

Misc : 3.63G/5ML/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y092821S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Eicosane, 10-me... 13.288 35.8 wug/l 118749 4 13.428 165769 50.0
trans-Decalin, ... 14.257 59.8 wug/l 198344 4 13.428 165769 50.0
Oleyl alcohol, ... 14.422 30.4 ug/l 100618 4 13.428 165769 50.0
unknown14.733 14.733 34.0 ug/l 112627 4 13.428 165769 50.0
4-Nonene, 5-butyl- 15.123 33.0 ug/l 109499 4 13.428 165769 50.0
Tridecane, 7-me... 15.214 38.7 wug/l 128278 4 13.428 165769 50.0
unknown15.281 15.281 29.7 ug/l 98422 4 13.428 165769 50.0
Cyclohexane, 1,... 15.446 26.8 ug/l 88900 4 13.428 165769 50.0
7-Tetradecene, ... 15.605 50.4 ug/l 166926 4 13.428 165769 50.0
Dodecane, 2,6,1... 16.159 28.2 ug/l 93379 4 13.428 165769 50.0
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