LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y042122S.M

Title : SW846 8260

Signal : TIC: VY@08509.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.716 957 967 973 rBV2 38466 92983 10.06% 0.894%
2 7.789 973 979 993 rVB 64753 145433 15.74% 1.398%
3 8.142 1022 1037 1049 rBV2 36080 83056 8.99% 0©.798%
4 8.691 1118 1127 1140 rBV 95901 195684 21.18% 1.881%
5 10.179 1363 1371 1386 rVB 160259 280747 30.39%  2.698%
6 10.581 1431 1437 1442 rBV2 5502 9984 1.08% 0.096%
7 10.953 1493 1498 1505 rBV5 5923 13234 1.43% 0.127%
8 11.282 1543 1552 1556 rBV5 10356 24664 2.67% 0.237%
9 11.380 1563 1568 1573 rBV 10667 16577 1.79% 0.159%
10 11.489 1579 1586 1597 rBV 154402 253145 27.40% 2.433%
11 11.709 1617 1622 1631 rVV3 48499 92547 10.02% 0.889%
12 11.782 1631 1634 1640 rVB3 10233 15416 1.67% 0.148%
13 11.928 1651 1658 1663 rVB4 6532 11639 1.26% 0.112%
14 12.026 1663 1674 1682 rBv4 24537 89703 9.71% 0.862%
15 12.123 1686 1690 1694 rVB 26560 34453  3.73% 0.331%
16 12.203 1699 1703 1705 rBV4 14228 21747 2.35% 0.209%
17 12.245 1705 1710 1714 rVB3 25671 48620 5.26% ©0.467%
18 12.325 1720 1723 1726 rBV4 6460 10228 1.11% ©0.098%
19 12.386 1726 1733 1734 rVV4 20888 43599 4.72% 0.419%
20 12.416 1734 1738 1740 rW 42455 68778 7.44% 0.661%
21 12.440 1740 1742 1745 rVV2 40881 49688 5.38% 0.478%
22 12.483 1745 1749 1753 rVV2 130736 203978 22.08% 1.960%
23 12.526 1753 1756 1760 rVV 42203 53226 5.76% 0.512%
24 12.648 1772 1776 1783 rVB4 20915 47964 5.19% 0.461%
25 12.733 1783 1790 1793 rBV4 30874 62472 6.76% ©0.600%
26 12.806 1793 1802 1808 rBV2 406072 618761 66.97% 5.947%
27 12.861 1808 1811 1816 rVB2 38754 58453 6.33% 0.562%
28 12.916 1816 1820 1821 rBV3 7820 9358 1.01% 0.090%
29 12.971 1822 1829 1833 rBV3 47668 121863 13.19% 1.171%
30 13.007 1833 1835 1837 rW 15689 16812 1.82% 0.162%
31 13.038 1837 1840 1846 rVB 118793 177734 19.24%  1.708%
32 13.111 1847 1852 1858 rBv3 29313 63504 6.87% 0.610%
33 13.166 1858 1861 1867 rBV 30465 47620 5.15% 0.458%
34 13.221 1867 1870 1873 rBV2 29230 44490 4.82% 0.428%

2.

35 13.318 1878 1886 1890 rBV2 113740 227969 24.67%
36 13.367 1890 1894 1897 rBV3 81460 110919 12.01% 1.066%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y042122S.M
Title : SW846 8260
37 13.428 1897 1904 1907 rBV3 216086 357284 38.67% 3.434%
38 13.501 1913 1916 1922 rVB 89093 111248 12.04% 1.069%
39 13.568 1924 1927 1929 rBvV3 10501 13945 1.51% 0.134%
40 13.623 1929 1936 1940 rBV2 82186 125078 13.54% 1.202%
41 13.666 1940 1943 1951 rVB3 88248 159615 17.28% 1.534%
42 13.751 1951 1957 1962 rBV 643335 923929 100.00% 8.879%
43 13.794 1962 1964 1966 rBv2 27431 29784 3.22% 0.286%
44 13.824 1966 1969 1972 rVB 35143 41973 4.54% 0.403%
45 13.916 1980 1984 1989 rVB4 74047 110172 11.92% 1.059%
46 13.971 1989 1993 1998 rVB 106454 153142 16.58% 1.472%
47 14.019 1998 2001 2006 rVB2 63694 94698 10.25% ©.910%
48 14.080 2006 2011 2016 rBvV2 131694 199435 21.59% 1.917%
49 14.147 2016 2022 2027 rBVv7 49698 115018 12.45% 1.105%
50 14.263 2027 2041 2046 rBV7 141604 565393 61.19% 5.434%
51 14.318 2046 2050 2052 rVvv2 76291 141259 15.29%  1.358%
52 14.385 2056 2061 2064 rBV3 103069 135822 14.70% 1.305%
53 14.422 2064 2067 2072 rVB3 77980 100896 10.92% 0.970%
54 14.483 2073 2077 2079 rBV4 19701 28494 3.08% 0.274%
55 14.525 2080 2084 2086 rVB 29441 37743 4.09% 0.363%
56 14.568 2087 2091 2094 rVV3 31986 60719 6.57% 0.584%
57 14.611 2094 2098 2103 rVB 400053 518969 56.17% 4.988%
58 14.678 2103 2109 2114 rBV3 197340 439275 A47.54%  4.222%
59 14.733 2114 2118 2125 rVB3 153631 259943 28.13% 2.498%
60 14.836 2131 2135 2144 rVB 117122 200065 21.65% 1.923%
61 14.946 2149 2153 2156 rVV2 56855 76768 8.31% 0.738%
62 14.977 2156 2158 2161 rVB2 19927 22153 2.40% 0.213%
63 15.056 2165 2171 2175 rBV5 67263 141921 15.36% 1.364%
64 15.141 2182 2185 2190 rVB5 63450 101282 10.96% 0.973%
65 15.214 2191 2197 2205 rVV3 103335 206591 22.36%  1.985%
66 15.294 2205 2210 2214 rW 65612 117189 12.68% 1.126%
67 15.348 2214 2219 2229 rVV8 51719 186364 20.17% 1.791%
68 15.434 2229 2233 2241 rVB 176619 294696 31.90%  2.832%
69 15.531 2242 2249 2256 rBV7 44822 130503 14.12% 1.254%
70 15.611 2256 2262 2266 rVB3 35912 67624 7.32% 0.650%
71 15.726 2277 2281 2288 rVB 88786 156192 16.91% 1.501%
72 15.885 2303 2307 2317 rVB7 25939 58829 6.37% 0.565%
73 16.037 2324 2332 2337 rBV2 67685 151436 16.39%  1.455%
74 16.159 2348 2352 2357 rBV2 24406 39382 4.26% 0.378%
75 16.232 2358 2364 2370 rVB2 41351 82334 8.91% 0.791%
76 16.293 2370 2374 2380 rVB4 18382 29143 3.15% 0.280%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y042122S.M

Title : SW846 8260

77 16.361 2380 2385 2395 rVB 47416 91284 9.88% 0.877%

78 16.489 2399 2406 2412 rBV9 20228 60604 6.56% ©.582%
Sum of corrected areas: 10405242
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

Abundance TIC: VY008509.D\data.ms
600000
500000
400000
300000
200000

100000

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY008509.D\data.ms

600000
500000
400000
300000

200000 10.179 11.489

100000 8.691

11.709

0 10. 581 10 953 11 2828 N4
T e — — — ‘ — :

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11 00 11 50

Abundance TIC: VY008509.D\data.ms

13.¥51

600000
500000 14.611
12.806
400000

300000 13.428 14 678

733 15.434
200000 % é‘ 854 185 14. 836

12.483 13.038 133 ] “ - 4 ‘ 14.9 5 294 15 726 16037
100000 A ‘ " t : 4 9 :
526, ., 2058 'H{" ." I'M l ik ‘ ‘ 15. 885 66489
¢k & V
928 AP e i' 'ﬂ

‘ T T ‘ T T ‘ T T ’ T T ‘ T

13.00 13550 14.00 14.50 15.00 1550 16,00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Cyclohexane, butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.318 31.90 ug/l 227969 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 70
2 p-Cymene 134 C1oH14 000099-87-6 59
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 56
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
5 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 45

Abundance Scan 1886 (13.318 min): VY008509.D\data.ms (-1878) (- m/z 83.10 100.00%
1

83.
55.1
119.1
5000
140.2 - —
o) ol ol Lozagg |
0L “1”“““‘! L LA Ll wyz ss.1e 74.38%
miz--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — —
13.00 13.50
m/z 119.10 65.91%
290 140.0
O\\\‘\H\\"H\\\“!“\‘}h\\“1\\\“\1-]\-]\-.\()‘\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
110.0 M
SEVREY AUV VLYY
13.00 13.50
5000 m/z 82.00  60.94%
91.0
41.0 65.0
O il 1360
miz--> 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- - —
119.0 13.00 13.50
m/z 41.10 51.33%
5000
39.0 550
| POV O PPN I & SN O PUV 9 LT
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.751 129.30 ug/l 923929 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Tetradecane 198 C14H30 000629-59-4 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 59
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 53

Abundance Scan 1957 (13.751 min): VY008509.D\data.ms (-1951) (-  m/z 57.10 100.00%
57.1

5000
85.1
— = 7
“ 1121 156.2 13.50 14.00
O trrrrrrr i R R RAA mea R m/z 43.10 82.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33079: Undecane
57.0
5000 VAA&\¢VT T
85.0 13.50 14.00
29.0 m/z 71.10 54.25%
LA Lm0 1m0
O\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\U\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
= —
13.50 14.00
5000 m/z 41.10 51.35%
85.0
29.0
0 bbb 20, 169.0 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane — —
57.0 13.50 14.00
m/z 85.10 35.77%
5000
85.0
29.0
o \‘ ||, 1130 1410 160.0 226.0
H“H‘w“H‘H“_‘H“H‘_“W‘H“H‘w“u‘u“_‘u s ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.080 27.91 ug/l 199435 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 64
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 50
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 50
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 50
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 50
Abundance Scan 2011 (14.080 min): VY008509.D\data.ms (-2006) (-  m/z 117.10 100.00%
11p.1
5000
T jL M
571 148.1 il ‘
Wl |l
0k “i‘u H‘N‘H““l‘umﬁlp““e“u‘ bl H} bl e m/z 119.10  96.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
11y7.0
5000 S :
14.00
910 m/z 105.10  58.06%
oo 0 g || o
O\‘\‘\‘\\“\\‘1”\“”\\”1‘\r‘r‘\‘”“‘\\r‘\‘“\‘\|\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
T \
14.00
5000 m/z 115.05 37.27%
91.0
39.0
0 moy ao
0 bt e e e e e et e
miz--> 20 40 60 80 100 120 140 160
Abundance #16134: 1-Methyl-2-phenylcyclopropane ———
117.0 14.00
m/z 91.10 36.92%
5000
91.0
51.0 ‘
- L . T AT s L
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Cyclopentane, 1-methyl-3-(1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.263 79.12 ug/1 565393  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 58
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PP0696-29-7 49
3 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 49
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 46
Abundance Scan 2041 (14.263 min): VY008509.D\data.ms (-2027) (- m/z 83.10 100.00%
83.1
55.1
5000
152.2
— —
‘10‘5'1 1262 14.00 14.50
0 M b ST L1704 g5 10 68.37%
miz--> 20 40 60 80 100 120 140 160
Abundance  #13292: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0
83.0
5000 s —
14.00 14.50
270 ‘ 111.0 m/z 55.10 67.17%
O\‘\H\\‘i‘\\\““\‘\\“1\\1‘\\‘1\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #13251: Cyclohexane, (1-methylethyl)-
55.0 83.0
— —
14.00 14.50
5000 m/z 41.10 60.82%
27.0 126.0
0 ‘_‘“HNHM‘_1‘”“1H“HH_“H‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160
Abundance #19488: 1,6-Octadiene, 5,7-dimethyl-, (R)- — ——
55.0 14.00 14.50
m/z 43.05 41.71%
83.0
5000
27.0
o i L osozse Ll
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Carbonic acid, tetradecyl v... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.611 72.63 ug/l 518969 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Dodecane 170 C12H26 000112-40-3 62
5 Tetradecane 198 C14H30 000629-59-4 59

Abundance Scan 2098 (14.611 min): VY008509.D\data.ms (-2094) (-  m/z 57.10 100.00%
57.1

119.1 = =
H | ‘ 170.3 14.50 15.00
ol el 245070 w2z 43.10 77.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
5000 85.0 A =
14.50 15.00
m/z 71.05 60.74%
0 2?'0‘\‘ ‘\ u‘ h | ‘H ‘u ,140.0 168.0 196 0 241.0
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
P =
14.50 15.00
m/z 41.10 42.93%
5000 85.0 /
29.0 141.0
obdd b AL 130 | 1e90
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane T —
57.0 14.50 15.00
m/z 85.05 39.17%
5000
85.0
29.0
bl ps0s0sems o
w‘H"H‘w‘H‘_"W‘H‘_‘H“H‘W‘H“H‘_‘H,H“_‘ = ==l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 2-butenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.678 61.47 ug/1 439275  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
2 o-Cymene 134 C1oH14 000527-84-4 55
3 p-Cymene 134 C10H14 000099-87-6 50
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 50
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 50

Abundance Scan 2109 (14.678 min): VY008509.D\data.ms (-2103) (- m/z 119.10 100.00%

119.1
5000
91.1
R =
55.0 ‘ ‘ H 148.1 14.50 15.00
0L ehl MM!M‘ m‘w N ~ull - ‘1553:?" m/z 117.10  68.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16114: Benzene, 2-butenyl-
11y.0
5000 e R as
91.0 14.50 15.00
390 65.0 m/z 134.05 38.80%
0 \1\5\.‘0\” T \““\ \“”‘\ “M‘\ \“1”‘ T M T “u TT !‘ \‘U“\‘\ LR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16991: o-Cymene
110.0 ]\
A -
14.50 15.00
m/z 91.10 26.08%
5000 910 /
39.0 650
L I Y O
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16995: p-Cymene T —
119.0 14.50 15.00
m/z 115.00 24.67%
5000
91.0
41.0 65.0
0H\‘H\H“‘\\‘H‘H‘H\‘”‘\mu“JH\‘H\HH‘HH‘HH‘\H e P
m/z--> 20 40 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\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Undecane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.733  36.38 ug/l 259943  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 70
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 55
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 43
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 43
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 38

Abundance Scan 2118 (14.733 min): VY008509.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

- e MJwa
1450  15.00
81.0 166.2 : :
o"H"H‘mew_ﬁ:Aw‘NMHW‘M‘}ﬁ%%M‘JH‘_“EQ7€ m/z 71.05  46.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 P, —~
14.50 15.00
m/z 43.10 44.,28%
29.0 ‘ 98.0
0 \\\\‘\H‘\\U\\\‘ “\\H}\“U\\\““\\U\‘\\}\4"].\.\0\\‘\\\1\-‘8\4.\.(\)\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
= =
14.50 15.00
5000 m/z 119.10  43.16%
29.0 112.0
O L S0 1810 1690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22081: Nonane, 3-methyl- R =
57.0 14.50 15.00
m/z 41.10 33.12%
5000
29.0
0 “ Ll [ 8?'0 11\2.0 142.0
e e ST e — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.836  28.00 ug/l 200065 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 53
3 Indan, epoxide 132 C9H80 000768-22-9 52
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 43
5 2-Bromopropionic acid, 2-phenyle... 256 C11H13Br02 043216-34-8 35

Abundance Scan 2135 (14.836 min): VY008509.D\data.ms (-2131) (- m/z 104.10 100.00%

104.1 ‘
132.1
5000
s e

o“‘_“w‘JMWWHJHHwM L1683 2071 13005 54.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 ‘
14. 50 15 00

m/z 91.05 41.55%

27.0 51.0 78.0 H
\\\‘\\\\“\\“\‘\“‘H\\\H‘\\\\“\\1‘\‘1‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16121: Benzene, cyclobutyl-
104.0

o

l4.50 15.00
5000 m/z 115.05 18.42%
50.0 8.0 132.0
0"w"HMHM‘w‘HW‘w‘ﬂh”w‘w‘\w‘w“www“w‘w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide P P
104.0 14.50 15.00

m/z 117.10  13.75%

5000
51.0 78.0 132.0
0 27 0 H\“ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 14. 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Dodecane, 4,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.214  28.91 ug/1 206591 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 89
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 59
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 59
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 53
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 49

Abundance Scan 2197 (15.214 min): VY008509.D\data.ms (-2191) (-  m/z 57.10 100.00%
57.1

o M
85.1 e -
‘ | ‘ 11H3 ‘1 51 15.00 15.50
Ol bl L T 18222070 0 g0 19 78.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
5000 i S
15.00 15.50
85.0 o
m/z 43.10 59.08%
29.0 113.0 155.0 /
0\\\‘\‘\‘\\“\\\h\‘\\“1\“!\\\‘[\\\\’\\\\’\\f‘\‘\\\]-\g‘:fg\o\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22092: Octane, 3,5-dimethyl-
57.0
— —
15.00 15.50
5000 m/z 41.180  35.86%
29.0 850 1130
I -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester P ——
57.0 15.00 15.50
m/z 56.10 28.00%
5000
85.0 113.0
290 I | | 155.0
) SN e — —
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\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.434  41.24 ug/1 294696 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane 170 C12H26 000112-40-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 80
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 72

Abundance Scan 2233 (15.434 min): VY008509.D\data.ms (-2229) (- m/z 57.10 100.00%
57.1

- e M
‘ 119.1 15.50
145.1 184.3 :
o"‘_H‘Ww!u‘;H:‘“MH‘Mu‘;uuH_mwwuz‘(??q m/z 43.10  79.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane
57.0
5000 T
15.50
29.0 85.0 m/z 71.05 61.83%
o “ L | “‘ 113.0 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
——
15.50
5000 ITI/Z 41.10 44.18%
85.0
290
L)L 20 s w00
o"“‘H‘_"w‘H‘_"w‘H‘_uWww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane T

57.0 15.50
m/z 85.10 40.22%

5000 85.0

Ll g 1130,1410 1690 1980

(R B A A e it e
miz--> 20 40 60 80 100 120 140 160 180 200 15.50

3
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008509.D

Acqg On : 26 Apr 2022 17:14
Operator : KP/MD

Sample : N2555-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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|
Cyclohexane, bu... 13.318 31.9 ug/l 227969 4 13.428 357284 50.0
Undecane 13.751 129.3 ug/1 923929 4 13.428 357284 50.0
1-Phenyl-1-butene 14.080 27.9 wug/l 199435 4 13.428 357284 50.0
Cyclopentane, 1... 14.263 79.1 ug/l 565393 4 13.428 357284 50.0
Carbonic acid, ... 14.611 72.6 ug/l 518969 4 13.428 357284 50.0
Benzene, 2-bute... 14.678 61.5 ug/l 439275 4 13.428 357284 50.0
Undecane, 2,6-d... 14.733 36.4 ug/l 259943 4 13.428 357284 50.0
Naphthalene, 1,... 14.836 28.0 ug/l 200065 4 13.428 357284 50.0
Dodecane, 4,6-d... 15.214 28.9 ug/l 206591 4 13.428 357284 50.0
Tridecane 15.434 41.2 ug/l 294696 4 13.428 357284 50.0
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