LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@50522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 18 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 D\Method\82D050222S.M

Title : SW846 8260

Signal : TIC: VDO72816.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.973 1023 1029 1040 rVB 609060 1356541 1.37% 0.124%
2 8.855 1170 1179 1189 rBV 890000 1848803 1.86% 0.169%
3  9.967 1362 1368 1373 rBV 815802 1594908 1.61% 0.146%
4 10.108 1382 1392 1405 rVB 701343 1622539 1.64% 0.148%
5 10.332 1422 1430 1444 rBV 2356052 5057376 5.10% 0.462%
6 10.514 1454 1461 1471 rVB 3687855 6466366 6.52% 0.590%
7 10.673 1483 1488 1496 rVB 615604 1126306 1.14% 0.103%
8 10.767 1496 1504 1510 rBV2 741557 1569665 1.58% 0.143%
9 10.943 1525 1534 1540 rBV 1658150 2762494 2.78% 0.252%
10 11.043 1546 1551 1559 rBV 906794 1796371 1.81% 0.164%
11 11.114 1559 1563 1567 rBV2 718757 1165935 1.18% 0.106%
12 11.185 1567 1575 1579 rVV 1903915 3648414 3.68% 0.333%
13 11.238 1579 1584 1590 rVB 2439851 4441712 4.48% 0.405%
14 11.343 1596 1602 1607 rBV2 2040207 3671276 3.70%  0.335%
15 11.420 1607 1615 1626 rVB3 6769099 16195798 16.32% 1.478%
16 11.520 1626 1632 1637 rBV 6476639 10338726 10.42% 0.944%
17 11.632 1646 1651 1656 rBV 1155826 1967282 1.98% 0.180%

18 11.732 1663 1668 1671 rBV2 1031550 1713315 1.73% ©.156%
19 11.849 1677 1688 1697 rBV3 32716118 60011239 60.49% 5.477%
20 11.920 1697 1700 1706 rVB2 3127564 5182113 5.22% 0.473%

21 11.985 1706 1711 1714 rBV 631730 1269177 1.28% ©.116%
22 12.067 1718 1725 1730 rVB3 1897388 3353514 3.38% 0.306%
23 12.143 1730 1738 1741 rBV3 6958220 14637628 14.75% 1.336%
24 12.261 1750 1758 1762 rVB 9071469 14882915 15.00%  1.358%
25 12.373 1773 1777 1788 rVB4 8457371 20187578 20.35% 1.843%

26 12.549 1788 1807 1809 rBV4 9390542 28618334 28.85% 2.612%
27 12.573 1809 1811 1816 rVB 10069382 12555794 12.66% 1.146%
28 12.626 1816 1820 1822 rBV3 2456289 3845829 3.88% 0.351%
29 12.655 1822 1825 1830 rVB 8852947 12090573 12.19% 1.103%
30 12.708 1830 1834 1838 rVB4 1380826 1867327 1.88% 0.170%

31 12.785 1842 1847 1854 rVB4 4106250 9217136  9.29% 0.841%
32 12.873 1854 1862 1865 rBV2 10860387 20537460 20.70% 1.874%
33 12.938 1865 1873 1880 rVB2 56163473 99210746 100.00%  9.055%
34 12.996 1880 1883 1888 rVB2 4289019 6624907 6.68% 0.605%
35 13.108 1893 1902 1909 rBV2 8795979 25901251 26.11% 2.364%

36 13.173 1909 1913 1919 rVB2 12668099 20171103 20.33% 1.841%
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@50522\
: VDO72816.D

: 05 May 2022 18:08

: VA/SY

: N2672-09

: 7.14G/5.00m1/MSVOA_D/SOIL

: 18

Sample Multiplier: 1

Parameters: RTEINT.P
RTE

ON

0.2

Filtering:
1 Min Area:
Max Peaks:
: 0 Peak Location:

5

3 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D050222S.M
Title : SW846 8260
37 13.255 1919 1927 1932 rBV 9382813 17630057 17.77% 1.609%
38 13.296 1932 1934 1939 rVB 2443842 3080820 3.11% 0.281%
39 13.349 1939 1943 1947 rBV 3386992 5696015 5.74% 0.520%
40 13.449 1953 1960 1964 rBV4 10131138 20018506 20.18% 1.827%
41 13.490 1964 1967 1971 rVV2 9673163 16002869 16.13% 1.461%
42 13.526 1971 1973 1976 rVV 6477953 8801902 8.87% 0.803%
43 13.561 1976 1979 1982 rVV 10082810 15321896 15.44% 1.398%
44 13.590 1982 1984 1988 rVV 8310462 10888489 10.98% 0.994%
45 13.632 1988 1991 1997 rVB 8918979 11818718 11.91% 1.079%
46 13.720 1997 2006 2008 rBV6 3039127 7559891 7.62% 0.690%
47 13.755 2008 2012 2016 rVV2 6707212 10316210 10.40% 0.942%
48 13.796 2016 2019 2028 rVB2 6504977 11409474 11.50% 1.041%
49 13.885 2028 2034 2039 rBV 55247361 88992787 89.70% 8.122%
50 13.955 2039 2046 2050 rVV2 6461879 14995890 15.12% 1.369%
51 14.043 2054 2061 2066 rVV3 9508488 23154802 23.34% 2.113%
52 14.102 2066 2071 2075 rVV2 7529420 12085576 12.18% 1.103%
53 14.143 2075 2078 2084 rVB2 4887075 7357976 7.42% 0.672%
54 14.208 2084 2089 2094 rBV3 8432677 14239110 14.35% 1.300%
55 14.273 2095 2100 2106 rBV6 3323977 6772367 6.83% 0.618%
56 14.361 2106 2115 2117 rBV3 8236258 18810799 18.96% 1.717%
57 14.396 2118 2121 2125 rVV4 11449567 19193000 19.35% 1.752%
58 14.437 2125 2128 2132 rVV2 8400172 14142764 14.26% 1.291%
59 14.508 2136 2140 2144 rBV 9419742 12286365 12.38% 1.121%
60 14.555 2144 2148 2154 rVB4 4211634 6770684 6.82% 0.618%
61 14.614 2154 2158 2160 rBV3 1718436 2826832 2.85% 0.258%
62 14.737 2173 2179 2184 rVB 46371738 69641480 70.20% 6.356%
63 14.802 2184 2190 2195 rVV3 11743684 27245233 27.46% 2.487%
64 14.855 2195 2199 2206 rVB2 11049797 21689099 21.86% 1.980%
65 14.967 2214 2218 2225 rVB 5420999 10497309 10.58% ©0.958%
66 15.079 2232 2237 2241 rBV3 3955749 6381756 6.43% 0.582%
67 15.184 2249 2255 2260 rBV6 4940631 11884175 11.98%  1.085%
68 15.267 2265 2269 2277 rVB6 7129620 14825177 14.94%  1.353%
69 15.343 2277 2282 2291 rVB 9524476 17391002 17.53% 1.587%
70 15.437 2294 2298 2302 rBV 3103349 4668395 4.71% 0.426%
71 15.490 2304 2307 2310 rBV3 1663404 2139268 2.16% 0.195%
72 15.579 2317 2322 2331 rVB 23430251 40878646 41.20% 3.731%
73 15.684 2331 2340 2346 rBV6 3776792 11304148 11.39% 1.032%
74 15.755 2348 2352 2359 rVB4 2878025 5271899 5.31% 0.481%
75 15.890 2370 2375 2382 rVB 5728835 10847667 10.93% 0.990%
76 16.208 2419 2429 2434 rBV2 3654705 9996686 10.08% 0.912%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@50522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 18 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 D\Method\82D050222S.M
Title : SW846 8260

77 16.320 2445 2448 2455 rVB4 1046039 1692354 1.71%  0.154%
78 16.408 2456 2463 2469 rVV2 3331877 7306681 7.36% 0.667%
79 16.473 2470 2474 2479 rVV4 1089219 2270709 2.29%  0.207%
80 16.531 2479 2484 2490 rVB 2812936 5098403 5.14%  ©.465%

81 16.684 2503 2510 2524 rVB1@ 1250185 5945005 5.99% 0.543%

Sum of corrected areas: 1095657342
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD@72816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.M
Quant Title : SW846 8260

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

Abundance TIC: VD072816.D\data.ms

5e+07

4e+07

3e+07

2e+07

1e+07
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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 6.80
Abundance TIC: VD072816.D\data.ms

5e+07
4e+07
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Abundance TIC: VD072816.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Octane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.514 164.35 ug/1 6466370  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
3 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 59
4 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 53
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 53
Abundance Scan 1461 (10.514 min): VD072816.D\data.ms (-1454) (-  m/z 43.05 100.00%
43.0
- T Jk/\
AN WV ViE
L e
Olberrprredbetbp bl QA0 2060 m/z 41.18  51.02%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #8620: Octane
43.0
5000
10.50
8.0 m/z 85.15 47.61%
114.0
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #14544: Heptane, 2,4-dimethyl-
43.0
10.50
5000 85.0 m/z 57.10 40.63%
150, |, 4 ) | 130
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #284587: Sulfurous acid, hexyl pentadecyl ester
43.0 85.0 10.50
m/z 71.10 31.31%
5000
11991410 18202110 263 (
m/z--> 20 40 60 80 100120140160 180 200220240260 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Octane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.420 411.63 ug/1 16195800 Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Octane, 4-methyl- 128 C9H20 002216-34-4 59
3 Ether, hexyl pentyl 172 C11H240 032357-83-8 53
4 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 53
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 50
Abundance Scan 1615 (11.420 min): VD072816.D\data.ms (-1607) (-  m/z 43.10 100.00%
3.1
5000 71.1 m
L " 1150
113.2 :
ool L £21t32 aaa  asmo L sr0” a7.ar
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14531: Octane, 2-methyl-
43.0
5000 A/\
11.50
71.0 m/z 41.10 43.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14533: Octane, 4-methyl-
e e
11.50
5000 m/z 71.10 39.79%
71.0
L see wso
m/z--> 20 40 60 80 100 120 140 160 180 200 JJ\A
Abundance #47383: Ether, hexyl pentyl R
43.0 11.50
m/z 85.20 29.42%
71.0
5000
Ll u‘ 101.0 A

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Octane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.520 262.77 ug/1 10338700  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 64
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 50
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 47
Abundance Scan 1632 (11.520 min): VD072816.D\data.ms (-1626) (- m/z 57.10 100.00%
57.1
5000 A/\
98.2 e :
\ 128.2 1150
Obrrrrrree ek 2521602 207.0 0 pys 41,10 30.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14528: Octane, 3-methyl-
57.0
5000 MM/\‘/L :
11.50
m/z 43.10 28.73%
29.0 98.0
\\\\‘\‘\‘\\“‘\\\H‘\\“‘\\‘\\\\“\\\\]‘.\2\8\.\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
Ah‘\ :
11.50
5000 m/z 56.10 22.93%
29.0 99.0
SO 0 N OO .- R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22132: Heptane, 4-(1-methylethyl)- —= ‘
57.0 11.50
m/z 98.20 17.66%
5000
27.0 98.0
S N 57— L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.920 131.71 ug/1 5182110 Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 91
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 87
3 1-Ethyl-3-methylcyclohexane (c,t) 126 CO9H18 003728-55-0 83
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 80
5 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 80

Abundance Scan 1700 (11.920 min): VD072816.D\data.ms (-1697) (- m/z 97.20 100.00%

55.1 97.2
5000
126.2 T
77 12.00
‘H,‘m‘mHMMJM&m““H,leﬁﬁ-?‘lﬁ?-?‘,‘ m/z 55.10  90.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
5000 LA
12.00
126.0 m/z 96.10  32.07%
290‘ ‘
\\\’\M\\i“\\‘\‘!“\““??“"\\\“\\\\’\\\\‘\\\\‘\\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
—
12.00
5000 ITI/Z 41.10 24.48%
27.0
‘ 126.0
“‘WW“MLHMW‘JZ?PH‘ ESEBENBE M
m/z--> 20 40 60 80 100 120 140 160 \]\\
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) ‘ T
550 97.0 12.00
' m/z 126.20 17.71%
5000
126.0
90| | mo | \
e A
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.261 378.26 ug/l 14882900  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 87
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 72
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53

Abundance Scan 1758 (12.261 min): VD072816.D\data.ms (-1750) (- m/z 57.10 100.00%
57.1

5000 “ /
113.2
85.1 142.2 12.00 12.50
0ol BRSSO 7110 64.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22103: Octane, 2,6-dimethyl-
57.0
5000 — L
29.0 12.00 12.50
113.0 m/z 43.10 54.35%
85.0 '
\\\‘\1\\‘i‘{\\““\\H}\‘}‘\\\‘\\1\‘\\\]-\4‘.2\.\0\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22077: Nonane, 3-methyl-
57.0
— =
12.00 12.50
5000 ITI/Z 41.10 42.00%
29.0 ‘ 650 112.0
T I T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22095: Octane, 3,6-dimethyl- R T
57.0 12.00 12.50
m/z 56.10  33.24%
5000
29.0
113.0
o 420 SOV
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.373 513.08 ug/l 20187600  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 43
4 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 43
5 6-Amino-hex-2-en-1-o0l 115 C6H13NO 1000190-02-5 40

Abundance Scan 1777 (12.373 min): VD072816.D\data.ms (-1773) (- m/z 57.10 100.00%
57.1

e P
126.2 12.00 12.50
ob 38 L L T 1e00 e 10 4s.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 T 7
12.00 12.50
m/z 98.20 47.93%
29.0
\\\\‘\H\\“‘\\f"\\H#\‘Q‘\\\“\\\‘\‘\\\]_\4‘2\.\0\\‘\\\\\
miz--> 20 40 60 100 120 140 160
Abundance #22102: Octane, 2,3-dimethyl-
57.0
= e
12.00 12.50
5000 ITI/Z 43.10 46.18%
29.0 98.0
H i 7.0 ‘\ 142.0
““‘H““““““‘H“““_“““H““‘
miz--> 60 80 100 120 140 160
Abundance #15781: 1-Pentanol, 2-ethyl-4-methyl- — B
57.0 12.00 12.50
m/z 55.10 33.60%
5000
29.0 83.0
BSS 0  — m  VIAL
m/z--> 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Nonane, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.549 727.36 ug/l 28618300  Chlorobenzene-d5 11.632
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 90
2 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 87
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 53
5 Hexadecane 226 Cl16H34 000544-76-3 53

Abundance Scan 1807 (12.549 min): VD072816.D\data.ms (-1788) (- m/z 57.10 100.00%

57.1
5000
98.2 L — T
12.50
142.2
O L L 22 a7a2 2011 4310 73.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22082: Nonane, 4-methyl-
57.0
5000 MMJ\T‘—A\ i
98.0 12.50
29.0 ' m/z 71.10 39.38%
T
1IN
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22090: Octane, 2,5-dimethyl-
=
12.50
5000 ITI/Z 41.10 35.74%
29.0 99.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl- =
57.0 12.50
m/z 70.10 33.50%
5000
29.0 98.0
SO A e S P T T -\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Undecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.884 290.41 ug/1 88992800 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Nonane 128 C9H20 000111-84-2 59

Abundance Scan 2034 (13.884 min): VD072816.D\data.ms (-2028) (- m/z 57.15 100.00%
57.1

5000
— —~
“ ‘ 98.2 156.3 13.50 14.00
ob— H‘M‘W”w“”ww“M““¥8§? S m/z 43.10  95.13%
m/z--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
5000 — =
13.50 14.00

m/z 71.15 67.32%

‘ d ‘9%0 15?0
Il ull il 1 L
T T T \ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
.

1350 1400
5000 m/z 41.10 59.77%
99.0
27,0
L a0 ass0 260
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride — ——
57.0 13.50 14.00
m/z 85.15 43.50%
5000
e lisee arso ozl i
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.737 227.26 ug/1 69641500 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 2179 (14.737 min): VD072816.D\data.ms (-2173) (- m/z 57.15 100.00%
57.1

—T —5
‘ 2 11‘9'2 170.3 14.50 15.00
Ober bl 82y b T 2070 2810 1y a3.10  85.77%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45480: Dodecane
57.0
5000 T —
14.50 15.00
m/z 71.15 67.29%
20 L o pero 1100
L L
\H‘HH‘HH’HH‘\\H‘HH‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
—r= =
14.50 15.00
5000 ITI/Z 41.10 50.60%
ﬂOMM*LMM 1260 1680 2130
et e A e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74006: Tetradecane T ——
57.0 14.50 15.00
m/z 85.20 42.53%
5000
27.
‘ \ \H\ “\ \‘ 930\\ 1410 1980
Hw‘HwHH,HH_H‘_HwH‘WHHMH‘MHWH‘WHHM‘HMHW“ —= =
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD050522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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 9
R.T. EstConc Area Relative to ISTD R.T.

15.579 133.40 ug/l 40878600 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 2322 (15.579 min): VD072816.D\data.ms (-2317) (- m/z 57.10 100.00%
57.1

- e MUL
1550 |
119.2 184.3 :
o‘H‘WM‘:HHW“W!HJ\mu‘_m“1““5‘?_”“””2‘9?‘9_‘ m/z 43.10 81.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 L ‘
15.50
20.0 m/z 71.10 62.52%
LU ) 120 aar0  18t0
I | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
U [
15.50
5000 85.0 m/z 41.10 44 .26%
29.0
“““““‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane T ‘
57.0 15.50
m/z 85.15 39.49%
5000
85.0
29.0
L) 1120 1m0 1700
1 |
“““““‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@50522\
Data File : VD072816.D

Acqg On : 05 May 2022 18:08
Operator : VA/SY

Sample : N2672-09

Misc : 7.14G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D050222S.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|
Octane 10.514 164. ug/l 6466370 11.632 1967280 50.0
Octane, 2-methyl- 11.420 411. ug/1l 16195800 11.632 1967280 50.0
Octane, 3-methyl- 11.520  262. ug/1 10338700 11.632 1967280 50.0
11.632 1967280 50.0
0
0
0

3 3

6 3

8 3
Cyclohexane, 1-... 11.920 131.7 wug/l 5182110 3
Octane, 2,6-dim... 12.261 378.3 wug/l 14882900 3 11.632 1967280 50.
Heptane, 3-ethy... 12.373 513.1 wug/l 20187600 3 11.632 1967280 50.
Nonane, 4-methyl- 12.549 727.4 ug/l 28618300 3 11.632 1967280 50.
Undecane 13.884 290.4 ug/l 88992800 4 13.561 15321900 50.0
Dodecane 14.737  227.3 ug/l 69641500 4 13.561 15321900 50.0
Tridecane 15.579 133.4 ug/l 40878600 4 13.561 15321900 50.0
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