LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@30122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 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\82D021822S.M

Title : SW846 8260

Signal : TIC: VD@72139.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.156 369 380 398 rBV 252596 724095  2.25%  0.240%
2 7.914 1008 1019 1024 rBV 300604 728138 2.26% 0.242%
3 7.979 1024 1030 1042 rVB 543656 1206866 3.75% 0.401%
4 8.326 1080 1089 1101 rBV 263437 593856 1.85% 0.197%
5 8.861 1171 1180 1190 rBV 822272 1632241 5.07% 0.542%

6 10.338 1422 1431 1437 rBV 1258382 2299429
7 11.079 1546 1557 1567 rBV2 281774 596083
8 11.420 1607 1615 1627 rVB3 268608 650565
9 11.526 1627 1633 1638 rBV 240574 399702
10 11.638 1645 1652 1663 rVB 1092735 1888496

.14%
.85%
.02%
.24%
.87%

UL NEREN
OO0
N
[y
o))

R

11 11.849 1678 1688 1697 rVV3 1668350 3411679 10.60%
12 12.020 1712 1717 1722 rBV 226881 368766 1.15%
13 12.149 1731 1739 1740 rBV4 373762 626192 1.95%
14 12.261 1750 1758 1763 rVB3 595774 1199378 3.73%
15 12.349 1763 1773 1774 rBV4 364882 662462 2.06%

(ORI R
N
[
(o]
B

16 12.379 1774 1778 1788 rVB6 512542 1164049 3.62% 0.387%
17 12.479 1788 1795 1803 rBV 11746998 20204271 62.77% 6.709%
18 12.549 1803 1807 1809 rVV 641082 952844  2.96% ©0.316%

19 12.579 1809 1812 1815 rVB 691409 899427 2.79% 0.299%
20 12.626 1815 1820 1823 rBV 792527 1238103 3.85% 0.411%
21 12.661 1823 1826 1831 rVB 612466 775919 2.41%  ©.258%
22 12.726 1831 1837 1843 rVB3 424414 794732 2.47%  0.264%
23 12.791 1843 1848 1849 rBV2 250560 367001 1.14% 0.122%
24 12.873 1855 1862 1866 rBV2 1052342 1963202 6.10% 0.652%
25 12.938 1866 1873 1880 rVB 6438794 10915570 33.91%  3.624%
26 13.038 1880 1890 1895 rVB 3821679 6942506 21.57%  2.305%
27 13.091 1895 1899 1901 rBV 481740 733331 2.28% ©0.243%
28 13.173 1909 1913 1919 rVB 1961880 3057650 9.50% 1.015%
29 13.261 1920 1928 1930 rBV 2177509 4122043 12.81% 1.369%
30 13.355 1940 1944 1947 rBV2 534731 861622 2.68% 0.286%
31 13.491 1955 1967 1971 rBV5 2399688 8567247 26.62%  2.845%
32 13.561 1976 1979 1983 rVV 2398184 3017473 9.37% 1.002%
33 13.632 1988 1991 1997 rVB 1822882 2514753 7.81% 0.835%
34 13.708 1998 2004 2005 rBv4 375856 675641 2.10%  ©.224%
35 13.755 2008 2012 2016 rBV2 1075591 1516234 4.71% ©.503%

36 13.802 2016 2020 2024 rBV2 623501 959212 2.98% ©0.318%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@30122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 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\82D021822S.M
Title : SW846 8260

37 13.885 2028 2034 2039 rBV 15844722 23739209 73.75% 7.882%
38 13.932 2039 2042 2045 rVB2 500167 587846 1.83% ©.195%

39 14.043 2055 2061 2066 rVB4 1601945 2959882 9.20% 0.983%
40 14.102 2067 2071 2075 rVB2 1486186 2047516 6.36% 0.680%
41 14.143 2075 2078 2084 rVB3 2046201 3196787 9.93% 1.061%
42 14.208 2084 2089 2095 rBV2 2025149 3765664 11.70%  1.250%
43 14.273 2095 2100 2106 rBV6 1285959 2358822 7.33% 0.783%
44 14.367 2106 2116 2117 rBV3 3600628 7317602 22.73%  2.430%
45 14.396 2118 2121 2125 rVV4 4783066 7827542 24.32%  2.599%
46 14.443 2125 2129 2136 rVB2 3434655 5931636 18.43% 1.970%
47 14.508 2136 2140 2144 rBV 3487457 4692834 14.58% 1.558%
48 14.555 2144 2148 2153 rVB4 1679895 2578134 8.01% 0.856%
49 14.614 2154 2158 2161 rBV3 946425 1500881 4.66% 0.498%
50 14.649 2162 2164 2168 rBV 450678 532146 1.65% 0.177%

51 14.738 2169 2179 2185 rBV 21006739 32186771 100.00% 10.687%
52 14.814 2186 2192 2195 rVV4 4011390 8112317 25.20% 2.694%

53 14.855 2195 2199 2207 rVV2 7624429 14078491 43.74% 4.675%
54 14.932 2209 2212 2215 rVV4 1129249 1805186 5.61% ©.599%
55 14.973 2216 2219 2226 rVB4 1675590 3269662 10.16% 1.086%
56 15.079 2233 2237 2241 rVB4 1831356 2624263 8.15% 0.871%
57 15.185 2249 2255 2260 rBV5 3692788 7944628 24.68% 2.638%
58 15.232 2260 2263 2265 rVV 2063922 2979025 9.26% ©.989%
59 15.273 2266 2270 2277 rVB4 4478625 9142139 28.40% 3.036%
60 15.349 2278 2283 2290 rBV2 5713525 10253906 31.86%  3.405%

61 15.490 2304 2307 2311 rBV3 1213928 1831003 5.69% ©.608%
62 15.579 2317 2322 2332 rVB 13110486 23236183 72.19% 7.715%
63 15.690 2332 2341 2347 rVV6 2082466 6695334 20.80% 2.223%
64 15.761 2349 2353 2361 rVB4 2077069 4087023 12.70% .357%
65 15.896 2372 2376 2383 rVB4 1795194 3364394 10.45% 1.117%

[y

66 16.202 2421 2428 2433 rBV5 1033645 2873465 8.93% 0.954%
67 16.326 2445 2449 2457 rVB 1111677 2061595 6.41% ©0.685%
68 16.408 2458 2463 2470 rVB2 1002526 1930339 6.00% 0.641%
69 16.537 2480 2485 2491 rVB 2516690 4430246 13.76% 1.471%

Sum of corrected areas: 301173249
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Data Path :
Data File
Acqg 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\VD030122\

: VDO72139.D

: 01 Mar 2022 15:01

: VA/SY

: N1713-03

: 5.03G/5.00m1/MSVOA_D/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VD072139.D\data.ms
2e+07
1.5e+07
1le+07
5000000
0 4.156
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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: VD072139.D\data.ms
2e+07
1.5e+07
1le+07
5000000
10.338 11.638
73979 8326 8.861 11079 11412(5
o TR 8 N N N,
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 1100 1150
Abundance TIC: VD072139.D\data.ms
14.738
2e+07
13.885
15.579
1.5e+07
12.479
14.855
1le+07
15.349
12.938 14396 1 814 1511@ yic
l 141 4808 }
5000000 13.038 “ 348 3@ ‘ 15451591111896 16.537
. 13];336 q ~‘ ' <'.9- ‘u‘i':n ‘ ‘ 6%.08
5!".4:14 3.09 1‘.‘ ; 1 1
0\}\2}@1\2 \J(\\ ‘ T \ ‘ T T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
Time--> 12.00 12.50 1&00 1350 1400 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD030122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.885 393.36 ug/l 23739200 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Tetradecane 198 C14H30 000629-59-4 86
3 Decane 142 C1OH22 000124-18-5 78
4 Tridecane 184 C13H28 000629-50-5 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2034 (13.885 min): VD072139.D\data.ms (-2028) (- m/z 57.10 100.00%

57.1
5000
851 -

1350 1400
0 WWM:H u‘u“"ml":“\‘1‘1‘3“1‘““‘1‘?‘6_2”“””2,9‘7‘2‘ m/z 43.10 86.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane J\AI\/J
57.0
5000 L.
85.0 1350 1400
20.0 m/z 71.10 50.44%
‘ ‘ 113.0 156.0
0‘”\“‘”\‘” \““‘\!“‘H\“”‘\‘“‘\“‘1\““\““!““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
*1° AN
1350 1400
5000 ITI/Z 41.05 48.80%
85.0
29.0
0 g M30.1410 1600 1960
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane — —
43.0 13.50 14.00
m/z 85.10 31.33%
5000
71.0
091420! M T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD030122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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, 5-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.367 121.25 ug/1 7317600 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
2 Dodecane 170 C12H26 000112-40-3 59
3 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 53
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
5 Hexadecane 226 Cl16H34 000544-76-3 50

Abundance Scan 2116 (14.367 min): VD072139.D\data.ms (-2106) (- m/z 57.10 100.00%
57.1

5000
85.1
121 14‘06 ‘14‘50‘
2 1702 : ‘
Y S— m1“‘”‘!“,“}4?“2”,‘m“mz‘q‘??]“ m/z 43.10  70.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45494: Undecane, 5-methyl-
43.0
71.0
5000 = e
14.00 14.50
112.0 m/z 41.10 47.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane
57.0
— ——
14.00 14.50
5000 m/z 71.10 43.03%
85.0
29.0
L i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45518: Octane, 3,4,5,6-tetramethyl- S =
57.0 14.00 14.50
m/z 55.00 27.22%
5000 200 85.0
‘ 113.0
obr bt L T ase0 teso o A B
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_D\Data\VD030122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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 unknownl4.396 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.396 129.70 ug/l 7827540  1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 46
2 Succinic acid, tridec-2-yn-1-yl ... 378 C23H3804 1000391-12-6 43
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
5 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 38

Abundance Scan 2121 (14.396 min): VD072139.D\data.ms (-2118) (- m/z 83.10 100.00%
83.1

43.1
5000 152.2 WJVA\Vvaj\VJk\/ﬁJV\
— —r—
19‘1‘ ‘ 14.00 14.50
0 Mgopl 4 2071 m/z 82.10 83.71%
miz--> 50 100 150 200 250
Abundance #13203: Cyclohexane, propyl-
83.0
5000{ 410 = —
14.00 14.50
126.0 m/z 55.00 73.66%
O T T H\ ‘\H ““‘\ “‘\‘ ‘\‘ T “ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘
miz--> 50 100 150 200 250
Abundance #286309: Succinic acid, tridec-2-yn-1-yl trans-hex-3-en-1-
83.0
— —r—
14.00 14.50
5000 m/z 71.10 66.32%
41.0
b Ll 1190520 1970 200 _zon,
m/z--> 50 100 150 200 250
Abundance #13247: Cyclohexane, (1-methylethyl)- = T
83.0 14.00 14.50
m/z 43.10 48.86%
5000 410
M 126.0
o4ty i s A
miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD030122\

Data File : VD@72139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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 Dodecane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.738 533.34 ug/1 32186800 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 2179 (14.738 min): VD072139.D\data.ms (-2169) (- m/z 57.10 100.00%
57.1
5000
85.1
= —
14.50 15.00
119.1 170.2
0 HwHHWHW“:w‘!m_mn‘_ml‘f‘ﬁu_m,m%‘??“l‘ww m/z 43.10  83.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
5000 e P
85.0 14.50 15.00
m/z 71.10 58.13%
29 0
L || 1120314101700
O H\‘HH‘\H\‘H\\“HH‘\H\‘\‘H\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
—== —
14.50 15.00
5000 m/z 41.05 46.94%
85.0
29.0
o L] 10 140016801960 241
- H\\‘HH‘\H\‘\H\‘HH‘\H\’\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane — ——
57.0 14.50 15.00
m/z 85.10 34.03%
5000 85.0
29.0
0 L L) 11301410 1600 1980
e e e A e e e e e e E FE
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_D\Data\VD030122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.814 134.42 ug/1 8112320 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 86
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 78
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 74
5 3-Chloro-2-methylcyclopent-2-enol 132 C6H9CI1O 1000192-84-7 64

Abundance Scan 2192 (14.814 min): VD072139.D\data.ms (-2186) (- m/z 117.10 100.00%

117.1
55.0
5000
91 P SAN
‘ ‘ ‘ ‘ m a01 1682 14.50 15.00
O S ) Ml o 11944 s 97,10 77.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 — e
14.50 15.00
m/z 55.00 66.60%
390 g5 910 ‘ ‘
O \\\‘\‘\\\“\\“”\“U\\\“\\\\“\‘\\!’\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
— —r
14.50 15.00
5000 m/z 41.05  38.45%
91.0
7050 L
Ottt Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- — —
117.0 14.50 15.00
m/z 132.00 33.88%
5000
91.0
51.0
270 7 ‘
0 H“‘H“HWNNWHu_“WW“W‘MH“‘H“H“‘H“H“ = =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD030122\

: VDO72139.D

: 01 Mar 2022 15:01

: VA/SY

: N1713-03

: 5.03G/5.00m1/MSVOA_D/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

kK ok K ok ok ok Kok K K

Peak Number

R.T. E

14.855 233.

Hit# of 5
1 Undecane,
2 Undecane,
3 Dodecane,
4 Undecane,
5 Sulfurous

5k 5k 3 5K ok 3 5K 5k 3 5K ok 3 5K 5k 3 5K 5k 3 5k 5k 3 5k 5k 3k 5K 5k 3 5k 5k 3k 3k 5k 3k 5k 5k 3k 3k >k 3k 5k >k 3 5k >k 3k >k >k 5k 3k >k 5k >k Kk Kk kK

6 Undecane, 2,6-dimethyl- Concentration Rank 4

stConc Area Relative to ISTD R.T.

28 ug/1l 14078500 1,4-Dichlorobenzene-d4 13.567
Tentative ID MW MolForm CASH# Qual

2,6-dimethyl- 184 C13H28 017301-23-4 90

3,6-dimethyl- 184 C13H28 017301-28-9 76

6-methyl- 184 C13H28 006044-71-9 60

2,5-dimethyl- 184 C13H28 017301-22-3 55

acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 50

Abundance Scan 2199 (14.855 min): VD072139.D\data.ms (-2195) (- m/z 57.10 100.00%
57.1

- WL_AJLW
081 = =
91 166.2 14.50 15.00
ow?"%muu MHHW:MJ“"m!“\”‘lf“l‘%w”w“2‘9‘7‘0‘ m/z 71.10  43.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 = Ao
14.50 15.00
29.0 m/z 43.10  42.58%
H 98.0
O\\‘\\\\“‘\\\H‘\\H\\‘M\\\“[\\1‘\‘\\\]-\4.‘]-\\0\\‘]-\6\9\\0‘f\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
= ==
14.50 15.00
5000 ITI/Z 41.05 31.36%
29.0 85.0
ol DL LT M0 1550 1840
R SRR e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl- — —
57.0 14.50 15.00
m/z 55.10 17.58%
5000
290‘ 98.0
O el iy b 1400 1840 — —
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_D\Data\VD030122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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 Estragole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.185 131.64 ug/l 7944630 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Estragole 148 C10H120 000140-67-0 60
2 Anethole 148 C10H120 004180-23-8 45
3 Anethole 148 C10H120 000104-46-1 43
4 Benzene, 1-methoxy-4-(1-propenyl... 148 C10H120 025679-28-1 43
5 Methanimidamide, N,N-dimethyl-N'... 148 C9H12N2 001783-25-1 30

Abundance Scan 2255 (15.185 min): VD072139.D\data.ms (-2249) (- m/z 148.05 100.00%

43.1 148.1
85.1
5000
1150
“h ‘ 184.2 ) 15.00 15.50
0 plbl 1842 2811 L. 43,108 86.31%
miz--> 50 100 150 200 250
Abundance #26178: Estragole
148.0
5000 77.0 Cr T
117.0 15.00 15.50
m/z 131.05 66.32%
]
0 H‘MJJMJWW‘MWk‘W‘“‘M‘ e
miz--> 50 100 150 200 250
Abundance #26173: Anethole
148.0
N —
15.00 15.50
5000 m/Z 85.10 62.18%
77.0 117.0
=9 ||
= \‘ }‘M HM‘M“ ‘?“ ‘Hu“h‘ ‘H\‘ “ ; — —
miz--> 50 100 150 200 250
Abundance #26177: Anethole — e
148.0 15.00 15.50
m/z 133.05 56.98%
5000
77.0 1170
= Ly L
ok ““H }‘M ‘\H‘m“‘ \;“ ‘H“MH b “ : e e - —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD030122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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, 2,10-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.273 151.49 ug/1 9142140 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 60
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 50
3 1-Iodoundecane 282 C11H23I 004282-44-4 49
4 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1010309-34-1 47
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 46

Abundance Scan 2270 (15.273 min): VD072139.D\data.ms (-2266) (-  m/z 43.10 100.00%

43.1
5000 85.1
— —
‘ ‘ ‘ H 141.2 15.00 15.50
ol el b b0y 822 2811 g 1p og.asy
miz--> 50 100 150 200 250
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
5000 Res =
85.0 15.00 15.50
m/z 71.10 53.16%
0 \“\ ‘\‘ ““\ h‘ T “ e }‘ T ‘\18\4\0‘ T T T T T
miz--> 50 100 150 200 250
Abundance #59048: Dodecane, 2-methyl-
57.0
— =
15.00 15.50
5000 m/Z 41.10 47.23%
99.0 141.0
27.0‘ ‘ ‘
O Y-
miz--> 50 100 150 200 250
Abundance #175097: 1-lodoundecane T —
57.0 15.00 15.50
m/z 85.10 45.05%
5000
27.0 99.0 155.0
ob by 1L T 1970 282 ass ~
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD030122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.349 169.91 ug/1 10253900 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 90
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 68
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 59

Abundance Scan 2283 (15.349 min): VD072139.D\data.ms (-2278) (- m/z 57.10 100.00%

57.1
5000
= —
1131 15.00 15.50
155.2 : :
ol Al J“M“‘u“ bt 1983 2811 m/z 71.10  75.26%
miz--> 50 100 150 200 250 300
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
5000 - =
15.00 15.50
m/z 43.10 57.61%
‘ ‘ 113.0 155.0
O T “\ ‘\‘ ‘ ‘\ ‘! \“\ “ \“ T “\ T “\. T \1\98‘.\0\ T ‘ T T T ’ T T T
miz--> 50 100 150 200 250 300
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
= —
15.00 15.50
5000 m/z 41.05  37.44%
‘ 113.0
L 1
miz--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢ “ —
71. 112.0 15.00 15.50
m/z 56.10 25.52%
o I o0 2450 342,
R e — —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD030122\

Data File : VD@72139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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 3

R.T. EstConc Area Relative to ISTD R.T.
15.579 385.03 ug/l 23236200 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86

5 Hexadecane 226 C16H34

Abundance Scan 2322 (15.579 min): VD072139.D\data.ms (-2317) (-
57.1

000544-76-3 83

m/z 57.10 100.00%

- MU\VM
1550 |
105.0 .
184.2 .
om_m‘:H‘H‘,H“u‘u“H”‘Mﬁ‘ﬁlmlww,”H_WW_W%?‘&-; m/z 43.10 81.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59028: Tridecane
57.0
5000 —— ‘
15.50
m/z 71.10 60.46%
99.0
O\\\2‘7‘\\‘\H“’\\“}\“1‘\H“‘\\1‘\‘\‘\]-\4\"1\-\(\)\‘\\%\8’ﬁ\0\‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane
57.0
T [
15.50
5000 ITI/Z 41.10 43.35%
0 27‘ “\ \‘\gﬁo\\ \\1410 1980
HwHH‘HH“H‘_HwHH‘HH_H‘_HWH‘WHH_‘H_HW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45478: Dodecane T ‘
57.0 15.50
m/z 85.10 38.23%
5000
H | 9801270 1700
0‘H_‘H_Hq‘MwﬁHWHM_HW‘HWHH,HHMH‘_HWH‘WHHM‘ P
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@30122\
Data File : VD072139.D

Acqg On : 01 Mar 2022 15:01
Operator : VA/SY

Sample : N1713-03

Misc : 5.03G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021822S.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|
Undecane 13.885 393.4 ug/l 23739200 4 13.567 3017470 50.0
Undecane, 5-met... 14.367 121.3 ug/l 7317600 4 13.567 3017470 50.0
unknown14.396 14.396 129.7 ug/l 7827540 4 13.567 3017470 50.0
Dodecane 14.738 533.3 ug/l 321868600 4 13.567 3017470 50.0
1H-Indene, 2,3-... 14.814 134.4 ug/l 8112320 4 13.567 3017470 50.0
Undecane, 2,6-d... 14.855 233.3 ug/l 14078500 4 13.567 3017470 50.0
Estragole 15.185 131.6 ug/l 7944630 4 13.567 3017470 50.0
Undecane, 2,10-... 15.273 151.5 wug/l 9142140 4 13.567 3017470 50.0
Dodecane, 4,6-d... 15.349 169.9 ug/l 10253900 4 13.567 3017470 50.0
Tridecane 15.579 385.0 ug/l 23236200 4 13.567 3017470 50.0
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