LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VD0O70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 17 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\82D102621S.M
Title : SW846 8260
Signal : TIC: VDO70844.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 10.108 1382 1392 1405 rBv4 86869 250957 1.40% 0.161%
2 10.332 1423 1430 1435 rBV2 205832 420498 2.34% 0.269%
3 10.520 1454 1462 1469 rVB2 215907 433774 2.42% 0.277%
4 10.673 1483 1488 1496 rvB2 123011 232542 1.30% 0.149%
5 10.767 1496 1504 1510 rBV4 106634 237406 1.32% 0.152%
6 10.944 1525 1534 1540 rBV 156429 290038 1.62% 0.186%
7 11.050 1546 1552 1559 rBV 113822 227584 1.27%  0.146%
8 11.185 1571 1575 1579 rVV 231158 369746  2.06% 0.237%
9 11.238 1579 1584 1590 rVB 516944 885916 4.94% 0.567%
10 11.349 1597 1603 1607 rBvV2 270527 479444 2.67% 0.307%

11 11.420 1607 1615 1627 rVB4 634314 1964913 10.95%
12 11.520 1627 1632 1637 rBV 592026 934022 5.20%
13 11.773 1671 1675 1678 rBV 174232 246956 1.38%
14 11.849 1678 1688 1697 rBV3 2026652 4603256 25.65%
15 11.985 1706 1711 1714 rBV3 151107 295464  1.65%
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16 12.067 1718 1725 1730 rVB3 296698 564860 3.15%
17 12.144 1730 1738 1750 rBv4 1300516 3976365 22.16%
18 12.261 1750 1758 1763 rVB 1531628 2582976 14.39%
19 12.373 1763 1777 1784 rBv4 1931039 6419747 35.77%
20 12.461 1789 1792 1794 rVV4 388090 583704  3.25%
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21 12.520 1795 1802 1804 rVV5 840248 2170404 12.09%
22 12.549 1804 1807 1809 rVV 1385099 2000681 11.15%
23 12.573 1809 1811 1816 rVB 1444289 1836096 10.23%
24 12.632 1816 1821 1822 rBV3 417957 598156 3.33%
25 12.661 1822 1826 1830 rVB 1064453 1408140 7.85%
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26 12.708 1830 1834 1838 rBv4 457531 688701  3.84%
27 12.785 1843 1847 1854 rVB4 1579062 3046279 16.98%
28 12.873 1854 1862 1866 rBV4 1404328 3210423 17.89%
29 12.938 1866 1873 1880 rBV2 8335453 14691623 81.87%
30 12.996 1881 1883 1889 rVB2 1098329 1546560 8.62%
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31 13.049 1889 1892 1894 rBV2 263551 362564  2.02%
32 13.085 1894 1898 1902 rBV2 1286956 2201001 12.27%
33 13.138 1902 1907 1909 rBV2 840428 1278470  7.12%
34 13.173 1909 1913 1920 rVB 4124937 6285252 35.02%
35 13.261 1920 1928 1931 rBV2 852712 1940559 10.81%
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36 13.302 1931 1935 1939 rVB 951621 1199069 6.68%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VD0O70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 17 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\82D102621S.M
Title : SW846 8260
37 13.355 1940 1944 1947 rBV3 940588 1312459 7.31% 0.840%
38 13.449 1953 1960 1964 rBV4 2352028 5203423 29.00% 3.329%
39 13.496 1964 1968 1971 rVV 2401317 3645633 20.32% 2.332%
40 13.532 1971 1974 1976 rVV 1270264 1696319 9.45% 1.085%
41 13.561 1976 1979 1983 rVB 1552196 1929593 10.75% 1.234%
42 13.632 1988 1991 1997 rVB2 2057107 2807492 15.64% 1.796%
43 13.702 1998 2003 2008 rBV5 1026082 1995109 11.12% 1.276%
44 13.755 2008 2012 2016 rVB4 622226 908018 5.06% 0.581%
45 13.885 2028 2034 2039 rBV 11743357 17945223 100.00% 11.480%
46 13.991 2049 2052 2055 rVB3 633151 718744 4.01% 0.460%
47 14.096 2068 2070 2074 rVB2 1032967 1287170 7.17% ©0.823%
48 14.143 2075 2078 2084 rVB2 1630966 2435400 13.57% 1.558%
49 14.208 2084 2089 2094 rBV3 1464947 2752396 15.34% 1.761%
50 14.273 2096 2100 2106 rVB5 1182112 2193832 12.23% 1.403%
51 14.332 2106 2110 2111 rBV2 654230 766972  4.27%  0.491%
52 14.396 2112 2121 2125 rVV5 3551787 7452073 41.53% 4.767%
53 14.438 2125 2128 2136 rVB6 1412302 2586465 14.41% 1.655%
54 14.508 2136 2140 2144 rBV3 1487361 2065702 11.51% 1.321%
55 14.555 2144 2148 2153 rVB4 2055104 3097953 17.26%  1.982%
56 14.614 2154 2158 2164 rBV5 657916 1040918 5.80% 0.666%
57 14.738 2174 2179 2186 rVB 4034886 5892013 32.83% 3.769%
58 14.814 2186 2192 2195 rVV4 1300605 2763304 15.40% 1.768%
59 14.855 2196 2199 2206 rVB3 2117243 3893581 21.70% 2.491%
60 14.985 2218 2221 2225 rVB4 462425 553879 3.09% 0.354%
61 15.073 2233 2236 2242 rVB6 724750 1168299 6.51% 0.747%
62 15.267 2266 2269 2278 rVB9 972620 2002514 11.16% 1.281%
63 15.349 2278 2283 2290 rVB3 1053366 1938429 10.80% 1.240%
64 15.579 2318 2322 2331 rVB2 1095599 2162404 12.05% 1.383%
65 15.661 2332 2336 2337 rBv4 178327 234342 1.31% 0.150%
66 15.761 2349 2353 2360 rVB5 478531 914561 5.10% ©.585%

67 15.890 2372 2375 2387 rVB8 236156 493319 2.75% 0.316%

Sum of corrected areas: 156321685
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.M
Quant Title : SW846 8260

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

Abundance TIC: VD070844.D\data.ms
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Abundance TIC: VD070844.D\data.ms
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Abundance TIC: VD070844.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.420 105.19 ug/l 1964910 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 72
2 Octane, 4-methyl- 128 C9H20 002216-34-4 64
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
4 Hexyl octyl ether 214 C14H300 017071-54-4 53
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 50

Abundance Scan 1615 (11.420 min): VD070844.D\data.ms (-1607) (- m/z 43.10 100.00%
3.1

1150
1111 :
oWH“i:H‘HW”m‘mwH‘su_m_MHHW‘Z‘Q?:”" m/z 57.10 44.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14530: Octane, 2-methyl-
5000 LN
11.50
710 m/z 71.10  42.76%
L
O\‘\}\\“}\\‘\“\\h\\‘!\\\‘\\i‘\‘\{\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14533: Octane, 4-methyl- JJ\J\
43.0
IUNSLAVIE
11.50
5000 ITI/Z 41.10 34.72%
71.0
o | Jemo azme
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14555: Heptane, 2,4-dimethyl- —
43.0 11.50
m/z 85.10 33.04%
5000
85.0
LLsd o o
OMH | AV

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\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.261 138.27 ug/l 2582980  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 94
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 90
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 72

Abundance Scan 1758 (12.261 min): VD070844.D\data.ms (-1750) (- m/z 57.10 100.00%

57.1
5000
— :
1131 ‘ 12.00 12.50
oAbyt 2088 0 34 4z 71.18  63.25%
miz--> 50 100 150 200 250 300
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 —r L
12.00 12.50
m/z 43.10 48.43%
‘ 113.0
Ol\Sl\q‘\U‘“\w‘\“\‘\“\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #22077: Nonane, 3-methyl-
57.0
— —
12.00 12.50
5000 m/z 56.10 31.39%
‘ 112.0
LT
m/z--> 50 100 150 200 250 300
Abundance #22095: Octane, 3,6-dimethyl- A —
57.0 12.00 12.50
m/z 41.10 30.94%
5000
‘ 113.0
Y S A ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.373 343.66 ug/l 6419750  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 80
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 74
3 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 53
4 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 53
5 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 53

Abundance Scan 1777 (12.373 min): VD070844.D\data.ms (-1763) (- m/z 57.05 100.00%
57.0

5000
98.1
o ~
H‘ 1251 ) 12.00 12.50
Obrrprerbcd A2 2002 2600 nyz 43,10 45.05%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 e —
12.00 12.50
21.0 98.0 m/z 98.10  33.88%
0’1\’.’
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #22101: Octane, 2,3-dimethyl-
57.0
= —
12.00 12.50
5000 98.0 m/z 41.10 30.82%
iy
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #60437: Carbonic acid, heptyl vinyl ester F ——
57.0 12.00 12.50
m/z 56.10 22.76%
5000
29_0‘ 98.0
m/z--> 20 40 60 80 100120140160 180200220 240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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 Nonane, 5-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.520 116.19 ug/1l 2170400 Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-methyl- 142 C1eH22 015869-85-9 72
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 59
4 Heptane, 3-methyl- 114 C8H18 000589-81-1 59
5 Pyrrolidine, 3-methyl- 85 C5H11IN 034375-89-8 53
Abundance Scan 1802 (12.520 min): VD070844.D\data.ms (-1795) (- m/z 43.10 100.00%
3.1
85.1
5000
N \
‘ | 125.1 ) 12.50
O bbb b L BT sz 85.10 63.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22075: Nonane, 5-methyl-
43.0
85.0
5000
12.50
m/z 84.10 47.92%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22121: Heptane, 3,4,5-trimethyl-
43.0
85.0 12.50
5000 m/z 57.10 38.30%
ol “H Ll L 1130 1420
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14529: Octane, 4-methyl- = !
43.0 12.50
m/z 56.10  36.40%
5000 85.0
L L, o
Ok e e e et e e e Co
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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 Nonane, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.549 107.10 ug/l 2000680  Chlorobenzene-d5 11.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 56
3 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 39
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 38
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 35

Abundance Scan 1807 (12.549 min): VD070844.D\data.ms (-1804) (- m/z 57.10 100.00%
57.1

5000
98.1
RN T
41\ ' 81.1 127.2 1259
bl WL 12720432, 71 19 41.55%
miz--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 Al
12.50
41,0 m/z 70.10 40.16%
98.0
0 230 U Il J7eo | 126.0142.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
RN T
12.50
5000 ITI/Z 43.10 32.32%
4110
‘ 99.0
0\\\\‘2\5@”“‘1\\‘1“\\‘1\8‘3\'(\)\\H‘HH‘HH‘\H
m/z--> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl- = ‘
57.0 12.50
m/z 98.10  26.57%
5000
41,0
99.0
ol 150 || L [l ) 830 | 126.0142.0
e e —
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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 Octane, 3,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.173 162.87 ug/1 6285250 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 72
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 64
3 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 64
4 2,2'-Bifuran, octahydro- 142 C8H1402 001592-33-2 53
5 Undecane, 3,3-dimethyl- 184 C13H28 017312-65-1 53

Abundance Scan 1913 (13.173 min): VD070844.D\data.ms (-1909) (- m/z 71.10 100.00%

711
43.1
5000
= —
| 11‘3'2 L562 13.00 13.50
bbbl L 1562 2085 0 43,10 81.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22097: Octane, 3,3-dimethyl-
71.0
5000 o S
43.0 13.00 13.50
113.0 m/z 57.10 71.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
= T
43.0 13.00 13.50
5000 m/z 70.10  40.82%
113.0
0 T T NE—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate e ——
43.0 71.0 13.00 13.50
m/z 41.10 32.68%
5000
112.0
osol L bl | 1540 1960 J ST
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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 unknownl13.449 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.449 134.83 ug/l 5203420 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 43
2 Succinic acid, cis-hex-3-enyl pe... 410 C25H4604 1000353-41-7 43
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 43
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 41
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 38

Abundance Scan 1960 (13.449 min): VD070844.D\data.ms (-1953) (- m/z 83.10 100.00%
3.1

41.1
5000 119.1
13.50
ol L‘ . “““‘ \;‘\HH\ME"‘“;Z‘ 19302321  m/z 55.18 91.35%
m/z--> 50 100 150 200 250 300
Abundance #20736: Cyclohexane, (2-methylpropyl)-
83.0
41.0
5000 N
13.50
‘ ‘ 140.0 m/z 82.10 68.92%
O\\H\‘}"M\M}\\“‘\\‘\\‘\\\\’\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #308041: Succinic acid, cis-hex-3-enyl pentadecyl ester
82.0
—
13.50
5000 m/Z 41.10 54.71%
119.0
43.1 ‘
oy 2550 2uo 32
miz--> 50 100 150 200 250 300
Abundance #20677: Cyclohexane, butyl- 1
83.0 13.50
m/z 119.10 44.03%
5000 41.0
140.0
0 ‘W$Mﬂuhu e e e J& 4
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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 Decane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.885 465.00 ug/l 17945200 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 72
2 Undecane 156 C11H24 001120-21-4 68
3 Nonane 128 C9H20 000111-84-2 58
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 52
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50

Abundance Scan 2034 (13.885 min): VD070844.D\data.ms (-2028) (- m/z 57.10 100.00%

57.1
5000
— —
H 1382 13.50 14.00
ol LA, im0 200 a0 0 s o g an
m/z--> 50 100 150 200 250
Abundance #22067: Decane
43.0
5000 I —
13.50 14.00
85.0 m/z 71.10 48.05%
L], e
O 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 #33077: Undecane
57.0
— —
13.50 14.00
5000 ITI/Z 41.10 43.89%
7o, | | 90 00
o — by .
m/z--> 50 100 150 200 250
Abundance #14523: Nonane “ ——
43.0 13.50 14.00
m/z 55.10 29.84%
5000
85.0
L L e
ol T T — —
m/z--> 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\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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 unknownl4.396 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.396 193.10 ug/l 7452070  1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 49
2 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 45
3 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 43
4 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 42
5 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 42

Abundance Scan 2121 (14.396 min): VD070844.D\data.ms (-2112) (- m/z 83.10 100.00%
83.1

41.1 152.2
5000

-

—
14.00 14.50

0 m/z 55.10  90.65%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0

5000 — —
14.00 14.50

m/z 82.10  82.99%

‘ 10.0
0 \H‘\‘\‘H“‘HHM"\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29500: Decalin, anti-1-methyl-, cis-
41.0 81.0

—
14.00 14.50

5000 152.0 m/z 81.10 77.90%

LLEEEe
oberr bbb L
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R- — —
81.0 152.0 14.00 14.50
m/z 67.10 66.24%

41.0
5000 110.0

7
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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 Dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.738 152.68 ug/1 5892010 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Tetradecane 198 C14H30 000629-59-4 80
3 Heneicosane 296 C21H44 000629-94-7 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2179 (14.738 min): VD070844.D\data.ms (-2174) (- m/z 57.10 100.00%
57.1

—— —
119.1
14.50 15.00
170.2
ol 1] - i, 2988 2601 m/z 43.10  76.08%
m/z--> 50 100 150 200 250
Abundance #45481: Dodecane
57.0
5000 — —
14.50 15.00
m/z 71.10 56.07%
99.0 170.0
01\4\0“‘\ ‘!‘ \“‘\ “‘ \“\‘\ f T 1 L B e Bt By B B
m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
—— —
14.50 15.00
5000 m/z 41.10 34.35%
99.0
ol2sol || 1% w0 a0
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane T ——
57.0 14.50 15.00
m/z 85.10 33.36%
5000
99.0
015-0\‘ L L L gy 1410 1830 2250 296.(
el e —r— —
m/z--> 50 100 150 200 250 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD102621\
Data File : VDO70844.D

Acqg On : 26 Oct 2021 17:03
Operator : VA/SY

Sample : M4341-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D102621S.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, 2-methyl- 11.420 105.2 ug/l 1964910 3 11.638 934022 50.0
Octane, 2,6-dim... 12.261 138.3 ug/l 2582980 3 11.638 934022 50.0
Heptane, 3-ethy... 12.373 343.7 ug/l 6419756 3 11.638 934022 50.0
Nonane, 5-methyl- 12.520 116.2 ug/l 2170400 3 11.638 934022 50.0
Nonane, 4-methyl- 12.549 107.1 ug/l 2000680 3 11.638 934022 50.0
Octane, 3,3-dim... 13.173 162.9 ug/l 6285250 4 13.561 1929590 50.0
unknown13.449 13.449 134.8 wug/l 5203420 4 13.561 1929590 50.0
Decane 13.885 465.0 ug/l 17945200 4 13.561 1929590 50.0
unknown14.396 14.396 193.1 ug/l 7452070 4 13.561 1929590 50.0
Dodecane 14.738 152.7 ug/l 5892010 4 13.561 1929590 50.0
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