LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acqg On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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 W\Method\SFAMWLM@O40722SMA.M
Title : SFAMO1.0

Signal : TIC: VWO22485.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.965 4 10 37 rVB 1904233 2987880 2.63% 1.912%
2 2.355 66 74 81 rBvV 155552 276995 0.24% 0.177%
3 2.495 91 97 113 rBV 69900 165085 ©.15% 0.106%
4 2.891 153 162 175 rW 95627 212940 0.19% 0.136%
5 4.019 334 347 359 rWwW2 177211 541502 0.48% 0.347%
6 4.123 359 364 375 rVW2 14900 45969 0.04% 0.029%
7 4.385 396 407 424 rBV 31362 96172 0.08% 0.062%
8 5.013 502 510 520 rvB4 13376 50009 0.04% 0.032%
9 6.988 823 834 841 rBVS5S 14841 43625 0.04% 0.028%
106 7.080 841 849 861 rBV 57714 170595 ©.15% 0.109%
11  7.647 932 942 954 rBV 302964 749811 0.66% 0.480%
12 8.281 1036 1046 1047 rBV 537560 1077591 0.95% 0.690%
13 8.323 1047 1053 1063 rVB 1484252 3513200 3.09%  2.249%
14 8.695 1106 1114 1128 rVB 49117 104919 ©0.09% 0.067%
15 8.842 1128 1138 1149 rBV 526646 1035107 ©0.91% 0.663%
16 9.140 1183 1187 1196 rVB 21086 45048 0.04% 0.029%
17  9.274 1196 1209 1215 rBV 390367 842115 ©.74% ©.539%
18 9.329 1215 1218 1223 rVV2 83478 139452 0.12% 0.089%
19 9.384 1223 1227 1235 rVB 94695 175501 0.15% 0.112%
20 9.579 1252 1259 1260 rBvV2 27625 46512 0.04% 0.030%
21 9.750 1281 1287 1300 rVB3 33786 69760 0.06% 0.045%
22 9.896 1304 1311 1315 rBV 132074 244519 0.21% 0.157%
23 9.957 1315 1321 1330 rVV3 587290 1442807 1.27% 0.924%
24 10.030 1330 1333 1338 rVW 212278 386094 ©.34% 0.247%
25 10.097 1338 1344 1356 rVB 548307 1259766 1.11% 0.806%
26 10.207 1356 1362 1365 rBV5 20988 41981 0.04% ©0.027%
27 10.250 1365 1369 1374 rVB3 41414 71062 0.06% 0.045%
28 10.323 1374 1381 1386 rBV 867376 1547332 1.36% ©0.990%
29 10.384 1386 1391 1398 rVB2 629930 1088346 0.96% 0.697%
30 10.500 1404 1410 1417 rVB 199123 363779 0.32% 0.233%
31 10.579 1417 1423 1427 rBV 144604 253573  0.22% 0.162%
32 10.719 1441 1446 1450 rBV2 31421 48083 0.04% 0.031%
33 10.841 1462 1466 1472 rVB2 43971 73757 0.06% 0.047%
34 10.927 1472 1480 1489 rBV2 316944 594973 ©0.52% 0.381%
35 11.036 1492 1498 1506 rBV 53146 118547 ©.10% 0.076%
36 11.225 1525 1529 1535 rVB2 55731 90552 0.08% 0.058%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acqg On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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 W\Method\SFAMWLM@O40722SMA.M
Title : SFAMO1.0

37 11.286 1535 1539 1543 rBV3 28255 47558 0.04% ©0.030%
38 11.335 1543 1547 1551 rVB3 28695 41531 0.04% 0.027%
39 11.408 1551 1559 1568 rVB5 61999 176042 0.15% 0.113%
40 11.512 1570 1576 1580 rBV 55914 84835 0.07% 0.054%
41 11.561 1580 1584 1588 rVB2 40928 60763 0.05% 0.039%

42 11.658 1588 1600 1609 rBV2 64332864 113750772 100.00% 72.809%
43 11.725 1609 1611 1620 rVB 62263 103623 0.09% ©.066%
44 11.835 1620 1629 1633 rBV 89254 211045 0.19% ©.135%
45 12.158 1671 1682 1690 rBv4 81928 259475 0.23% ©0.166%

46 12.250 1693 1697 1701 rVB 42153 60249 0.05% 0.039%
47 12.371 1707 1717 1726 rVB6 74033 225004 0.20% ©.144%
48 12.463 1726 1732 1736 rBV6 28502 67581 ©0.06% 0.043%
49 12.652 1759 1763 1765 rVV3 58430 95440 0.08% 0.061%
50 12.688 1765 1769 1774 rVV 357093 582252 0.51% ©.373%
51 12.743 1774 1778 1781 rVV2 90540 157877 0.14% ©0.101%
52 12.774 1781 1783 1791 rVB3 96705 162468 ©0.14% 0.104%
53 12.859 1791 1797 1798 rBv4 61789 97685 ©.09% 0.063%
54 12.896 1799 1803 1804 rVWV 85642 137583 0.12% ©.088%
55 12.938 1805 1810 1814 rVV5 157178 368554 0.32% 0.236%
56 12.987 1814 1818 1823 rVB3 117439 194780 ©.17% 0.125%
57 13.079 1828 1833 1835 rBV2 70046 111947 0.10% ©.072%
58 13.121 1836 1840 1842 rVV3 54647 92809 0.08% 0.059%
59 13.158 1842 1846 1853 rVB 252938 389136 ©.34% 0.249%
60 13.249 1858 1861 1864 rBV3 39302 51202 0.05% ©0.033%
61 13.292 1864 1868 1871 rBV3 52626 74019 0.07% 0.047%
62 13.341 1872 1876 1879 rVV2 73547 106013 ©.09% 0.068%
63 13.371 1879 1881 1885 rVB3 53806 60418 ©0.05% ©0.039%
64 13.444 1885 1893 1896 rBV3 415182 871394 0.77% ©.558%
65 13.481 1896 1899 1902 rVV 271726 396954 0.35% ©0.254%
66 13.518 1902 1905 1907 rVV 154851 231452 0.20% ©0.148%
67 13.554 1907 1911 1919 rVW 877310 1500365 1.32% ©.960%
68 13.621 1919 1922 1928 rVB2 202806 275505 0.24% 0.176%
69 13.694 1928 1934 1938 rBV3 141822 270719 0.24% 0.173%
70 13.853 1947 1960 1968 rBV2 928636 2971203 2.61% 1.902%
71 13.914 1968 1970 1974 rVB2 188527 235767 0.21% ©.151%
72 13.975 1976 1980 1983 rVV3 124798 196326 ©.17% 0.126%
73 14.024 1984 1988 1992 rvv4 86852 189257 ©0.17% 0.121%
74 14.127 2002 2005 2010 rVB2 183159 283954 0.25% ©.182%
75 14.188 2011 2015 2022 rBV8 82288 211429 0.19% ©.135%
76 14.261 2023 2027 2032 rVV6 144785 275737 ©0.24% 0.176%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acqg On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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 W\Method\SFAMWLM@O40722SMA.M
Title : SFAMO1.0
77 14.316 2032 2036 2037 rVV3 134046 194348 0.17% 0.124%
78 14.383 2038 2047 2051 rVW4 760773 1721653 1.51% 1.102%
79 14.426 2051 2054 2057 rVB3 100061 128212 0.11% 0.082%
80 14.493 2062 2065 2068 rVB3 154808 188552 ©.17% 0.121%
81 14.542 2068 2073 2079 rBV 378881 610547 ©0.54% 0.391%
82 14.597 2079 2082 2085 rBv4 64550 101089 0.09% 0.065%
83 14.700 2095 2099 2101 rBV2 122586 179706 0.16% 0.115%
84 14.731 2101 2104 2108 rVV3 174009 263690 ©0.23% 0.169%
85 14.792 2109 2114 2117 rVV3 211527 414110 0.36% 0.265%
86 14.834 2117 2121 2128 rVB2 499097 961957 0.85% 0.616%
87 15.121 2165 2168 2169 rBV2 63235 74931 0.07% 0.048%
88 15.249 2178 2189 2196 rVB9 280689 1012285 ©0.89% 0.648%
89 15.322 2196 2201 2209 rBV3 500451 919988 0.81% 0.589%
90 15.499 2227 2230 2235 rVB5 140837 235802 0.21% 0.151%
91 15.554 2235 2239 2240 rBV2 147386 194818 ©.17% 0.125%
92 15.627 2247 2251 2253 rBV 195813 297546 0.26% 0.190%
93 15.725 2262 2267 2271 rBV 309152 500223 0.44% 0.320%
94 15.773 2272 2275 2278 rBV2 126309 228715 ©.20% ©.146%
95 15.920 2293 2299 2300 rBV3 214439 396808 ©.35% 0.254%
96 16.066 2319 2323 2329 rVB4 168371 320872 ©.28% 0.205%
97 16.151 2332 2337 2342 rVV4 173603 359852 ©.32% 0.230%
98 16.212 2343 2347 2350 rVV5 118601 210968 ©.19% 0.135%
99 16.273 2351 2357 2363 rVB5 297513 699322 0.61% 0.448%
100 16.468 2385 2389 2395 rVB5 161538 319916 ©.28% 0.205%

Sum of corrected areas: 156231592
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

Abundance TIC: VW022485.D\data.ms
6e+07
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Abundance TIC: VW022485.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.965 72.16 ug/L 2987880  1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 59
3 Cyclopropane 42 C3H6 000075-19-4 10
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance  Scan 10 (1.965 min): VW022485.D\data.ms (-4) (-) m/z 41.00 100.00%
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2
ol 2321181 1615 2072 /7 39.e0  76.92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000 TT T T T[T T T[T T T T[T T [TT71
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1':'7.0‘
\“\\1‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62: Propene
41.0
T
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5000 m/z 39.95 25.96%
15.0
M‘ 4l "
Tttt
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknown-01 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
2.495 3.99 ug/L 165085 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 Acetaldehyde 44 C2H40 000075-07-0 9
3 2-Formylhistamine 139 C6HIN30 1000132-95-8 9
4 Propane 44 C3H8 000074-98-6 5
5 Tuaminoheptane 115 C7H17N 000123-82-0 5

Abundance  Scan 97 (2.495 min): VW022485.D\data.ms (-91) (-) m/z 44.00 100.00%

44.0
e JL
AR
6.9 106.9 138.9 2.20 2.40 2.60 2.80
. .9 138.9165.8 221.8 o
e e T e T P e e || m/z 43.08 57.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80: Acetaldehyde
29.0
5000 UL L I R B
2.20 2.40 2.60 2.80
m/z 42.00 20.91%
H\‘M‘\“H\H“‘\‘H\‘HH’HH‘\H\‘\H\‘HH‘\\H‘HH‘HH‘\H\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81: Acetaldehyde
29.0
 ARAAREREEERENEENEES
2.20 2.40 2.60 2.80
5000 m/z 41.00 6.93%
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20392: 2-Formylhistamine R ARAARNRAREN SR
44.0 2.20 2.40 2.60 2.80
m/z 40.00 2.59%
h Lk/‘\
M L. 730 138.0
e e e e e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
8.695 2.53 ug/L 104919 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane 100 C7H16 000142-82-5 64
2 Heptane 100 C7H16 000142-82-5 64
3 Heptane 100 C7H16 000142-82-5 64
4 Heptane 100 C7H16 000142-82-5 50
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
Abundance Scan 1114 (8.695 min): VW022485.D\data.ms (-1106) (-) m/z 43.10 100.00%
43.1
71.1
5000
100.2
‘ 8.40 8.60 8.80 9.00
bt el e e e ee2 | m/z 71,10 70.40%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4461: Heptane
43.0
5000 71.0 R EREEEEEE
8.40 8.60 8.80 9.00
m/z 41.00 60.00%
o) | ||
I (1IN n n
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #4464: Heptane
43.0
T mSRamEEEE R
8.40 8.60 8.80 9.00
5000 71.0 m/z 57.10 49.61%
‘ 100.0
‘“‘H‘H‘“‘1H““m“‘H‘1‘m‘mwm_uwm‘
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #4462: Heptane R RARERRNEZE S
43.0 8.40 8.60 8.80 9.00
m/z 56.00 36.94%
5000 71.0
‘ 100.0
m/z--> 0 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 (DEL) Alkane: Cyclic9.750 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.750 1.68 ug/L 69760  1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 87
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 87
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 87

4 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 62
5 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 58

Abundance Scan 1287 (9.750 min): VW022485.D\data.ms (-1281) (-) m/z 70.10 100.00%

55.1 70.1
5000
39
“ ‘ H o71l122 9.50 10.00
R —— e “M pobir ey ‘e“‘ - ‘ —— m/z 55.10 82.06%
miz--> 20 40 60 80 100 120 140
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
55.0 70.0
5000 N T UL
270 9.50 10.00
' 112.0 m/z 55.95 69.78%
|l | =70 ]
\]\.2\.9‘\‘1\\}‘\\‘\“ ‘\w‘\\“\\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
70.0
5.0 o, WLV
9.50 10.00
5000 ITI/Z 41.05 53.42%
112.0
i LG
1 1
et
m/z--> 20 40 60 80 100 120 140
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
70.0 9.50 10.00
55.0
m/z 69.00  45.45%
5000
T i g
i m ‘ ‘
e R e e
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.896 5.91 ug/L 244519  1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 87
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 81
3 3,4-Diethyl hexane 142 C10H22 019398-77-7 78
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 78
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 72
Abundance Scan 1311 (9.896 min): VW022485.D\data.ms (-1304) (-)) m/z 43.05 100.00%
43.0
70.0
5000
o —
9.50 10.00
97.1
wHH‘HH‘i‘mm“uummH‘W;u_l?’?;fw_ﬂ??’:? m/z 70.05 85.19%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8647: Hexane, 2,3-dimethyl-
43.0
70.0
5000
9.50 10.00
m/z 71.10 60.64%
150 H ‘ 910 114.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8656: Hexane, 2,3-dimethyl-
43.0 70.0
5 —
9.50 10.00
5000 m/z 41.05 45.35%
M Il n Il 11\4..0
R e EAARARaEaEE
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #22085: 3,4-Diethyl hexane
43.0 70.0 9.50 10.00
m/z 55.10 30.88%
5000
113.0
150 | \h‘ L 910 1420
o L mma B = Co
m/z--> 0O 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.957 34.85 ug/L 1442810 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
3 Heptane, 2-methyl- 114 C8H18 000592-27-8 74
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 68
5 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 53
Abundance Scan 1321 (9.957 min): VW022485.D\data.ms (-1315) (-) m/z 43.10 100.00%
3.1
85.1 —
LLLL
b LIS 1822 2870 /7 57.05  97.72%
miz--> 50 100 150 200 250
Abundance #8636: Heptane, 2-methyl-
57.0
5000 L
10.00
27.0 99.0 m/z 41.05 61.49%
T T “\ L‘ “h\ \‘\ “‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #8632: Heptane, 2-methyl-
43.0
10.00
5000 m/z 42.05 43.90%
H 99.0
ol || o
miz--> 50 100 150 200 250
Abundance #8628: Heptane, 2-methyl- T
43.0 10.00
m/z 85.10  25.63%
5000
99.0
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.098 30.43 ug/L 1259770  1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 87
3 Butanoic acid, 2-methyl-, 2-meth... 186 C11H2202 083783-88-4 72
4 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53

Abundance Scan 1344 (10.097 min): VW022485.D\data.ms (-1338) ( m/z 43.10 100.00%

43.1 85.1
5000

T T
114.2 10.00 10.50

bt 1852 2114 2420 7 57,10 86.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8631: Heptane, 3-methyl-
43.0
85.0

5000 NS
10.00 10.50
m/z 85.10  83.78%

‘ 114.0
%ﬁg‘”hhAWw“\M‘W”JW”‘W‘”W‘”W‘”‘W”‘W”‘W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8629: Heptane, 3-methyl-

43.0

85.0 10.00 10.50
5000 m/z 41.10 63.98%
15-0\‘ A P o
A RA AR R AR S aa o R RRRRRREN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60857: Butanoic acid, 2-methyl-, 2-methylpentyl ester
85.0 10.00 10.50
57.0 m/z 84.10 56.35%
5000
29.0‘ h
S T O R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzene, bromo- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.743 2.63 ug/L 157877  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, bromo- 156 C6H5Br 000108-86-1 96
2 Benzene, bromo- 156 C6H5Br 000108-86-1 96
3 Benzene, bromo- 156 C6H5Br 000108-86-1 95
4 Benzene, bromo- 156 C6H5Br 000108-86-1 94
5 Benzene, bromo- 156 C6H5Br 000108-86-1 94
Abundance Scan 1778 (12.743 min): VW022485.D\data.ms (-1774) (| m/z 77.00 100.00%
71.0
158.0
5000
51.1
= —
12.50 13.00
1111
b b 200 m/z 158.00  62.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33307: Benzene, bromo-
71.0
156.0
5000 —r —
51.0 12.50 13.00
m/z 155.95 60.37%
27.0, i 117.0 I
\\\\‘\\\\‘\\\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33311: Benzene, bromo-
71.0
— SR\
156.0 12.50 13.00
5000 m/z 51.10 29.08%
51.0
el 2170
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33308: Benzene, bromo- T —
71.0 12.50 13.00
156.0 m/z 50.00  26.81%
h [ WM
N N R N L NS Y ) (USSR A WA\
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (DEL) Alkane: Cyclicl2.774 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.774 2.71 ug/L 162468 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 64
2 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 43
3 1-Undecene, 10-methyl- 168 C12H24 022370-55-4 38
4 trans-3-Decene 140 C10H20 019150-21-1 38
5 cis-3-Decene 140 C10H20 019398-86-8 38

Abundance Scan 1783 (12.774 min): VW022485.D\data.ms (-1781) (( | m/z 69.10 100.00%
1

69. 125.1
41.1
5000

96.0 —r —r
1451 167.9 12.50 13.00
bt AL 079 s 10510 87.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 e e
125.0 12.50 13.00

m/z 55.05 77.80%

L o
\\\‘\‘\\\‘\\\“\“\M\\‘“\‘\\\“\\‘\\‘\‘\\\}\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13271: Cyclopentane, (2-methylpropyl)-

41.0 69.0

—
12.50 13.00

5000 ITI/Z 70.10 59.21%
111.0
15.0 dog |
miz--> 20 40 60 80 100 120 140 160
Abundance #43526: 1-Undecene, 10-methyl- o e
56.0 12.50 13.00

m/z 41.10  58.34%

5000
29.0 83.0
M JL 1110 1400 168.0

L,
— T
m/z--> 200 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 (DEL) Alkane: Cyclic12.859 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
12.859 1.63 ug/L 97685 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 CleH20 006069-98-3 46
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 46
3 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1@8H20 000099-82-1 46
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 46
5 Cyclohexane, 1-methyl-4-(1-methy... 140 CleH20 001678-82-6 46
Abundance Scan 1797 (12.859 min): VW022485.D\data.ms (-1791) ( m/z 105.05 100.00%
105.1
55.0
81.0
5000
140.2 12.50 13.00
183.2207.2 m/z 55.00  75.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20784: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0
5000 — ——
12.50 13.00
140.0 m/z 97.05 74.67%
29.0 ‘ |
\\\\‘\‘\‘\\““\\\Hl"\h‘\\““\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
=
55.0 97.0
= e
12.50 13.00
5000 m/z 81.05 59.46%
27.0
‘ 140.0
mu"”‘““‘m”l‘,“:‘uw“‘m‘wH_mlmw‘H_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20765: 1-Methyl-4-(1-methylethyl)-cyclohexane — —
55.0 12.50 13.00
97.0 m/z 96.16  39.98%
5000
27.0 | ‘ 140.0
H‘w“:““i“u“W,“iuw“m“‘HH_mlmwmwmwm o e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 (DEL) Alkane: Cyclic13.079 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.079 1.87 ug/L 111947 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 46
2 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 41
3 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 38
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 38
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 38
Abundance Scan 1833 (13.079 min): VW022485.D\data.ms (-1828) ( m/z 69.05 100.00%
69.0
41.0
111.1
5000
140.2 L \
\ \ 3.2 206.2 13.00
b il 22 2082 sz 41,00 71.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 111.0
5000 —— :
13.00
m/z 57.05 70.09%
\]_\5\.‘0\‘\‘\\ \\H‘\“\‘H‘\\H“‘h\\\“‘\\1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13237: 1,1,4-Trimethylcyclohexane
69.0 111.0
T \
13.00
5000 41.0 m/z 43.10 61.54%
20N T O OO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13234: 1,1,4-Trimethylcyclohexane — ‘
69.0 111.0 13.00
m/z 111.065 51.90%
5000
41.0
LT T v
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 (DEL) Alkane: Cyclic13.121 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
13.121 1.55 ug/L 92809 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 58
2 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 52
3 2(1H)-Pyridinone, 3,4-dihydro- 97 C5H7NO 057147-25-8 52
4 Thiophene, 3-ethyl- 112 C6H8S 001795-01-3 50

5 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 50

Abundance Scan 1840 (13.121 min): VW022485.D\data.ms (-1836) ( m/z 97.10 100.00%
97.1
57.1
5000
—— —
39 140.2 13.00 13.50
| 166.9
SNBSS b SO0 Mz 57,10 61.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 = ——
13.00 13.50
270 m/z 55.05 53.71%
\\‘\’\‘m\\\\‘\‘\“\\7\9“-“\\\“‘\\}\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #12839: Thiophene, 2-propyl-
97.0
—— —
13.00 13.50
5000 ITI/Z 43.10 45 .77%
126.0
45.0
200, 1,.890 |
\\\’\\\\"\\‘\\“\‘\‘\\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #3343: 2(1H)-Pyridinone, 3,4-dihydro- — —
97.0 13.00 13.50
m/z 41.05 40.03%
- i 1 MU
“‘,ﬂ“ ‘ — —
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.158 6.48 ug/L 389136 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 90
2 Decane, 4-methyl- 156 C11H24 002847-72-5 81
3 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
4 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 74

Abundance Scan 1846 (13.158 min): VW022485.D\data.ms (-1842) ( m/z 71.10 100.00%

431 711
5000

113.1 =y
‘ ‘ 13.00 13.50
il L

\\\,\H\‘\H\‘\Mw‘“@lﬁg‘\w‘\“\‘H\\:I'fl‘:l?':\l'u‘\ul\%]?'?’ m/z 43.10 91.72%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33082: Decane, 4-methyl-
43.0 71.0

5000 RN
13.00 13.50
m/z 57.10  68.45%

‘ 112.0
‘15;9“1”;‘:”“!“” el 1560
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33090: Decane, 4-methyl-
43.0
71.0

—
13.00 13.50
5000 m/z 41.00 45.23%

‘ 112.0
“?,3;5"\“‘“!‘_m‘wh"_‘1“_”‘,”1?’?;9”“”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22125:

Heptane, 3,3,5-trimethyl- 7
71.0 13.00 13.50
m/z 70.10 40.86%

5000 43.0
113.0
14.0 “ ‘\ \‘\ Uu : “‘9‘1‘-9‘ ~ \‘

7 ‘
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 15 1-Octadecanesulphonyl chloride Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
13.341 1.77 ug/L 106013 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 78
2 10-Methylnonadecane 282 C20H42 056862-62-5 64
3 Hexadecyl octyl ether 354 C24H500 1000406-38-6 59
4 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 59
5 Tetradecane, 1-fluoro- 216 C14H29F 000593-33-9 43

Abundance Scan 1876 (13.341 min): VW022485.D\data.ms (-1872) ( m/z 57.10 100.00%
57.1
127.2 e ——
| ‘971 1744 2072 13.00 13.50
el b L A4 20T m/z 71.10  80.60%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 e —
13.00 13.50
m/z 43.10 62.94%
28.0 1330 1750
‘ TTTT ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176388: 10-Methylnonadecane
57.0
T ——
13.00 13.50
5000 ITI/Z 85.10 51.86%
99.0 154.0
_A?M“‘wmJMHWH‘wH‘w‘wh‘uw‘u‘wu‘_‘uw‘u‘uu‘u‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #264243: Hexadecyl octyl ether T 7
57.0 13.00 13.50
m/z 41.00 46.42%
P10 ‘ ) H I HP27 0156.0 196.0225.0
— ——

m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 (DEL) Alkane: Cyclicl13.444 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.444  14.52 ug/L 871394  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, butyl- 140 CleH20 001678-93-9 87
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 86
4 Cyclohexane, butyl- 140 Cl1oH20 001678-93-9 80
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72
Abundance Scan 1893 (13.444 min): VW022485.D\data.ms (-1885) ( m/z 83.10 100.00%
551 |
5000
140.2 ‘3‘6
13.5
112.1
‘N ‘J:‘_ul‘mH“umlﬁﬁ-ﬁww?‘z‘?:? m/z 55.10  77.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 1
13.50
29.0 140.0 m/z 82.10 68.97%
\\\‘\H\\‘i”\\\M“\‘l“\\“l\\\“]-\]\-]\-\.(‘)\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31429: Cyclohexane, pentyl-
83.0
—
55.0 13.50
5000 m/z 41.10 43.80%
29.0 154.0
TR A NSRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20727: Cyclohexane, (2-methylpropyl)- ——
550 ., 13.50
’ m/z 67.05 24.22%
5000
27.0 140.0
‘H‘ﬂw‘ ‘MMNEHL_‘H}m“w‘u‘u‘w‘u‘w‘u‘u“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 (DEL) Alkane: Cyclic13.694 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.694 4.51 ug/L 270719 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 87
2 Cyclopentane, (2-methylbutyl)- 140 CleH20 053366-38-4 78
3 1-Decene, 5-methyl- 154 C11H22 054244-79-0 50
4 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 49
5 4-Nonene, 5-methyl- 140 Cl1oH20 015918-07-7 43
Abundance Scan 1934 (13.694 min): VW022485.D\data.ms (-1928) ( m/z 69.10 100.00%
69.1
soo0| 4 M
1111
154.2 e ——
H ‘ ‘ b 13.50 14.00
et 333D L 186.62071 0 0 oo a5 60.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 — —
13.50 14.00
154.0 m/z 41.10 49.84%
97.0 ‘
\\}h‘\\‘i\].‘z\‘\':_)\.\()\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0 — —
13.50 14.00
5000 111.0 ITI/Z 83.05 39.02%
Al , i 1400
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31419: 1-Decene, 5-methyl- T —
55.0 13.50 14.00
m/z 84.05  38.96%
50001 27.0
83.0
154.0
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_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Cyanamide, dibutyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.975 3.27 ug/L 196326  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyanamide, dibutyl- 154 C9H18N2 002050-54-6 52
2 Cyclodecanone 154 C10H180 001502-06-3 45
3 1,2,4-Oxadiazol-5-0l1, 3-(trifluo... 154 C3HF3N202 1000460-81-4 43
4 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 38
5 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-29-3 38
Abundance Scan 1980 (13.975 min): VW022485.D\data.ms (-1976) ( m/z 69.10 100.00%
69.1
1111
41.1
5000 154.2
——
H ‘ 14.00
e 2071 s 55010 62.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32296: Cyanamide, dibutyl-
69.0
111.0
5000 1
41.0 154.0 14.00
m/z 111.10  59.17%
\\\\‘\\\\“‘H\\\“\\“\\““\\\H“\\!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30961: Cyclodecanone
55.0
——
14.00
5000 111.0 m/z 97.10  56.42%
154.0
‘\‘1‘!‘\‘H‘Hum“wm‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31510: 1,2,4-Oxadiazol-5-ol, 3-(trifluoromethyl)- ——
69.0 14.00
m/z 41.10 50.12%
5000
30.0 154.0
96.0
SSRGS AN —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.024 3.15 ug/L 189257 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 87
2 2,6-Dimethyldecane 170 C12H26 013150-81-7 87
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 83
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 81
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
Abundance Scan 1988 (14.024 min): VW022485.D\data.ms (-1984) (| m/z 57.10 100.00%
57.1
5000
85.1
T \
112.2 14.00
141.4
"“3‘5"_“w‘_1m_“H“_‘mwm“m‘l‘?q‘l‘ 1930 n/z 43.10  78.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 —— :
85.0 14.00
20.0 m/z 71.10 53.02%
113.0
141.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45485: 2,6-Dimethyldecane
43.0
710 S :
14.00
5000 m/z 41.05 32.33%
113.0
Ll | 1400 1700
A A S I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45488: Undecane, 5-methyl- T ‘
43.0 14.00
m/z 85.10 31.62%
5000 71.0 WW
1 “ 141.0 1700
w“‘w"‘w"‘w“‘w“‘w“‘w“‘w“‘w““ ——
m/z--> 20 40 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.127 4.73 ug/L 283954  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 78
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 72
3 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 72
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 72
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 64
Abundance Scan 2005 (14.127 min): VW022485.D\data.ms (-2002) ( m/z 71.10 100.00%
43.1 71.1
5000
—— —
990 1412 14.00 14.50
‘H‘H‘J“;HJ‘_‘:wuw‘_‘H‘“:“g“”“l‘?("}?"u“z‘(‘)?:s‘ m/z 57.00  86.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59040: Dodecane, 4-methyl-
43.0 710
5000 —r— ——
14.00 14.50
m/z 43.10 84.85%
‘ 99.0 1410
\\5\"0\‘\‘\\“M\\h“\\w\“l‘\\\h“\\‘}‘\‘\\\\‘H\\\\%\G\g\.p‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0 T ‘ T T ‘ T
14.00 14.50
5000 m/z 85.10 61.91%
127.0
Doy 550
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59081: Decane, 2,3,7-trimethyl- — —
43.0 14.00 14.50
71.0 m/z 70.10 34.79%
5000
‘ | 970 141.0
‘H‘JL‘HH‘L_ﬂ:wLHJﬁu“_“ﬁ“u“u“u“_“‘ —r —r
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_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 21 unknown-02 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.188 3.52 ug/L 211429 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Iodoundecane 282 C11H23I 004282-44-4 25
2 Decane 142 C10H22 000124-18-5 25
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 20
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 18
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 14

Abundance Scan 2015 (14.188 min): VW022485.D\data.ms (-2011) ( m/z 57.10 100.00%

57.1
119.1
5000
—— ——
‘ 1 ‘ 532 ' 14.00 14.50
wl““““ 4008 1908 2820 11505 62.28%

m/z--> 50 150 200 250
Abundance #175097.140d0undecane
57.0

5000 - —Z
14.00 14.50

m/z 43.05 59.94%
\

27,0 ‘ 990 1550
T L\ U‘ \“\ ‘\‘ T L \‘ LA B B \1\97‘0\ L \28\2\(
m/z--> 50 100 150 200 250
Abundance #22066: Decane
57.0

—
14.00 14.50

5000 m/z 71.10 55.96%
27,0
[LL| fe, 20
Ll - i
T s ———
m/z--> 50 100 150 200 250
Abundance #45506: Decane, 3,6-dimethyl- —— —
57.0 14.00 14.50

m/z 41.10 53.76%

5000
27. 113.0
‘ ‘ ‘ L | \‘ 170.0

T T
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 22 unknown-03 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.261 4.59 ug/L 275737  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 020348-74-7 41
2 Cyclopentanone, 3-butyl- 140 C9H160 057283-81-5 35
3 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16 019781-47-6 30
4 8-Oxabicyclo[5.1.0]octane 112 C7H120 000286-45-3 30
5 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 25

Abundance Scan 2027 (14.261 min): VW022485.D\data.ms (-2023) ( m/z 55.10 100.00%

55.1
5000

T
14.00 14.50
m/z 41.10  93.26%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12241: Cyclohexane, 1,3-dimethyl-2-methylene-, trans-
67.0
109.0

5000

T
41.0 14.00 14.50
m/z 57.10 81.73%

15.0 \\‘\‘!‘\\‘\\‘!\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21532: Cyclopentanone, 3-butyl-
550 830

P
14.00 14.50
5000 111.0 m/z 83.05 69.65%

140.0
27.0
“““M‘M“‘“1‘“H““‘H‘w“‘ﬂu““‘u“
m/z--> 20 40 60 80 100 120 140 160 180

“ M‘ N“M
Abundance #12239: Cyclohexane, 1,3-dimethyl-2-methylene-, cis- ——
7 14.00 14.50

\
109.0
m/z 82.05 67.00%

- m
41.0
L ‘ | ‘

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 23 Bicyclo[3.1.0]hexan-2-one, ... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.316 3.24 ug/L 194348 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.0]hexan-2-one, 5-(1-... 138 C9H140 000513-20-2 90
2 3-Cyclohexen-1-one, 3,5,5-trimet... 138 C9H140 000471-01-2 62
3 Cyclohexene, 1-butyl- 138 C10H18 003282-53-9 53
4 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 46
5 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 43

Abundance Scan 2036 (14.316 min): VW022485.D\data.ms (-2032) ( m/z 81.10 100.00%
81.1

5000

=

“ T
14.00 14.50
m/z 57.10 68.06%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #20293: Bicyclo[3.1.0]hexan-2-one, 5-(1-methylethyl)-
81.0

3

5000

T T
14.00 14.50
123.0 m/z 67.10 59.96%

Hiu‘f SRR AN RN RN R R RRR RN AN

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #20255: 3-Cyclohexen-1-one, 3,5,5-trimethyl-
96.0

41.0

=

138.0 T

“ ‘
14.00 14.50

m/z 95.10 55.67%
5000 67.0

39.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #19420: Cyclohexene, 1-butyl- “ T
81.0 14.00 14.50

m/z 41.10 52.56%

=

5000

09.0138.0

“ ‘
m/z--> 20 40 60 80 100120140160180200220240260 280 14.00 14.50

IN
=
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 24 (DEL) Alkane: Cyclic14.383 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.383  28.69 ug/L 1721650  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
4 Cyclohexane, nonadecyl- 350 C25H50 022349-03-7 47
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 46
Abundance Scan 2047 (14.383 min): VW022485.D\data.ms (-2038) ( m/z 83.10 100.00%
83.
55.1
5000 152.2
‘ 14‘06 i4‘5(5
126.1] : :
0 HWH‘HMHM JMMMm‘Mm‘,‘;J“_Hlﬁ?ulﬁ??:? m/z 82.10  73.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13251: Cyclohexane, (1-methylethyl)-
55.0 83.0
5000 — ~
14.00 14.50
27.0 m/z 55.10 71.48%
W
\\\‘\\‘\\“\\\M“\}\\"1\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl-
83.0
— —
55.0 14.00 14.50
5000 m/z 41.10 49.,41%
29.0 154.0
SR T - W —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31430: Cyclohexane, pentyl- “ T
55.0 83.0 14.00 14.50
m/z 152.15 41.53%
5000
29.0 ‘ 154.0
bbb b ase L e L
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_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.426 2.14 ug/L 128212  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 90
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 53
4 Octacosane 394 C28H58 000630-02-4 53
5 Disulfide, di-tert-dodecyl 402 (C24H50S2 027458-90-8 53

Abundance Scan 2054 (14.426 min): VW022485.D\data.ms (-2051) (+ ' m/z 57.10 100.00%
57.1

w MM

99.1 T

183.1 14.50
‘ ““ AL A :“M”“L it L0027 2080 28l . 4310 e4.51%
miz--> 50 100 150 200 250
Abundance #45487: Undecane, 2-methyl-
43.0
5000 T
85.0 14.50

m/z 71.10 57.04%

127.0
“ \‘\ H‘ \1\ N n“ ‘\““ . ’\]"7‘0'9‘ e B AR
m/z--> 50 100 150 200 250
Abundance #45492: Undecane, 2-methyl-
43.0

14.50
5000 ITI/Z 41.10 47 .56%
85.0
14, =
AL ST e
miz--> 50 100 150 200 250
Abundance #123971: Tetradecane, 2,6,10-trimethyl- ——
57.0 14.50
m/z 85.10  46.31%
5000
113.0 155.0
“\ ‘n‘ h”\ ‘\\‘\‘ HM‘ ‘u‘ o ’\“ ‘18“4‘0‘ ‘2?5"0‘ — —
miz--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
14.493 3.14 ug/L 188552  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 58
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 47
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 35
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 27
Abundance Scan 2065 (14.493 min): VW022485.D\data.ms (-2062) ( m/z 57.10 100.00%
57.1
119.1
e N M
141.2 L
1702 14.50
35 283 m/z 43.05  58.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl-
57.0
85.0
5000 T
14.50
m/z 71.10 54.73%
| 11‘3.0 141.0
I Il \‘\ Wl | ‘ .
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl-
57.0
——
14.50
m/z 119.05 54.45%
5000 85.0
29.0
‘ 141.0
“w‘MHHMH‘UHM‘ﬂu‘ﬂ%}%?‘H‘UH“EZQR“H“H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl- —
57.0 14.50
m/z 85.10 48.22%
5000 85.0
29.0 141.0
e e 11801690 _—
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 27 Naphthalene, decahydro-2-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.542 10.17 ug/L 610547 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 97
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 93
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 89
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
Abundance Scan 2073 (14542 min): VW022485.D\data.ms (-2068) ( m/z 67.05 100.00%
67.095. 152.2
5000
391
T T
e h L om0 280 i
waww_m_mw e e raops | m/z 95.10  96.61%
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
980 152.0
5000 — :
68.0 14.50
m/z 81.05 95.77%
H
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #29497: 1-Methyldecahydronaphthalene
41.0
9.0 152.0 LN \
14.50
5000 m/z 152.20  90.69%
68.0
230
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29513: trans-4a-Methyl-decahydronaphthalene = ‘
95.0 14.50
m/z 82.10 80.79%
67.0 137.0
5000
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 28 unknown-04 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
14.597 1.68 ug/L 101089 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 25
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 25
3 1-Cyclopentylethanol, trifluoroa... 210 CSH13F302 1000364-11-9 22
4 4,4-Dimethyl-2-propenylcyclopent... 152 C1@H160 068261-88-1 18
5 1(2H)-Naphthalenone, octahydro-,... 152 C10H160 1000141-71-1 18

Abundance Scan 2082 (14.597 min): VW022485.D\data.ms (-2079) ( m/z 97.10 100.00%

5000 411

—
| 14.50 15.00
el m/z 69.00  89.56%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29505: Naphthalene, decahydro-2-methyl-
41.0 95.0
67.0 152.0

5000 T ‘
14.50 15.00
123.0 m/z 119.10 87.59%
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29508: Naphthalene, decahydro-2-methyl-
55.0 950
1 —
152.0 14.50 15.00
5000 ITI/Z 81.10 63.59%
‘ 123.0
>
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88061: 1-Cyclopentylethanol, trifluoroacetate T —
69.0 14.50 15.00

m/z 95.10 60.19%

5000 41.0
97.0
I ‘ M 142.0 166.0

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_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 29 4-Methylphenyl acetone Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
14.700 2.99 ug/L 179706  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylphenyl acetone 148 C10H120 002096-86-8 60
2 Benzene, 1-methyl-4-butyl 148 C11H16 001595-05-7 58
3 7-Methyl-1,2,3,5,8,8a-hexahydron... 148 Cl11lH16 107914-88-5 50
4 7-Methyl-1,2,3,5,8,8a-hexahydron... 148 C11H16 107914-88-5 50
5 2-Butanone, 4-phenyl- 148 C10H120 002550-26-7 46
Abundance Scan 2099 (14.700 min): VW022485.D\data.ms (-2095) ( m/z 105.10 100.00%
105.1
5000
148.2
=~ —
390 %91 ‘ 14.50 15.00
i M‘m““‘ Dobilyoop b 2089 2810 "1 65 52.60%
m/z--> 50 100 150 200 250
Abundance #26208: 4-Methylphenyl acetone
105.0
so00{ 430 —— ——
14.50 15.00
148.0 m/z 92.05 32.59%
1\4.‘-\0‘\ ‘\ ““ M SM \ T T T “‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #26362: Benzene, 1-methyl-4-butyl
105.0
—55 —
14.50 15.00
5000 m/z 148.15 31.20%
148.0
90 qa0) |
miz--> 50 100 150 200 250 M /\&
Abundance #26417: 7-Methyl-1,2,3,5,8,8a-hexahydronaphthalene L e
91.0 14.50 15.00
148.0 m/z 106.10  19.76%
5000
41.0
h‘ H ‘m‘u“‘ “ \‘M ‘\ — T T Y —
m/z--> 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 30 (DEL) Alkane: Cyclic14.731 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.731 4.39 ug/L 263690 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 60
2 Disparlure 282 C19H380 029804-22-6 53
3 Disparlure 282 C19H380 029804-22-6 53
4 Bicyclo[3.1.1]heptan-3-one, 6,6-... 194 C13H220 1000163-97-9 43
5 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 ©032281-85-9 38

Abundance Scan 2104 (14.731 min): VW022485.D\data.ms (-2101) ( m/z 55.10 100.00%

58.1
5000 97.1

DL 2 e
L i“““““‘l”“ WYL | 2068 2805 n/; 69,05  73.95%
mfz--> 100 150 200 250
Abundance #13271:Cydopemana(24nemyunopy0- fV]NMJyMJAAAUM\AfHJ
69.0

5000 — —
390 14.50 15.00

m/z 41.10 59.42%

‘ 111.0
T T M\ !H “‘H T ‘ H\ ‘ T “‘ \‘ T : T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #176348: Disparlure

69.0

——
14.50 15.00
5000 m/z 97.10  42.56%

29.0 ‘ ‘ 183.0
““h”uhu \‘\‘\ - 2?50“2§{0
miz-> 50 200 250

Abundance #176345.D5pamﬂe T —
69.0 14.50 15.00

m/z 67.00 42.01%

5000
29.0 11.0
1 h a0 0
h

\‘ H‘ ‘ 2250 267.0

miz--> 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 31 (DEL) Alkane: Cyclic14.792 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.792 6.90 ug/L 414110  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 58
2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 52
3 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 50
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 50
5 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 50
Abundance Scan 2114 (14.792 min): VW022485.D\data.ms (-2109) ({ m/z 97.05 100.00%
97.0
55.1
5000
| s 1500
134.2 168.2 . .
‘H_Hq‘wdWMWNHMM‘_HWH‘WHHM‘???%H‘WHH_%gﬁf m/z 55.10  60.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13269: Cyclohexane, 1-ethyl-1-methyl-
55.0 970
5000 — —
14.50 15.00
m/z 41.10 35.72%
H\‘HH‘NHM’\‘\LH"‘\H “\\‘\]\_‘2\6\\.\0‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-
97.0
55.0
— —
14.50 15.00
5000 m/z 69.10 31.89%
4\ 168.0
N N —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane T —
97.0 14.50 15.00
55.0
m/z 119.10  26.62%
5000
126.0
P e Aae A
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_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 32 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.834 16.03 ug/L 961957 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 83
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 80
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 74

Abundance Scan 2121 (14.834 min): VW022485.D\data.ms (-2117) (¢ | m/z 57.10 100.00%
57.1
98.1 ‘ T T ‘ T
H ‘ 166.2 14.50 15.00
(
Obrprrdbb | 1 133816021058 280¢ o071 10 47.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 - T
14.50 15.00
27.0 m/z 43.10 46.33%
98.0
H‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘HH’HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
— —
14.50 15.00
5000 m/z 41.10 33.08%
98.0
27.0 ‘
B/ RN SN V2. O 7Y S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59076: Undecane, 2,6-dimethyl- — —
57.0 14.50 15.00
m/z 98.10 18.43%
- Lﬁ/kw\/\/\(
98.0
270 || 980 110 1840
T e A —r
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_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 33 (DEL) Alkane: Cyclic15.249 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.249 16.87 ug/L 1012290 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 46
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43
3 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43
4 Cyclohexane, butyl- 140 Cl1oH20 001678-93-9 38
5 n-Pentadecylcyclohexane 294 C21H42 006006-95-7 38

Abundance Scan 2189 (15.249 min): VW022485.D\data.ms (-2178) ( m/z 83.10 100.00%
3.1

83.
119.1
55.1
5000
162.2

T L —
15.00 15.50
w0 b 207.1

bl 2SS myz 82010 71.26%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0

5000 - —=
15.00 15.50

m/z 119.10  70.47%

230 \\h Hh | ‘ | . 1250 16\80
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43497: Cyclohexane, hexyl-
83.0

4 —
15.00 15.50

5000 55.0 m/z 133.05 68.05%
29.0 168.0
el b bl 2150 1400 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43498: Cyclohexane, hexyl- e T
55.0 83.0 15.00 15.50

m/z 55.10  58.70%

- Jv\ﬁwvxvf/V\fwfv%NLW
29.0 168.0

h‘ I ‘\‘\ | 1110 \

‘ T
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_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 34 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.322  15.33 ug/L 919988 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 7-methyl- 198 C14H3e 026730-14-3 60
2 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 58
3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 53
4 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 53
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 52

Abundance Scan 2201 (15.322 min): VW022485.D\data.ms (-2196) ( m/z 57.05 100.00%
57.0

5000
119 1

2

‘ 1622 063 ‘ 15.00 15.50
M M‘ 1983 2339 28LI  n/7 71.10  91.47%

m/z--> 20 40 60 80 100120 140 160 180200220240260280
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 T ——
112.0 15.00 15.50
m/z 43.10 70.40%
M [ | 155.0183.0

’\\\\i}\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecy! ester
57.0

:

15.00 15.50
5000 m/z 41.10 41.03%

113 0

85.
29.0
o h L J‘ 141.0169.0 225.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester — P
57.0 15.00 15.50
m/z 119.10 36.58%

?

5000

113.0
85.0
29.0
\‘ 1l “\ w‘\ \H \ \“ 141 O 239 0

m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

1
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 35 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
15.499 3.93 ug/L 235802 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 70
2 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 58
3 5-(2-Bromoethyl)-2,3-dihydro-1-b... 226 C10H11BrO 127264-14-6 53
4 Benzene, (1l-ethyl-1-methylpropyl)- 162 C12H18 001985-97-3 50
5 2'-Ethylpropiophenone 162 C11H140 016819-79-7 49

Abundance Scan 2230 (15.499 min): VW022485.D\data.ms (-2227) ( m/z 133.05 100.00%

138.1
5000
41.0 1051 | 1622 T
W INERAN ,
ol U bl L L 19402225 2820 i e 50 pay
miz—> 20 40 60 80 100120140160180200220240260280
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl-
138.0
5000 T
15.50
162.0 m/z 147.10 21.96%

410 910 | \

’\H\‘HH‘HH‘H‘H‘!‘\\‘\M‘HH‘HH“\\H‘HH‘HH‘HH‘HH‘HH‘H\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #37999: Benzene, 2,4-dimethyl-1-(1-methylpropyl)-
138.0

2

15.50
5000 m/z 159.10  17.33%

27.0 91.0 16‘2.0

“ I \63\0\ ‘ LU \‘

’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #106030: 5-(2-Bromoethyl)-2,3-dihydro-1-benzofuran

133.0 15.50

m/z 105.05 17.12%

—

5000

91.0 226.0
270 63\\.0\\ \‘ bl ‘ L |

m/z--> 20 40 60 80 100120140160180200220240260280 15.50

.
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 36 Benzene, 1,4-dimethyl-2-(2-... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
15.554 3.25 ug/L 194818 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 70
2 Benzene, 1,4-dimethyl-2-(2-methy... 162 C12H18 055669-88-0 49
3 1,5-Dimethyl-2-pyrrolecarbonitrile 120 C7H8N2 056341-36-7 47
4 2,4-imidazolidinedione, 3-phenyl- 176 C9H8N202 1000404-72-6 47
5 Ether, 3-hydroxy-2-butyl 1-(p-to... 208 C13H2002 1000149-41-9 47
Abundance Scan 2239 (15.554 min): VW022485.D\data.ms (-2235) ( m/z 119.10 100.00%
119.1
N T
bl T e
“w‘Hﬂ_uﬂ_HM“M‘u“HMWMH\Hmwmuu‘u‘_‘u‘uu?§9ﬁ m/z 120.10  35.80%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance  #38002: Benzene, 1,4-dimethyl-2-(2-methylpropyl)-
119.0
5000 s :
15.50
162.0 m/z 91.10  22.94%
a0 0|
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘w‘\\‘\ \\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance  #38001: Benzene, 1,4-dimethyl-2-(2-methylpropyl)-
119.0
N T
15.50
5000 m/z 125.10  22.57%
91.0 162.0
41.0
£ PR S S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10629: 1,5-Dimethyl-2-pyrrolecarbonitrile — ‘
119.0 15.50
m/z 105.10 22.44%
5000
3%0 65.0 9%0
PR T PR I
R ma e e maaan L S e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 37 Benzene, 1l-ethyl-4-(2-methy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.627 4.96 ug/L 297546  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-4-(2-methylprop... 162 C12H18 100319-40-2 78
2 p-Cymene 134 C10H14 000099-87-6 72
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 72
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 64
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 64

Abundance Scan 2251 (15.627 min): VW022485.D\data.ms (-2247) (+ | m/z 119.10 100.00%

119.1
5000

L
411 71 162.1 15.50 16.00

711
et bbb 2922 2BLO 162 10 12.73%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #37983: Benzene, 1-ethyl-4-(2-methylpropyl)-
119.0

5000 T
15.50 16.00
m/z 120.10 11.47%

162.0
S O
\\\‘\‘\\\“\\‘\\’\‘H\H’\\H“H\‘\“H\\‘\H\“\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16992: p-Cymene
119.0

T
15.50 16.00

5000 m/z 91.05 10.14%
4%0 77.0 I
TR Y MR P AN |1 I
e H e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- — : :
119.0 15.50 16.00

m/z 104.10 9.90%

5000
39.0 770 | ‘
1 H Lot L T \L

T —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09

Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 39 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 27

R.T EstConc Area Relative to ISTD R.T.
15.773 3.81 ug/L 228715 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 87
2 Benzene, 1,3,5-trimethyl-2-propyl- 162 C12H18 004810-04-2 72

3 2,4,6-Trimethylbenzyl mercaptan,... 362 C14H13F70S 1000469-60-5 64
4 Benzene, 2-(chloromethyl)-1,3,5-... 168 C10H13Cl 001585-16-6 64
5 Benzene, 2-(chloromethyl)-1,3,5-... 168 C10H13Cl 001585-16-6 64
Abundance Scan 2275 (15.773 min): VW022485.D\data.ms (-2272) (( | m/z 133.05 100.00%
133.1
- MMMM
1550 16,00
91 1 . .
-0 il 1‘{79‘1??‘?‘?‘ 284 n/z 162.20  18.17%
m/z--> 50 100 150 200 250 300 350
Abundance  #37999: Benzene, 2,4-dimethyl-1-(1-methylpropyl)-
133.0
5000 e A
15.50 16.00
m/z 134.05 13.07%
r7.0 91.0
\“\‘\“M\H\‘H\\‘ “\M“\\“\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #37978: Benzene, 1,3,5-trimethyl-2-propyl-
138.0
R e
15.50 16.00
5000 m/z 119.10 12.30%
20 o)
L I I
e T o o B B B e
m/z--> 50 100 150 200 250 300 350
Abundance #271014: 2,4,6-Trimethylbenzyl mercaptan, S-heptafluord — ——
133.0 15.50 16.00
m/z 117.10 10.36%
h M\/\/\/\MW
a0 P19 | 700 362
e e e e
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 40 unknown-05 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.920 6.61 ug/L 396808 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 162 C12H18 001483-60-9 52
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 49
3 2'-Ethylpropiophenone 162 C11H140 016819-79-7 46
4 1-Propanone, 1-(2,4-dimethylphen... 162 C11H140 035031-55-1 46
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 46
Abundance Scan 2299 (15.920 min): VW022485.D\data.ms (-2293) ( m/z 133.05 100.00%
133.1
- MVM
91.1 162.2 1
390 L Ll j\\ 193.2 2804 e
e g Lot WAL 992 2908 /7 159,20 27.69%
miz--> 50 100 150 200 250
Abundance  #37999: Benzene, 2,4-dimethyl-1-(1-methylpropyl)-
133.0
5000 1
16.00
m/z 115.10  18.64%
27.0 91.0 162.0
T T “\ ‘\‘ 5“7\.9\ ‘H\ \‘ “‘ T M“\ H\“‘ T “ \“ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #26355: Benzene, pentamethyl-
138.0
——
16.00
5000 m/z 162.20 17.80%
91.0
39.0 ‘ |
. Wﬂ‘NML\\ V‘M“”J‘w ‘ — —
miz--> 50 100 150 200 250
Abundance #37773: 2'-Ethylpropiophenone 7
133.0 16.00
m/z 147.20 16.67%
5000
162.0
77.0
mo M
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 41 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.066 5.35 ug/L 320872  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 90
3 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 83
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 81
Abundance Scan 2323 (16.066 min): VW022485.D\data.ms (-2319) ( m/z 145.05 100.00%
145.1
5000 MM
T \
11"5 1‘ 1815 16.00
S/ uu‘\“w“ﬁ‘,‘ Pl ) | 18152082 2445 0166 10 39.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
5000 — ‘
16.00
115.0 m/z 115.10 16.44%
39.0 ‘
\]-\\\‘\”\\“‘\\“\‘\‘m\‘\\‘H’\\\\‘\\\\h‘\ \‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl-
145.0
T \
16.00
5000 m/z 128.05 14.61%
300 650 910 110
In ALl Il I 1
“‘,““““
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- P |
145.0 16.00
m/z 97.10 11.82%
5000
117.0
91.0
41.0 ‘ ‘
}‘5‘_‘1‘““m“‘1‘”‘,””‘m‘l“"NH““H_m_m_m_m‘m —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 42 1-Naphthalenemethanol, 1,2,... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.151 6.00 ug/L 359852 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Naphthalenemethanol, 1,2,3,4-t... 176 C12H160 036052-28-5 72
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 42
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 41
4 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 38
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 38

Abundance Scan 2337 (16.151 min): VW022485.D\data.ms (-2332) ( m/z 131.05 100.00%

131.1
5000

91.1 1
41.0 ‘ L7 42 16.00 16.50
— ‘\“‘\ ’M‘L ‘MH\‘\ M‘\‘\ \‘M\’u M Al ey I ‘ ‘2‘099‘ Co 2‘8‘1‘( m/z 145.20 65.09%

\‘\
miz--> 50 100 150 200 250
Abundance #50946: 1-Naphthalenemethanol, 1,2,3,4-tetrahydro-8-me
145.0

5000 T
16.00 16.50
m/z 133.05  49.48%

18.0 770 115.0‘ ‘ 176.0
‘m“ ul L ’h TR R "“u‘ \H‘\ A — “ ——————
miz--> 50 100 150 200 250
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0

1
16.00 16.50
5000 m/z 115.10  34.94%

91.0
39.0 ‘ ‘
Lk [ b "h‘\“\m‘ \H‘h ‘\‘M“ e
m/z--> 50 100 150 200 250

Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- ——
145.0 16.00 16.50
m/z 160.10  34.74%

5000
llSﬂ ‘
770\ T - H‘ \h\ ‘\‘

T \
m/z--> 50 100 150 200 250 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 43 unknown-06 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
16.212 3.52 ug/L 210968 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 48
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 35
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 35
4 1H-Indene, 2,3-dihydro-1,1,4,7-t... 174 C13H18 001078-04-2 20
5 1H-Indene, 2,3-dihydro-1,1,4,6-t... 174 C13H18 000941-60-6 20

Abundance Scan 2347 (16.212 min): VW022485.D\data.ms (-2343) ( m/z 83.10 100.00%

83.1 159.2
5000 119.1

41.1

—
H ‘ ‘ L || 2080 2801 16.00 16,50
bbb bl SRR B ngz 159,15 94.85%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #49177: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0

5000 — —
16.00 16.50

m/z 82.10 60.39%

89, .50
| T " L
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m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #49168: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethyl-
159.0

T
16.00 16.50

5000 m/z 119.05 50.43%
o 910 0
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m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #49175: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl- — —
159.0 16.00 16.50

m/z 120.05 46.15%

5000
51.0 910 \]‘.zﬁom‘\ ! e T

m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 44 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.273  11.65 ug/L 699322  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 46
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 46
3 Decane, 5-propyl- 184 C13H28 017312-62-8 46
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 46
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 46

Abundance Scan 2357 (16.273 min): VW022485.D\data.ms (-2351) ( m/z 57.10 100.00%
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— T L —
16.00 16.50
[
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m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59062: Undecane, 3,5-dimethyl-
57.0
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16.00 16.50
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Abundance #90205: Dodecane, 2,6,11-trimethyl-
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85.0
127.0
1690 2120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59032: Decane, 5-propyl- 7 —
57.0 16.00 16.50
m/z 41.10 38.82%
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m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acq On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 45 benzenamine, 4-(1H-imidazol... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.468 5.33 ug/L 319916 1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 benzenamine, 4-(1H-imidazol-5-yl)- 159 C9H9N3 1000404-37-6 50
2 4-(1H-Pyrazol-4-yl)aniline 159 C9HON3 114474-28-1 47
3 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H140 035322-84-0 43
4 1H-Inden-1-one, 2,3-dihydro-3,4,... 174 C12H140 ©035322-84-0 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 38
Abundance Scan 2389 (16.468 min): VW022485.D\data.ms (-2385) ( m/z 159.10 100.00%
159.1
5000 104.0 WJ\/W\/\
131.1 VAR S AN
390 70 | 1940 16.20 16.40 16.60
el L1940, tea.00  38.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35989: benzenamine, 4-(1H-imidazol-5-yl)-
159.0
5000 LI L L L L B A
104.0 16.20 16.40 16.60
28. . .02%
80 _ 770 ‘131_0 m/z 160.15  37.02
\\\\‘\‘\\\“i‘\\‘H‘\“HH\\‘W}\\}\“\‘\\\‘\\H\‘\\\\‘l\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #35971: 4-(1H-Pyrazol-4-yl)aniline
159.0
104.0 S
16.20 16.40 16.60
5000 131.0 m/z 117.10 36.63%
51.0 77.0
S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #49104: 1H-Inden-1-one, 2,3-dihydro-3,4,7-trimethyl- R ma Em M
159.0 16.20 16.40 16.60
m/z 119.10 33.13%
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139, 39\D 8o, 1 h M \ I
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe41122\
Data File : VW@22485.D

Acqg On : 11 Apr 2022 16:09
Operator : SY/VA

Sample : N2316-06

Misc : 6.49g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40722SMA .M
Quant Title : SFAM@1l.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.965 72.2 ug/L 2987880 1 8.842 1035110 25.0
unknown-01 2.495 4.0 ug/L 165085 1 8.842 1035110 25.0
(DEL) Alkane: S.. 8.695 2.5 ug/L 104919 1 8.842 1035110 25.0
(DEL) Alkane: C.. 9.750 1.7 ug/L 69760 1 8.842 1035110 25.0
(DEL) Alkane: S.. 9.896 5.9 ug/L 244519 1 8.842 1035110 25.0
(DEL) Alkane: S.. 9.957 34.9 ug/L 1442810 1 8.842 1035110 25.0
(DEL) Alkane: S... 10.098 30.4 ug/L 1259770 1 8.842 1035110 25.0
Benzene, bromo- 12.743 2.6 ug/L 157877 3 13.554 1500370 25.0
(DEL) Alkane: C 12.774 2.7 ug/L 162468 3 13.554 1500370 25.0
(DEL) Alkane: C 12.859 1.6 ug/L 97685 3 13.554 1500370 25.0
(DEL) Alkane: C 13.079 1.9 ug/L 111947 3 13.554 1500370 25.0
(DEL) Alkane: C 13.121 1.6 ug/L 92809 3 13.554 1500370 25.0
(DEL) Alkane: S... 13.158 6.5 ug/L 389136 3 13.554 1500370 25.0
1-Octadecanesul... 13.341 1.8 ug/L 106013 3 13.554 1500370 25.0
(DEL) Alkane: C... 13.444 14.5 ug/L 871394 3 13.554 1500370 25.0
(DEL) Alkane: C... 13.694 4.5 wug/L 270719 3 13.554 1500370 25.0
Cyanamide, dibu... 13.975 3.3 ug/L 196326 3 13.554 1500370 25.0
(DEL) Alkane: S... 14.024 3.1 ug/L 189257 3 13.554 1500370 25.0
(DEL) Alkane: S... 14.127 4.7 ug/L 283954 3 13.554 1500370 25.0
unknown-02 14.188 3.5 ug/L 211429 3 13.554 1500370 25.0
unknown-03 14.261 4.6 ug/L 275737 3 13.554 1500370 25.0
Bicyclo[3.1.0]h... 14.316 3.2 ug/L 194348 3 13.554 1500370 25.0
(DEL) Alkane: C... 14.383 28.7 wug/L 1721650 3 13.554 1500370 25.0
(DEL) Alkane: S... 14.426 2.1 ug/L 128212 3 13.554 1500370 25.0
(DEL) Alkane: S... 14.493 3.1 ug/L 188552 3 13.554 1500370 25.0
Naphthalene, de... 14.542 10.2 ug/L 610547 3 13.554 1500370 25.0
unknown-04 14.597 1.7 ug/L 101089 3 13.554 1500370 25.0
4-Methylphenyl ... 14.700 3.0 ug/L 179706 3 13.554 1500370 25.0
(DEL) Alkane: C. 14.731 4.4 ug/L 263690 3 13.554 1500370 25.0
(DEL) Alkane: C 14.792 6.9 ug/L 414110 3 13.554 1500370 25.0
(DEL) Alkane: S 14.834 16.0 ug/L 961957 3 13.554 1500370 25.0
(DEL) Alkane: C 15.249 16.9 wug/L 1012290 3 13.554 1500370 25.0
(DEL) Alkane: S... 15.322 15.3 wug/L 919988 3 13.554 1500370 25.0
Benzene, 1,3,5-... 15.499 3.9 ug/L 235802 3 13.554 1500370 25.0
Benzene, 1,4-di... 15.554 3.3 ug/L 194818 3 13.554 1500370 25.0
Benzene, 1l-ethy... 15.627 5.0 ug/L 297546 3 13.554 1500370 25.0
Benzene, 2,4-di... 15.773 3.8 ug/L 228715 3 13.554 1500370 25.0
unknown-05 15.920 6.6 ug/L 396808 3 13.554 1500370 25.0
Naphthalene, 1,... 16.066 5.3 ug/L 320872 3 13.554 1500370 25.0
1-Naphthaleneme... 16.151 6.0 ug/L 359852 3 13.554 1500370 25.0
unknown-06 16.212 3.5 ug/L 210968 3 13.554 1500370 25.0
(DEL) Alkane: S... 16.273 11.7 wug/L 699322 3 13.554 1500370 25.0
benzenamine, 4-... 16.468 5.3 ug/L 319916 3 13.554 1500370 25.0
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