LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M

Title : SW846 8260

Signal : TIC: VY@07528.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.716 959 967 973 rBV2 10608 23869 24.82% 2.747%
2 7.789 973 979 988 rVB 19053 40931 42.56% 4.711%
3 8.136 1027 1036 1047 rBV2 9351 20438 21.25%  2.352%
4 8.313 1060 1065 1066 rBvV2 1717 2009 2.09% 0.231%
5 8.691 1119 1127 1138 rBV 27581 55724 57.95% 6.413%
6 9.179 1204 1207 1212 rVV6 1142 1816 1.89% 0.209%
7 9.319 1227 1230 1234 rVB4 833 963 1.00% 0.111%
8 9.368 1234 1238 1242 rBV5S 913 1830 1.90% 0.211%
9 9.423 1245 1247 1249 rBV3 1063 990 1.03% 0.114%
10 9.447 1249 1251 1254 rVWv3 955 1454 1.51% 0.167%
11  9.502 1258 1260 1263 rBV3 1076 1655 1.72% ©0.190%
12 9.606 1271 1277 1287 rBV9 2106 6519 6.78% 0.750%
13 9.752 1294 1301 1307 rBVv9 2401 7727 8.03% 0.889%
14  9.856 1314 1318 1320 rBV5S 965 1019 1.06% 0.117%
15 9.904 1322 1326 1328 rVV5 878 1162 1.21% 0.134%
16 9.996 1339 1341 1344 rVB4 1364 1083 1.13% 0.125%
17 10.069 1351 1353 1355 rBV2 1612 1696 1.76% ©.195%
18 10.179 1363 1371 1378 rBvV2 48201 96167 100.00% 11.068%
19 10.514 1424 1426 1434 rVB8 3644 5975 6.21% 0.688%
20 10.605 1439 1441 1446 rBVe6 1863 3754 3.90% 0.432%
21 10.715 1456 1459 1462 rVB4 2105 2504 2.60% 0.288%
22 10.770 1466 1468 1470 rBV3 1514 1851 1.92% 0.213%
23 10.898 1487 1489 1493 rBV3 1507 1756 1.83% 0.202%
24 11.087 1516 1520 1525 rBV4 4496 7955  8.27% 0.916%
25 11.160 1530 1532 1533 rBV2 1690 1147 1.19% 0.132%
26 11.209 1533 1540 1542 rBV7 4237 8298 8.63% 0.955%
27 11.489 1580 1586 1592 rBV 40665 65674 68.29% 7.558%
28 11.678 1613 1617 1618 rBV4 3074 4614 4.80% 0.531%
29 11.867 1646 1648 1650 rBV2 2884 3006 3.13% 0.346%
30 12.233 1706 1708 1711 rVB4 4064 3128 3.25% 0.360%
31 12.477 1743 1748 1754 rVB 33407 53887 56.03% 6.202%
32 12.642 1772 1775 1781 rVB7 10936 18810 19.56% 2.165%
33 12.721 1785 1788 1793 rBV6 3838 8702 9.05% 1.001%
34 12.867 1808 1812 1813 rBV4 3934 6071 6.31% 0.699%
35 13.038 1837 1840 1848 rVB7 10445 17527 18.23% 2.017%
36 13.422 1898 1903 1912 rVB 45835 84535 87.90% 9.729%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M
Title : SW846 8260
37 13.745 1952 1956 1960 rBV5S 18110 30989 32.22% 3.566%
38 13.965 1990 1992 1996 rVB4 9500 12171 12.66% 1.401%
39 14.074 2007 2010 2015 rVB4 10910 16914 17.59% 1.947%
40 14.263 2036 2041 2044 rBVS 15030 32453 33.75% 3.735%
41 14.379 2057 2060 2062 rBvV4 5366 6638 6.90% 0.764%
42 14.422 2063 2067 2080 rVB4 20434 45800 47.63% 5.271%
43 14.678 2104 2109 2114 rBV5S 17101 34716 36.10% 3.995%
44 14.727 2114 2117 2123 rVB4 19644 31429 32.68% 3.617%
45 14.940 2149 2152 2156 rVB5 11647 14747 15.33% 1.697%
46 15.214 2191 2197 2203 rBv4 18097 35588 37.01% 4.096%
47 16.025 2327 2330 2335 rVB6 4714 7489 7.79% 0.862%
48 16.147 2346 2350 2357 rVB5S 9336 16759 17.43% 1.929%
49 16.470 2399 2403 2410 rVB1lo 5009 11095 11.54% 1.277%
50 16.598 2420 2424 2425 rBV4 1483 1810 1.88% 0.208%
51 16.677 2433 2437 2441 rBV7 1090 2331 2.42% 0.268%
52 16.757 2446 2450 2452 rVB5 1240 1724 1.79% 0.198%
Sum of corrected areas: 868899
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M
Quant Title : SW846 8260

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

Abundance TIC: VY007528.D\data.ms
60000
50000
40000
30000
20000

10000

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY007528.D\data.ms

60000

10.179

50000
40000
30000
20000 7.789

10000 8.136

Q- T = i =
Time--> 7.00 7.50 8.00 8.50 9.00
Abundance TIC: VY007528.D\data.ms

— —— —— ——
10.00 10.50 11.00 11.50

60000

12.477
50000

13.745 146
14.284-422 148787

40000 9
13.038 13.96%y74 ‘ 14.940 15.214

30000 12602, 67 ‘ l ‘] 5 ‘ l
20000/ gg7 \ 12721/ 16.147

2.233
N 16.025
{
)\ l 16.470
10000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl2.642 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.642 11.13 ug/1 18810 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, 2,6-dimethyl- 140 C10H20 006874-28-8 38
2 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 38
3 Cyclohexanecarboxylic acid, 4-pr... 382 C23H30ON203 075941-50-3 38
4 6-Dodecene, (E)- 168 C12H24 007206-17-9 38
5 5-Dodecene, (Z)- 168 C12H24 007206-28-2 38

Abundance Scan 1775 (12.642 min): VY007528.D\data.ms (-1772) (- m/z 125.15 100.00%

125.2
55.0
5000 83.2
——— —
‘ M H | ‘ 163.0 19 3 12.50 13.00
HW“\‘M Mm,‘ﬂ“m‘u “H“W T u““\u“_“‘W‘m,w‘ m/z 55.05  78.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20692: 3-Octene, 2,6-dimethyl-
55.0
5000 — ——
29.0 12.50 13.00
83.0 m/z 69.10 77.57%
‘ “ H 1110 1400
H‘\!Hi‘u\‘”‘\w\‘”\‘u\“H‘H‘HH‘HH‘HH‘HH‘HH“H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
—— —
12.50 13.00
5000 m/z 41.10 69.20%
L o0
H“m‘p‘$W‘W‘,H‘W‘HH‘H“_‘H“H‘_“W‘H‘,H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #289260: Cyclohexanecarboxylic acid, 4-propyl-, 2,3-dicy —— —
125.0 12.50 13.00
69.0
m/z 83.20 49.05%
5000 41.0
153.0
N IO I < X o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

82Y021422S.M Mon Feb 21 07:19:29 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\

Data File : VY@07528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl13.038 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.038 10.37 ug/l 17527 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl- 142 C1eH22 005881-17-4 49
2 Decane, 4-methyl- 156 C11H24 002847-72-5 47
3 Methoxyacetic acid, 2-ethylhexyl... 202 C11H2203 1000282-41-4 47
4 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 47
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 43
Abundance Scan 1840 (13.038 min): VY007528.D\data.ms (-1837) (- m/z 71.10 100.00%
711
43.1
5000
111.9
156.2 — ‘
I H il 1%4? 1 s S
\\\‘\\\\“\\HU“\‘\\H‘“H\‘\‘\‘\H“‘\}\\““\\“\H‘\\“\‘\“\H\M\“‘\‘\“\‘\’\‘\\\ m/Z 57.10 80.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22073: Octane, 3-ethyl-
71.0
43.0
5000 — :
112.0 13.00
m/z 43.10 65.30%
14-01142.0’
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33089: Decane, 4-methyl-
43.0
71.0
13.00
5000 m/z 41.10 52.77%
112.0
S R T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #77603: Methoxyacetic acid, 2-ethylhexyl ester —— ‘
57.0 13.00
m/z 70.10 44.87%
5000
112.0
29.0 ‘ ‘ 83.0 ‘
"W‘W‘wu‘M‘Jmﬂhuw;‘L‘H“_%ﬁﬂpu‘_‘u,‘u‘ —
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_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Naphthalene, decahydro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.745 18.33 ug/l 30989 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 74
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 72
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 64
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 62
5 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 62

Abundance Scan 1956 (13.745 min): VY007528.D\data.ms (-1952) (- m/z 138.20 100.00%
55.0 138.2

82.1
109.1
5000

.

LA A B B

LA
h ‘ ‘ 1743 206.9 13.50 14.00
i L m/z 55.05  89.45%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19431: Naphthalene, decahydro-
67.0 96.0 138.0
s000] 410 e —
13.50 14.00
m/z 67.05 83.00%
‘ T H‘ T ‘i”\ T ‘\“} ‘ \“ ‘\ \‘ T ‘\H ‘ ‘ T L T "\ TTT “ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
96.0 —r —r
41.0 13.50 14.00
5000 m/z 68.00  63.84%

m/z--> 20 40 60 80 100 120 140 160 180 200

2

Abundance #19395: Spiro[4.5]decane T —
67.0 96.0 13.50 14.00
m/z 41.10 63.17%
138.0 /
—r— ——
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_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl4.074 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.074 10.00 ug/l 16914 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 5-ethenyl-2-methyl- 119 C8HSN 000140-76-1 43
2 p-Cymene 134 C1oH14 000099-87-6 38
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 38
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 35
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 35

Abundance Scan 2010 (14.074 min): VY007528.D\data.ms (-2007) (- m/z 119.10 100.00%

119.1
5000
91.1
43.1 R !
‘ 65.1 ‘ ‘ ‘ 186.3 14.00
H“HHH‘ \H I HM\ MHH\HH\‘HM\‘\"H\M ‘\‘\H\ bt m/z 117.10 62.61%
m/z--> 20 60 80 100 120 140 160 180
Abundance #10395: Pyridine, 5-ethenyl-2-methyl-
119.0
5000 e :
91.0 14.00
39.0 m/z 91.10 32.18%
’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16993: p-Cymene
119.0
T T
14.00
5000 m/z 43.10  22.27%
91.0
390 65.0 ‘
160 b b b L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- —— ‘
119.0 14.00
m/z 118.00 20.01%
5000
91.0
39.0 65.0 ‘ ‘ ﬂ
180 30 bbb ke LI )
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl4.263 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.263 19.20 ug/l 32453 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
2 n-Pentadecylcyclohexane 294 C21H42 006006-95-7 38
3 Heptylcyclohexane 182 C13H26 005617-41-4 38
4 1-Methylbicyclo[3.3.0]octane-3,7... 152 C9H1202 021170-08-1 38
5 1-Azabicyclo[3.1.0]hexane 83 C5HON 000285-76-7 38
Abundance Scan 2041 (14.263 min): VY007528.D\data.ms (-2036) (- m/z 83.00 100.00%
83.0
50000 410 152.2 W
19'1 T ‘ T T ‘ T
188.0 14.00 14.50
m/z 82.05 91.92%
miz--> 50 100 150 200 250
Abundance #31430: Cyclohexane, pentyl-
55.0
5000 — ——
14.00 14.50
m/z 55.00 64.53%
‘ 970 154.0
1\5.\0“‘\ M ““\ ‘H !‘ \7“. T T T T ‘ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #192007: n-Pentadecylcyclohexane
82.0
— —
14.00 14.50
5000 m/z 105.00  48.73%
41.0
Ll me g e
m/z--> 50 100 150 200 250
Abundance #56964: Heptylcyclohexane T T
83.0 14.00 14.50
m/z 152.15 46.32%
5000
41.0
e e e
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_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 1-Methyldecahydronaphthalene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.422  27.09 ug/l 45800 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 92
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 92
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 86
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 76
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 52

Abundance Scan 2067 (14.422 min): VY007528.D\data.ms (-2063) (- m/z 152.20 100.00%
55.0 822 15p.2
5000
119.1
M A
18&220&3 14.50
bl T myz 82,15 87.02%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 7.0
980 152.0
5000 LN
14.50
m/z 55.05 86.94%
hlZ&O
}\‘\H\“\\‘\\“f‘\\\“\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 7.0
95.0 152.0 T
14.50
5000 m/z 67.10 76.51%
hlZ&O
e
miz--> 40 60 80 100 120 140 160 180 200
Abundance #29513: trans-4a-Methyl-decahydronaphthalene ——
95.0 14.50
m/z 95.00 67.00%
67.0 137.0
5000
m/z--> 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_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl4.678 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.678 20.53 ug/l 34716  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 35
2 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 27
3 m-Toluic acid, 3-methylbut-2-eny... 204 C13H1602 1000292-49-5 15
4 2,4-Dimethylstyrene 132 C10H12 002234-20-0 15
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 15

Abundance Scan 2109 (14.678 min): VY007528.D\data.ms (-2104) (- m/z 119.15 100.00%
119.2

97.1

5000

.

— —
14.50 15.00
m/z 116.95 72.21%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 T

. 7
14.50 15.00

910 m/z 97.10 56.63%

‘ 39‘\.0 L Gﬁlo ‘ ‘ T

3

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17598: Ethanone, 1-(3-methylphenyl)-
91.0 119.0
— —
14.50 15.00
5000 m/z 134.05  43.94%
43.0 6.0
150
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁmM\
Abundance #79905: m-Toluic acid, 3-methylbut-2-enyl ester - L L ‘N
119.0 14.50 15.00

m/z 55.05 31.47%

68.0
91.0
41.0

ol ats0am0 240

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

5000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl4.727 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.727  18.59 ug/l 31429 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentyl dotriacontyl ether 537 C37H760 1000406-42-6 27
2 Pentyl triacontyl ether 509 C35H720 1000406-42-5 27
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 22
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 22
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 18
Abundance Scan 2117 (14.727 min): VY007528.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1
119.2
5000
— —
| | ‘ 14.50 15.00
.l ””‘”H‘hv”“w‘“\”“‘wl e m/Z 119,15 62.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #342515: Pentyl dotriacontyl ether
71.0
5000 Y —
14.50 15.00
‘ m/z 71.15 56.42%
T ‘\ \“ “‘\ \H\“‘ \“\“\ ‘\ ‘l%\8\]‘\(‘)!2\3\7\ [O 29\2 \0\ T \36\4\ \C)\ ’ T T4\.4\>]8\()\ TT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339316: Pentyl triacontyl ether
71.0
— —
14.50 15.00
5000 m/z 41.10 52.78%
n ‘ " oy [181.0236.0_308.0 364.0 420.0 WWM/\
e T ST
miz--> 50 100 150 200 250 300 350 400 450
Abundance #59076: Undecane, 2,6-dimethyl- — —
57.0 14.50 15.00
m/z 43.10 48.36%
- W
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Octane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.214  21.05 ug/l 35588 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 59
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 59
4 Decane, 4-methyl- 156 C1l1H24 002847-72-5 58
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 53
Abundance Scan 2197 (15.214 min): VY007528.D\data.ms (-2191) (- m/z 57.10 100.00%
57.1
0 Mg 00 1k
‘ ‘ H 193.1 : '
\\\‘\\\\‘i‘\\\ ‘H‘\‘\M“\‘\‘HmM\‘\“\H!‘H“\‘\\‘\““‘\‘H\‘HH‘HH m/Z 71.05 96.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — —
15.00 15.50
m/z 43.10 76.25%
29.0
‘ ‘ g5 1130
\\\‘\‘\\\“‘\\\"\\H}\‘\‘\\\‘\\1‘\‘\\\1\4‘2\\()\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45494: Undecane, 5-methyl-
43.0
—— —
71.0 15.00 15.50
5000 m/z 41.05 38.25%
‘ 112 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl- — —
57.0 15.00 15.50
m/z 113.10 23.06%
5000
113.0
29.0
\‘ Ll il 8?0 “ 1420
H“H“_“"‘H“H“H‘w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@21722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24

Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M
: 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 unknownl6.147 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.147  9.91 ug/l 16759  1,4-Dichlorobenzene-dd  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 podecane 170 C1oH26 000112-40-3 49
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 47

3 Sulfurous acid, hexyl pentyl ester 236 C11H2403S
4 Decane, 5-propyl- 184 C13H28
5 Pentadecane, 7-methyl- 226 Cl6H34

1000309-14-1 43
017312-62-8 43
006165-40-8 35

Abundance Scan 2350 (16.147 min): VY007528.D\data.ms (-2346) (- m/z 57.10 100.00%
57.1

-

5000 85.1
127.1
— —
117.1 170.2 16.00 16.50
Wm“H ]704%,,,%91'2 m/z 71.10  83.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45479: Dodecane
43.0
71.0
5000 T ‘ T T ‘ T
16.00 16.50
m/z 43.10 62.91%
“ \‘ H\ I | 98\\0 \127'0 170.0
\‘\\\\‘i\\\‘\\i\‘\\\\‘\\}\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
—r —
16.00 16.50
5000 m/z 41.85 42.86%

29.0 850

‘ 127.0
R S S T
20 40 60 80 100 120 140 160 180

#117906: Sulfurous acid, hexyl pentyl ester T —
43.0 85.0 16.00 16.50
m/z 85.10 41.31%

m/z-->
Abundance

m/z--> 20 40 60 80

82Y021422S.M Mon Feb 21 07:

5000 Mm4f$ww%wﬂm
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007528.D

Acqg On : 17 Feb 2022 17:24
Operator : SY/MD

Sample : N1580-03

Misc : 5.98g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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|
unknownl12.642 12.642 11.1 ug/l 18810 4 13.422 84535 50.0
unknown13.038 13.038 10.4 ug/l 17527 4 13.422 84535 50.0
Naphthalene, de... 13.745 18.3 ug/1 30989 4 13.422 84535 50.0
unknownl14.074 14.074 10.0 ug/l 16914 4 13.422 84535 50.0
unknownl4.263 14.263 19.2 ug/l 32453 4 13.422 84535 50.0
1-Methyldecahyd... 14.422 27.1 ug/l 45800 4 13.422 84535 50.0
unknownl14.678 14.678 20.5 ug/l 34716 4 13.422 84535 50.0
unknownl14.727 14.727 18.6 ug/l 31429 4 13.422 84535 50.0
Octane, 2,6-dim... 15.214 21.1 ug/l 35588 4 13.422 84535 50.0
unknownl16.147 16.147 9.9 ug/l 16759 4 13.422 84535 50.0
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