LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 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\82Y110122S.M

Title : SW846 8260

Signal : TIC: VY@l1l1246.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 10.179 1362 1371 1379 rBV 23465 41235 1.03% 0.123%
2 11.288 1547 1553 1562 rVBS8 20632 58181 1.45% 0.173%
3 11.489 1580 1586 1591 rBV 27268 47444 1.18% 0.141%
4 11.739 1621 1627 1631 rBV4 21824 50974 1.27% 0.151%
5 11.928 1654 1658 1663 rVB3 29069 43346 1.08% ©0.129%
6 12.001 1663 1670 1676 rBv4 138600 313396 7.82% 0.931%
7 12.117 1685 1689 1693 rVB 216413 293680 7.33% 0.873%
8 12.197 1693 1702 1705 rBvV2 142303 307804 7.68% 0.914%
9 12.233 1705 1708 1713 rVB3 170858 250425 6.25% 0.744%
10 12.312 1713 1721 1725 rBV8 47671 146402 3.65% 0.435%
11 12.379 1725 1732 1734 rBV6 108346 240316 6.00% 0.714%
12 12.410 1734 1737 1742 rVB2 155469 209216 5.22% 0.622%
13 12.459 1742 1745 1752 rVB5 67976 154137 3.85% 0.458%
14 12.520 1752 1755 1758 rBvV2 98187 126169 3.15% 0.375%
15 12.568 1758 1763 1767 rBV5 77361 139884 3.49% 0.416%

16 12.642 1770 1775 1782 rVB4 305247 651791 16.27%
17 12.727 1782 1789 1794 rBV6 179974 498666 12.45%
18 12.806 1795 1802 1806 rBV5 302893 800653 19.98%
19 12.910 1816 1819 1821 rBV 50318 67496 1.68%
20 12.946 1821 1825 1829 rVv4 318109 455075 11.36%

PONR R
w
N
O
R

21 13.001 1829 1834 1836 rBV2 346691 590564 14.74%
22 13.038 1836 1840 1846 rVV 1446735 2135898 53.31%
23 13.099 1847 1850 1853 rVB2 150064 178830 4.46%
24 13.166 1857 1861 1865 rBV 407100 637362 15.91%
25 13.215 1866 1869 1872 rBV2 264463 379556  9.47%

PrRrRoOR
Ul
w
=
B

26 13.288 1877 1881 1882 rVV2 417708 573722 14.32%
27 13.312 1883 1885 1889 rVV2 583234 900438 22.48%
28 13.355 1889 1892 1896 rVV3 735668 1239200 30.93%
29 13.391 1896 1898 1903 rVB3 399053 550621 13.74%
30 13.562 1922 1926 1929 rBV3 248305 415204 10.36%

PR WN R
o
00
N
R

31 13.672 1941 1944 1945 rBV 146568 161137 4.02%
32 13.745 1950 1956 1960 rVV3 1223148 2220469 55.42%
33 13.788 1960 1963 1968 rvv4 310178 504842 12.60%
34 13.849 1970 1973 1979 rVV6 305445 639709 15.97%
35 13.910 1979 1983 1989 rVv4 446703 911760 22.76%

NPRPRPROOO
il
[
(O]
B

36 14.007 1996 1999 2004 rVB 556721 847124 21.14% 2.517%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 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\82Y110122S.M
Title : SW846 8260
37 14.068 2005 2009 2014 rBV6 402257 699769 17.47% 2.079%
38 14.141 2015 2021 2026 rBV5 471223 919262 22.95% 2.731%
39 14.190 2026 2029 2032 rBV3 245584 371213 9.27% 1.103%
40 14.257 2032 2040 2054 rVB9 1232253 4006343 100.00% 11.903%
41 14.373 2055 2059 2062 rBV3 353741 618925 15.45%  1.839%
42 14.416 2062 2066 2070 rVB3 691000 971334 24.24% 2.886%
43 14.611 2096 2098 2102 rBV5 132870 164801 4.11% 0.490%
44 14.678 2105 2109 2113 rVV2 356941 599749 14.97% 1.782%
45 14.727 2113 2117 2124 rVB2 1212817 1970518 49.18% 5.854%
46 14.800 2124 2129 2133 rBV6 176252 342353 8.55% 1.017%
47 14.842 2134 2136 2138 rBV2 107479 125137 3.12% ©.372%
48 14.940 2148 2152 2156 rVB2 543547 829857 20.71%  2.465%
49 15.001 2156 2162 2164 rBv3 175139 372740 9.30% 1.107%
50 15.050 2165 2170 2177 rVB2 424124 853012 21.29% 2.534%
51 15.208 2191 2196 2201 rBV2 430605 666670 16.64% 1.981%
52 15.275 2202 2207 2212 rBV7 127145 242351 6.05% 0.720%
53 15.336 2213 2217 2223 rBv8 159621 345231 8.62% 1.026%
54 15.519 2242 2247 2254 rVV2 210330 450545 11.25% 1.339%
55 15.598 2256 2260 2265 rVB4 191469 339522  8.47% 1.009%
56 15.684 2267 2274 2284 rVB5 150877 439441 10.97% 1.306%
57 15.879 2301 2306 2311 rVB3 87129 174616 4.36% ©.519%
58 16.019 2326 2329 2334 rVB4 75089 130074 3.25% 0.386%
59 16.153 2347 2351 2354 rBV4 33686 48759 1.22% 0.145%
60 16.470 2398 2403 2418 rVB7 62488 193923 4.84% 0.576%
Sum of corrected areas: 33658871
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\

: VYe11246.D

: 02 Nov 2022 01:54

: KP/MD

: N5337-03

: 5.04g/5.0mL/MSVOA_Y/SOIL
. 44

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: VY011246.D\data.ms

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

1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VY011246.D\data.ms

11.2881.48911.73
VANt O

0
Time-->

10.179

T T 7 — —T— —A—
9.00 9.50 10.00 10.50 11.00 11.50

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: VY011246.D\data.ms
14.257 14.727

13.745

14.416

29864

158%3019

123574241
12,0042 152 3
11.9 :

L\
T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T T T ‘ T T T T ‘ T T T
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\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 unknownl2.002 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.002 330.28 ug/l 313396 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 5-ethyl-4,5-dihydro... 126 C7H14N2 021981-22-6 46
2 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 38
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 38
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 38
5 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 35
Abundance Scan 1670 (12.001 min): VY011246.D\data.ms (-1663) (- m/z 97.10 100.00%
57.1 97.1
5000
126.1 UL
| Al R
bl Al 2070 s 57,10 95.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12894: 1H-Pyrazole, 5-ethyl-4,5-dihydro-3,5-dimethyl-
97.0
5000 A
28.0 5a.0 5512;5)0 85.549
" ‘ 126.0 m/z 55 2%
O\\\‘\‘H‘\\‘i“\\\m\“\‘\‘\\“{\\w“\\‘!‘\‘\L\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13211: 3,5-Dimethyl-3-heptene
55.0 97.0
R 1
12.00
5000 m/z 43.05 72.10%
126.0
29.0
0ol bl bt e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans- — |
55.0 97.0 12.00
m/z 41.10 54.41%
5000
27.0
H 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY@11246.D

Acqg On : 02 Nov 2022 01:54

Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 2 Octane, 3,6-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.117 309.50 ug/1 293680  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 90

4 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S

1000309-19-1 59
1000309-19-3 53

Abundance Scan 1689 (12.117 min): VY011246.D\data.ms (-1685) (- m/z 57.10 100.00%
57.1
5000 M
1131 —— —
85.0 1421 12.00 12.50
obr el e L L 2R 20T nyz 71.18 67.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 i —
12.00 12.50
290 m/z 43.10  48.94%
113.0
O 5.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22103: Octane, 2,6-dimethyl-
57.0
— —
12.00 12.50
5000 20.0 ITI/Z 56.10 34.84%
85.0 113.0
| “ ‘\ bl d 142.0
Ottt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl- T —
57.0 12.00 12.50
m/z 41.10 33.20%
5000
29.0 112.0
S 1 LN
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 1H-Indene, octahydro-, cis- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.197 324.39 ug/l 307804  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 90
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 70
3 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 49
4 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 49
5 Butanoic acid, 3-hexenyl ester, ... 170 C10H1802 016491-36-4 47

Abundance Scan 1702 (12.197 min): VY011246.D\data.ms (-1693) (- m/z 57.10 100.00%

57.1
81.1
41.1
5000
L —

| H‘ I 9#1 T 1421 1200 1250
“"““i‘“‘*“w”w ‘M‘ww““mw‘ \“} m/z 71.10  71.38%

m/z--> 20 40 60 80 100 120 140
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
96.0

o

5000 P —
41.0 12.00 12.50
‘ H ‘ 124.0 ITI/Z 81.10 68.28%
0\\\’\\\\\ ‘\‘\\‘\\[‘\\‘\‘\“\\\\‘!\\\‘\\\
m/z--> 80 100 120 140
Abundance #12214. Pentalene, octahydro-2-methyl-
81.0
= —
12.00 12.50
41.0 / 67.00 65.92)
5000 96.0 m/z . . ]
124.0
il w\\‘HH {\0 Ll ‘ ‘ ‘
O “““ “““‘ I B B OR S
m/z--> 20 80 100 120 140
Abundance #12207.1H4ndene,odahydny,nans— T —
67.0 12.00 12.50

m/z 43.10 54.53%

82.0
5000
41.0 124.0
wo | | J |

m/z--> 20 40 60 100 120 140 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.233 263.92 ug/1 250425  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 80
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59
3 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 59
4 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 42
5 4-Octylcyclohexanone 210 C14H260 1000428-94-1 38
Abundance Scan 1708 (12.233 min): VY011246.D\data.ms (-1705) (- | m/z 57.10 100.00%
57.1
5000 98.1
41)1
—— —
12.00 12.50
126.1
078-d‘142'2 m/z 98.10  46.83%
miz-> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 4 s
41,0 12.00 12.50
98.0 m/z 43.18  36.27%
o120 H 27 “ 114.0 __ 142.0
\\\\‘\\\\‘\\\\‘f!\\‘\\\\‘\\\\‘\\\\[\\\
miz-> 20 40 60 80 100 120 140
Abundance #22102: Octane, 2,3-dimethyl-
57.0
— —
12.00 12.50
5000 m/z 41.10 27.01%
410 98.0
0 H 0L 7, ‘\ 1140 1420
=t
miz--> 20 40 60 80 100 120 140
Abundance #22132: Heptane, 4-(1-methylethyl)- —— ——
57.0 12.00 12.50
m/z 56.10 18.93%
5000
41,0 98.0
o, 180 H A 770 | 1140 1420
e s B P —
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 Isobutyl 2-methylpentyl car... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.380 253.26 ug/l 240316  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl 2-methylpentyl carbonate 202 C11H2203 1000372-75-2 59
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 47
3 Hexane, 3-ethyl-2-methyl- 128 C9H20 016789-46-1 43
4 Nonane, 5-methyl- 142 C1eH22 015869-85-9 38
5 Valeric acid, 2-tetradecyl ester 298 C19H3802 ©055193-14-1 35
Abundance Scan 1732 (12.379 min): VY011246.D\data.ms (-1725) (| m/z 43.10 100.00%
3.1
85.1
5000
125.1 — ——
12.00 12.50
bl L2070, g0 64.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #77594: Isobutyl 2-methylpentyl carbonate
510 84.0
5000 — ——
12.00 12.50
9.0 m/z 84.10 53.61%
O\\\‘\‘i“\\‘i‘}\\“h“\\H\‘!“‘\‘\\\“\\1\1\“?.\()\\\]14\.?.\(\)‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8631: Heptane, 3-methyl-
43.0
= —
85.0 12.00 12.50
5000 m/z 57.10 51.01%
‘ 114.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14590: Hexane, 3-ethyl-2-methyl- — —
43.0 12.00 12.50
m/z 56.10 41.93%
5000
84.0
O ek e 1280 W
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Nonane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.410 220.49 ug/l 209216  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 64
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 59
3 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 47
4 Octane, 2,5-dimethyl- 142 C1eH22 015869-89-3 46
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 42
Abundance Scan 1737 (12.410 min): VY011246.D\data.ms (-1734) (- m/z 57.10 100.00%
57.1
5000
98.1
——
12.50
123.0
0 "w‘m“‘HMmWMH"uwMHH_WHHZ‘Q?:? m/z 71.10  45.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22076: Nonane, 4-methyl-
57.0
5000 UL
12.50
98.0 9
20.0 m/z 70.10 42.27%
L ‘\ \ h 142.0
O \\\‘\\\\‘}\\‘\“\\H\‘{\\\‘\\\”\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
——
12.50
5000 m/z 43.10 30.88%
29-0‘ 99.0
0 H\‘wk\MM\MMJ{\M\\ﬂ\\\w\\\w\\u‘\\u‘\m\‘\m\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22092: Octane, 3,5-dimethyl- ——
57.0 12.50
m/z 98.10  29.59%
5000
29.0
85.0 1130
o"w‘t“m“uHMJ‘;w:‘Huh‘HM_“1‘4‘2‘-9“””_”‘_‘” Al
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

82Y110122S.M Wed Nov 02 15:17:07 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 Decane, 5-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.355 112.53 ug/1 1239200 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 87
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 53
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 50
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 47
5 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 43
Abundance Scan 1892 (13.355 min): VY011246.D\data.ms (-1889) (- m/z 57.10 100.00%
57.1
5000
85.1
— —
Sl ‘ 112.1 154.2 13.00 1350
o‘wm‘\‘m_““H_H“‘_““‘1‘3‘2‘?”“‘_”‘ m/z 43.10  63.49%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33084: Decane, 5-methyl-
57.0
5000 — S
13.00 13.50
29.0 85.0 m/z 85.10  33.16%
O \1\]-\2\()‘\\\\‘\\]_\5\6‘()\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #14525: Heptane, 4-ethyl-
43.0
— —
13.00 13.50
m/z 41.10  28.46%
5000 85.0
o150 L lero | | om0
m/z--> 200 40 60 80 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl- — ——
57.0 13.00 13.50
m/z 98.10 20.67%
5000
98.0
29 0
0 A \ \ \\\79‘0 | \ 14\20 I
— “H L B e P —
m/z--> 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY@11246.D

Acqg On : 02 Nov 2022 01:54

Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 8 Naphthalene, decahydro- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.745 201.63 ug/l 2220470  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 96
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 94
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 93
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 81
5 Cyclohexane, 1-methyl-3-(1-methy... 138 C1@H18 024399-15-3 68

Abundance Scan 1956 (13.745 min): VY011246.D\data.ms (-1950) (- m/z 67.10 100.00%
67.1 138.1
96.1
41.1
5000
T
19.1 : :
0 ‘HﬁLm‘HMm‘im“l‘??'?w m/z 138.05 95.78%
miz--> 20 40 60 80 100 120 140 160
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0
41.0
13.50 14.00
m/z 55.10  81.12%
O‘\M\\‘“\\\H\‘\\\}\\\\“\\“\\‘\\\\“\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #19465: Naphthalene, decahydro-, trans-
67.0 138.0
96.0 T ‘ T T ‘ T
41.0 13.50 14.00
5000 m/z 81.10 78.98%
bl bl diso L
m/z--> 20 40 60 80 100 120 140 160
Abundance #19395: Spiro[4.5]decane T —
67.0 96.0 13.50 14.00
138.0 m/z 68.05 76.78%
- | J\/\/\/
ol Hw‘_“wum‘_m_m Y —=
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00

82Y110122S.M Wed Nov 02 15:17:09 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl4.257 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.257 363.80 ug/l 4006340 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 46
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 45
3 Dihydromyrcenol, pentafluoroprop... 302 C13H19F502 1000463-72-1 43
4 (Z)-(Z)-Hex-3-en-1-yl 2-methylbu... 182 C11H1802 084060-80-0 43
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43

Abundance Scan 2040 (14.257 min): VY011246.D\data.ms (-2032) (| | m/z 83.10 100.00%

83.1
152.1
so00; 411
}119.1
‘H\H‘ Ll 4L 1822 |

— —
14.00 14.50

ok ‘ 2808, 82.10  82.02%

¥
pl ‘ ; ;
miz--> 50 100 150 200 250
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
Jh |

5000 — —
14.00 14.50

m/z 55.10  80.69%
L

0 \“\ ‘H‘ ‘\“‘&]JP.Q\ L L s O B B B B B B
miz-> 50 100 150 200 250
Abundance #31433: Cyclohexane, pentyl-
83.0

— —
14.00 14.50

5000 m/z 81.10 64.17%
41.0
‘ 154.0
oL— H‘ U‘ ‘\M‘ ‘\H ‘\‘ . \‘1]‘-4"0‘ . “ . P P
m/z--> 50 100 150 200 250
Abundance #201374: Dihydromyrcenol, pentafluoropropionate T T
55.0 14.00 14.50

m/z 152.05 60.42%

1‘5-‘0\“‘ N\ i‘h“‘ “\ A ‘1 “ 147.0 20\5'0
50

o

i \ =
100 150 200 250 14.00 14.50

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Undecane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.727 178.94 ug/1 1970520 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 42
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 38
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 38
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 35

Abundance Scan 2117 (14.727 min): VY011246.D\data.ms (-2113) (- m/z 57.10 100.00%

57.1
119.1
5000

I
‘ 1 148.1 14.50 15.00
‘\ ‘\H Ll \mu AL H\ |, 184.2207.1 m/z 119.10 56.46%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl-
57.0

5000 SN, LAVAS
14.50 15.00
29.0
| -

o

m/z 71.10 46.72%

98.0
‘ ‘ | | 141.0 169.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl-
57.0

—
14.50 15.00

o

5000 m/z 43.10 38.38%
bt ol 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59066: Undecane, 2,5-dimethyl- — —
57.0 14.50 15.00

m/z 41.10  29.24%

29.0 85 o 1120

0 o |77 1410 169.0
bt b 1410 1690

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110122\
Data File : VY011246.D

Acqg On : 02 Nov 2022 01:54
Operator : KP/MD

Sample : N5337-03

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 44 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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|
unknownl12.002 12.002 330.3 ug/l 313396 3 11.489 47444 50.0
Octane, 3,6-dim... 12.117 309.5 wug/l 293680 3 11.489 47444 50.0
1H-Indene, octa... 12.197 324.4 wug/l 307804 3 11.489 47444 50.0
Heptane, 3-ethy... 12.233 263.9 ug/l 250425 3 11.489 47444 50.0
Isobutyl 2-meth... 12.380 253.3 ug/l 240316 3 11.489 47444 50.0
Nonane, 4-methyl- 12.410 220.5 wug/l 209216 3 11.489 47444 50.0
Decane, 5-methyl- 13.355 112.5 wug/l 1239200 4 13.422 550621 50.0
Naphthalene, de... 13.745 201.6 ug/l 2220470 4 13.422 550621 50.0
unknownl4.257 14.257 363.8 ug/l 4006340 4 13.422 550621 50.0
Undecane, 2,6-d... 14.727 178.9 ug/l 1970520 4 13.422 550621 50.0
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