LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y091923S.M

Title : SW846 8260

Signal : TIC: VY@15836.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.186 379 388 398 rBV 23293 62118 1.40% 0.298%
2 4.704 463 473 492 rBV 23986 80209 1.81% 0.385%
3 7.716 955 967 972 rBV 200989 478204 10.81% 2.293%
4 7.783 972 978 989 rvB 372731 845061 19.10% 4.052%
5 8.136 1026 1036 1050 rBV2 246184 596382 13.48% 2.860%
6 8.685 1115 1126 1141 rBV 578707 1131834 25.58% 5.427%
7 10.179 1363 1371 1378 rBV 886263 1541222 34.84% 7.390%
8 11.490 1578 1586 1596 rBV 817129 1329704 30.06% 6.376%
9 11.593 1596 1603 1611 rVvV 39882 80863 1.83% 0.388%
10 11.697 1612 1620 1638 rVB3 42438 140501 3.18% 0.674%
11 12.026 1662 1674 1681 rBV3 58203 135877 3.07% 0.652%
12 12.233 1705 1708 1714 rVV3 34746 57681 1.30% 0.277%
13 12.331 1716 1724 1729 rVWV5 46379 112396 2.54% 0.539%
14 12.386 1729 1733 1743 rVWW2 77365 182718 4.13% 0.876%
15 12.477 1743 1748 1759 rVB 650762 1049624 23.72% 5.033%
16 12.642 1770 1775 1783 rVB3 33228 56915 1.29% 0.273%
17 12.733 1783 1790 1793 rBV 46598 86600 1.96% 0.415%
18 12.806 1797 1802 1808 rVB4 77593 141564 3.20% 0.679%
19 12.910 1815 1819 1822 rBV4 23035 51674 1.17% 0.248%
20 12.965 1826 1828 1835 rVB 57822 90876 2.05% 0.436%
21 13.038 1836 1840 1848 rBV6 32553 85355 1.93% 0.409%
22 13.117 1848 1853 1858 rVV 110088 169430 3.83% 0.812%
23 13.312 1878 1885 1889 rBV2 28271 54952 1.24% 0.264%
24 13.361 1889 1893 1897 rVV2 28140 48523 1.10% ©0.233%
25 13.422 1897 1903 1913 rVB2 772759 1295032 29.27% 6.210%
26 13.623 1931 1936 1941 rBV 297796 453201 10.24% 2.173%
27 13.751 1951 1957 1961 rBV2 48336 77176  1.74% 0©.370%
28 13.806 1961 1966 1974 rVB2 82233 149414  3.38% 0.716%
29 13.971 1988 1993 1997 rBV3 58571 90075 2.04% 0.432%
30 14.074 2005 2010 2014 rBV2 47223 77711 1.76% 0.373%
31 14.209 2027 2032 2036 rBvV2 28281 46316 1.05% ©0.222%
32 14.330 2048 2052 2056 rvVv 81682 126645 2.86% 0.607%
33 14.562 2085 2090 2094 rBV 46353 70325 1.59% 0.337%
34 14.678 2102 2109 2115 rBV3 159534 350763 7.93% 1.682%
35 14.745 2115 2120 2128 rVB2 95129 165293 3.74% 0.793%

36 14.830 2128 2134 2143 rBV 142462 249255 5.63% 1.195%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y091923S.M
Title : SW846 8260

37 14.940 2146 2152 2165 rVV7 40453 120892 .73%  ©.580%
38 15.050 2165 2170 2176 rVB2 29252 54091 1.22% 0.259%
39 15.233 2190 2200 2211 rVB 2688358 4424175 100.00% 21.215%

N

40 15.330 2211 2216 2222 rBV2 58418 101599 2.30% 0.487%
41 15.519 2242 2247 2252 rBV3 23776 45914 1.04%  ©0.220%
42 15.830 2291 2298 2302 rBV3 43872 105391 2.38% 0.505%
43 16.098 2337 2342 2355 rW7 20235 70279 1.59% 0.337%
44 16.220 2355 2362 2366 rVV 69266 147088 3.32% ©.705%
45 16.287 2366 2373 2387 rVV 733946 1462117 33.05% 7.011%

46 16.483 2397 2405 2416 rVB 1232152 2561412 57.90% 12.282%

Sum of corrected areas: 20854447
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.M
Quant Title : SW846 8260

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

Abundance TIC: VY015836.D\data.ms

2500000

2000000

1500000

1000000

500000

4.186 4.704

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: VY015836.D\data.ms

2500000
2000000
1500000

1000000 10.179 11.480
8.685
500000 7.783

77 8.136
/\ 159597
O ‘ DA . S—

— — 1 ™ T —T — — — — ‘ ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY015836.D\data.ms

15.233
2500000

2000000

1500000

16.483

1000000

13.422
12.477 16.287

500000 13.623

1 30
120202149900 o RN Taasht (139880 senne 0 398 haso 1599 510 15090 1608
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 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\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Cyclohexene, 4-methyl-1-(1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.386 6.87 ug/1l 182718 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 72
2 Cyclohexene,1-(2-methylpropyl)- 138 C10H18 003983-03-7 72
3 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001879-07-8 72
4 (2z2,4E)-3,7-Dimethyl-2,4-octadiene 138 C10H18 1000374-08-4 60
5 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 60

Abundance Scan 1733 (12.386 min): VY015836.D\data.ms (-1729) (- m/z 81.10 100.00%
81.1

-

5000
41.0 138.0 2 RV
Ob e bbbl I, (8031 2288 ], 3961 s 9510 88.74%
miz--> 20 40 60 80 100 120 140 160
Abundance  #19525: Cyclohexene, 4-methyl-1-(1-methylethyl)-
95.0
5000 — SE
138.0 12.00 12.50
410 670 m/z 67.10  55.80%
0+ T ‘\‘ T T ‘f“‘i‘ T \“‘“‘\ \“H “\ T JAJ T -:L:\lh]\-\o‘ T “ T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #19463: Cyclohexene,1-(2-methylpropyl)-
81.0
= 1
41.0 12.00 12.50
5000 ITI/Z 79.00 30.99%

138.0

25 0 1150
0’ LT@M_H“M“_HWH

=

miz--> 20 40 60 80 100 120 140 160 A
Abundance #19550: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, cis o T
95.0 12.00 12.50

m/z 41.00 26.66%
68.0
5000 41.0
138.0

AR W N P 0
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36

Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.623 17.50 ug/1l 453201 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 59
4 Benzene, 1-(chloromethyl)-4-ethe... 152 C9H9C1l 001592-20-7 59
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 55
Abundance Scan 1936 (13.623 min): VY015836.D\data.ms (-1931) (- m/z 117.10 100.00%
117.1
5000 /t
91.1 PR ‘ ‘
39.0 63.0 13.50 14.00
156.2
o"‘_HJ_nhMJHw_J‘H‘uH‘_‘H_Hewwuz‘QT:Q m/z 118.05 54.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000
1350 1400
m/z 115.00  33.56%
390 630 %0
0\1\5\(‘)\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl-
117.0
1350 1400
5000 m/z 91.10 15.68%
91.0
027°5°Lm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 1350 1400
m/z 63.00 8.05%
5000 91.0
39"0 65.0 L
B A Y
m/z--> 20 40 60 80 100 120 140 160 180 200 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 3-Methylphenylacetylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.806 5.77 ug/1 149414  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylphenylacetylene 116 CSH8 000766-82-5 94
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 90
3 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 86
5 Benzene, (2,2-dibromocyclopropyl)- 274 C9H8Br2 003234-51-3 78
Abundance Scan 1966 (13.806 min): VY015836.D\data.ms (-1961) (- m/z 115.00 100.00%
115.0
5000
30, 63.0 89.0 ‘ 13}50‘ ‘1.4}00‘
0bor oo A 3820 207016 00 90.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene
115.0
5000 /Lj\ —
13.50 14.00
m/z 104.95 13.56%
63.0 89.0
O\1\5\.9\\\\‘.\\H\\““‘\‘\\”\‘\H\\\‘\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9544: Benzene, 1-propynyl-
115.0
13.50 14.00
5000 m/z 62.95 13.15%
390 630 89.0
o Y L —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9552: Benzene, 1-ethynyl-4-methyl- s T
115.0 13.50 14.00
m/z 89.00 11.75%
5000
63.0 89.0 /\
A R MR FRN— SVANWAVN S,
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\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36

Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.678 13.54 ug/1 350763 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 70
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 70
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 64
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64

Abundance Scan 2109 (14.678 min): VY015836.D\data.ms (-2102) (- m/z 117.05 100.00%
117.1
5000 ?
91.0
. 148.1 14.50 15.00
b rrh el BB Rt 0L 1781 7 119.e5  45.41%
m/z--> 20 60 80 100 120 140 160 180
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ASARY A
91.0 14.50 15.00
51.0 m/z 132.05 34.81%
O‘\\\\i‘\\dﬂ\“‘1‘\7\3”@‘\‘\‘}\“‘}‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16106: 3-Phenylbut-1-ene
e MJ\ A
e AT
14.50 15.00
5000 m/z 115.10 29.15%
91.0
T
0 ‘\‘\H“\\“1‘\“1‘”1““”‘1\“‘1‘” T B e
m/z--> 20 60 80 100 120 140 160 180
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- s s
117.0 14.50 15.00
m/z 134.05 19.41%
5000
91.0
39.0 65.0 ‘ ‘
NP Y PR RN Y M, N
m/z--> 20 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Benzene, (1-methyl-2-cyclop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.745 6.38 ug/1 165293  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
2 2-Methylindene 130 C10H10 002177-47-1 95
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 95
4 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 95
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 92
Abundance Scan 2120 (14.745 min): VY015836.D\data.ms (-2115) (- m/z 130.05 100.00%
130.1
5000 J
- —= e
77.0 102.0 14.50 15.00
e TN 182 1912 s ae 67,58

o

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0

5000 = —
14.50 15.00
m/z 129.05 84.96%
27.0 ‘ | 77.0 102.0
O‘\\\\“\\‘\\“\‘\\H}‘\\‘\\“\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
NN,V
14.50 15.00
5000 ITI/Z 128.00 46.10%
28.0 5‘ 77.0 102.0
0 _1‘ﬂ‘ﬂupwuw‘HM‘$“M‘mu“u‘,u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl- T —
130.0 14.50 15.00
m/z 127.05 18.37%
5000
270 ‘ ‘770 102.0
o_m\_mwwlmu_‘m_m_H_W,W_WH U
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_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Tetracyclo[5.3.0.0<2,6>.0<3... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.830 9.62 ug/l 249255 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1leH10 034324-40-8 96
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 95
4 2-Methylindene 130 C1leH1e 002177-47-1 95
5 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 94
Abundance Scan 2134 (14.830 min): VY015836.D\data.ms (-2128) (- m/z 130.05 100.00%
130.1
104.0
30. 0 ‘ 1551 14. 50 15 00
0 MW_W‘”‘H il el 2P 18402070y 195 00 97.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15064: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca-4,8-diene
129.0
5000
14. 50 15 00
510 m/z 129.05 80.38%
77.0 102.0
O \\\‘2\7\(\)\“\\\\“m\\wh‘\\“\\‘H\\\l‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
.V
14.50 15. 00
5000 m/z 128.05 39.20%
51. 77.0
27.0 ‘ H 102.0
O b el el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15027: Benzene, 1-butynyl- —
115.0 14.50 15 00
m/z 104.00 20.42%
5000
63.0 ggo f/\/\
e Bl Y i I Y I b WYY\ U GO
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_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.233 170.81 ug/1 4424180 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 78
4 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 50
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 47
Abundance Scan 2200 (15.233 min): VY015836.D\data.ms (-2190) (- m/z 128.00 100.00%
128.0
5000 A
51.0 15 00 15 50
87.0
Oberrrrmrrid 8200l 4702 2081 07, 12.93%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13686: Naphthalene
128.0
5000 T
15.00 15.50
m/z 129.05 11.05%
51.0
OHH‘\H\‘\\H‘wHHMHH“HH‘\‘H‘HH’HH‘\H\‘HH‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13681: Azulene
128.0
Vi ——
15.00 15.50
5000 m/z 102.0 8.52%
51.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 —
128.0 1500 1550
m/z 126.10 7.39%
5000
0 51.0 910 | 1570 206.0 246.0275.C
T e e e e e e —— —
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.220 5.68 ug/1 147088 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 93
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 87
3 Benzo[b]thiophene, 5-methyl- 148 CO9H8S 014315-14-1 87
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 87
5 3-Methylbenzothiophene 148 CSH8S 001455-18-1 87
Abundance Scan 2362 (16.220 min): VY015836.D\data.ms (-2355) (- m/z 147.05 100.00%
147.1
1211 1600 1650
450 740 : :
Obi b b P2l 3699 2091 o 148 00 84.46%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 . N LN
16.00 16.50
450 m/z 149.00 12.10%
74.0 121.0
0\\\“\‘\H\\‘\\‘\“\“\\‘9\\9‘\\\‘\“\\\\‘\“\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
e\ oot L
16.00 16.50
5000 m/z 121.10 10.07%
450 74.0 115.0
Y TR -2 Y R R —
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #26961: Benzo[b]thiophene, 5-methyl- g e
147.0 16.00 16.50
m/z 145.00 8.14%
5000
45.0 69.0
| Ll Ly 890 11?0
O bbbl bl —
m/z--> 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.287 56.45 ug/l 1462120 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 1H-Indole-6-carbonitrile 142 C9H6N2 015861-36-6 46

Abundance Scan 2373 (16.287 min): VY015836.D\data.ms (-2366) (- m/z 142.05 100.00%

142.1
5000

63.0 1130 “ 079 o81( 1600 1650
0r‘”w‘”N“WMWMWH‘WHHi”HM‘HM‘HMH7MHW‘HW‘HW* m/z 141.85 87.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl- j\
142.0
5000

1600 1650
m/z 115.00 33.86%

390 710, 11l0 I
’\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0

o

1600 1650
5000 ITI/Z 143.00 %
02,7-063°11l°
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #22141: Benzocycloheptatriene
141.0 16.00 1650
m/z 139.00 .31%
5000
63.0
o d 230 ]
0,HH‘HHNLWWMWHHM‘HMHW‘HWHHM‘HMHW‘HWHHM‘
m/z--> 20 40 60 80 100120140160180200220240260280 1600 1650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.483 98.89 ug/l 2561410 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2405 (16.483 min): VY015836.D\data.ms (-2397) (- m/z 142.00 100.00%
142.0
5000
115.0
63.0 890 16.20 16.40 16.60
ol BT0u it b b Ml 179.22080 2600y 41 05 88.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 LML L L BB B A |
115.0 16.20 16.40 16.60

m/z 114.95 35.59%

63.0
%\7\.9“\\H\\““\‘\“\“\i‘\%'\o\‘\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22142: Naphthalene, 1-methyl-
142.0

16.20 16.40 16.60

o

m/z 143.00 11.39%
5000 115.0
63.0
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22140: Benzocycloheptatriene
141.0 16.20 16.40 16.60
m/z 139.00 11.31%
5000
115.0
27.0 63"0 89.0
0 ‘m\w“\\”\\“\‘w“\‘v‘w\‘u\‘m‘l‘u‘u‘{‘;m‘uu‘\m‘\m‘\m‘\m‘u L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100423\
Data File : VY@15836.D

Acqg On : 04 Oct 2023 18:36
Operator : SY/MD

Sample : 04704-06

Misc : 4.56g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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|
Cyclohexene, 4-... 12.386 6.9 ug/l 182718 3 11.490 1329700 50.0
Indane 13.623 17.5 ug/l 453201 4 13.422 1295030 50.0
3-Methylphenyla... 13.806 5.8 wug/l 149414 4 13.422 1295030 50.0
Benzene, 2-ethe... 14.678 13.5 ug/l 350763 4 13.422 1295030 50.0
Benzene, (1-met... 14.745 6.4 ug/l 165293 4 13.422 1295030 50.0
Tetracyclo[5.3.... 14.830 9.6 ug/l 249255 4 13.422 1295030 50.0
Azulene 15.233 170.8 ug/l 4424180 4 13.422 1295030 50.0
Benzo[b]thiophe... 16.220 5.7 ug/l 147088 4 13.422 1295030 50.0
Benzocyclohepta... 16.287 56.5 ug/l 1462120 4 13.422 1295030 50.0

9 4 0

1,4-Methanonaph... 16.483 98. ug/l 2561410 13.422 1295030 50.
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