LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007589.D

Acqg On : 22 Feb 2022 18:04
Operator : SY/MD

Sample : N1635-05

Misc : 4.40g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  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\82Y022122S.M

Title : SW846 8260

Signal : TIC: VY@07589.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.722 467 476 483 rBV3 2084 5434 1.09% 0.140%
2 7.716 958 967 973 rBV 60649 145168 29.07% 3.733%
3 7.789 973 979 991 rVB 92322 213029 42.66% 5.478%
4 8.142 1026 1037 1046 rBV 49807 117139 23.46% 3.012%
5 8.691 1119 1127 1136 rVB 134120 264115 52.89% 6.792%
6 10.179 1364 1371 1379 rVB 209513 358311 71.75% 9.214%
7 10.581 1431 1437 1442 rVB 10273 17827 3.57% 0.458%
8 11.489 1579 1586 1597 rVB 226554 359785 72.04%  9.252%
9 12.331 1718 1724 1731 rBV3 13752 21769 4.36% 0.560%
10 12.477 1742 1748 1757 rVB 195876 324441 64.97% 8.343%
11 12.648 1767 1776 1785 rVB8 1427 5113 1.02% 0.131%
12 12.806 1795 1802 1808 rVB5 6930 12384 2.48% 0.318%
13 13.117 1849 1853 1858 rVB2 6057 8254 1.65% 0.212%
14 13.422 1896 1903 1910 rBV 254219 390604 78.21% 10.044%
15 13.629 1928 1937 1940 rBV2 11730 22542  4.51% 0.580%
16 13.660 1940 1942 1947 rVV3 4227 6553 1.31% 0.169%
17 13.751 1951 1957 1961 rBv4 12538 21014 4.21% 0.540%
18 13.806 1962 1966 1973 rVB3 6867 13208 2.64% 0.340%
19 13.965 1987 1992 1997 rVB3 9117 15907 3.19% 0.409%
20 14.074 2006 2010 2014 rBV5 6325 9970 2.00% 0.256%
21 14.257 2033 2040 2045 rBV1e 7933 20269 4.06% 0.521%
22 14.330 2050 2052 2055 rvv2 5626 6964 1.39% 0.179%
23 14.373 2055 2059 2064 rVVe6 5588 9604  1.92% 0.247%
24 14.422 2064 2067 2071 rVV5 5397 7235 1.45% 0.186%
25 14.568 2086 2091 2094 rBV3 6722 12396 2.48% 0.319%
26 14.611 2094 2098 2103 rVB2 15657 22731 4.55% 0.585%
27 14.678 2103 2109 2114 rBV5 18053 41516 8.31% 1.068%
28 14.733 2114 2118 2125 rVB7 12275 27714 5.55% 0.713%
29 14.830 2128 2134 2140 rBV8 13724 23253 4.66% 0.598%
30 14.934 2144 2151 2155 rBVS8 6481 12416 2.49% 0.319%
31 15.050 2165 2170 2176 rVB9 9254 17341 3.47% 0.446%
32 15.147 2182 2186 2192 rVBS8 3815 7268 1.46% 0.187%
33 15.233 2192 2200 2206 rBV 110152 188037 37.65% 4.835%
34 15.294 2206 2210 2212 rBV5 4427 6902 1.38% 0.177%
35 15.336 2212 2217 2224 rVB5 6971 17125 3.43% 0.440%
36 15.434 2229 2233 2238 rVB6 12176 19073 3.82% 0.490%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\

Data File : VY@07589.D

Acqg On : 22 Feb 2022 18:04
Operator : SY/MD

Sample : N1635-05

Misc : 4.40g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.M

Title : SW846 8260

37 15.525 2242 2248 2255 rBV5 6634
38 15.592 2255 2259 2261 rBV5 3681
39 15.684 2270 2274 2275 rBV4 4826
40 15.720 2276 2280 2289 rVB9 11141

41 15.824 2289 2297 2300 rBV1e 3324
42 15.885 2302 2307 2312 rVB8 4627
43 16.031 2323 2331 2336 rBVl1e 9558
44 16.226 2355 2363 2366 rBv3 17593
45 16.287 2366 2373 2382 rVB 252483

46 16.482 2398 2405 2414 rBV 236781

14704 2.94% ©0.378%
5311 1.06% ©0.137%
5597 1.12% 0.144%

23847 4.78% 0.613%

6813 1.36% 0.175%
7809 1.56% 0.201%
21140 4.23% 0.544%

36037 7.22% ©.927%
499398 100.00% 12.842%

495788 99.28% 12.749%

Sum of corrected areas: 3888855
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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\VY022222\

: VY007589.D

: 22 Feb 2022 18:04

: SY/MD

: N1635-05

: 4.40g/5.0mL/MSVOA_Y/SOIL
021

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: VY007589.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007589.D

Acqg On : 22 Feb 2022 18:04
Operator : SY/MD

Sample : N1635-05

Misc : 4.40g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 (E)-1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.678 5.31 ug/1 41516 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 92
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 64
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 64
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64

Abundance Scan 2109 (14.678 min): VY007589.D\data.ms (-2103) (- m/z 117.10 100.00%

117.1
5000
1.0 e WLl
85.0 H‘ 1502 14.50 15.00
0 AL TS 200 s 110,00 46.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
5000 J\ T T T T /\\\/\‘/\1\/\
91.0 14.50 15.00
51.0 m/z 132.05 37.68%
28.0 ‘ ‘
0 \\\‘\‘11\“\\M”\“‘MHH}H‘\\1\‘wH\"\‘M\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 /\ /\%
T\ MNA
14.50 15.00
5000 m/z 115.00  35.32%
91.0
ZIO\S%OH \ ‘ I
O+t e e e
miz--> 20 40 60 80 100 120 140 160 180 200 M j\A M /)\
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- A $ ‘ ]
117.0 14.50 15.00
m/z 91.00 28.74%
5000
91.0
39.0 650 ‘ ‘ |
oHwum“‘u‘ml‘u“H‘waw‘uU,uw_m_m_m_m — e
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\VY022222\
Data File : VY007589.D

Acqg On : 22 Feb 2022 18:04
Operator : SY/MD

Sample : N1635-05

Misc : 4.40g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.233  24.07 ug/1 188037 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Azulene 128 C10H8 000275-51-4 91
3 1,3-Dicyanobenzene 128 C8H4AN2 000626-17-5 58
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 47
5 4-Fluorobenzene-1,2-diol 128 C6H5F02 000367-32-8 45
Abundance Scan 2200 (15.233 min): VY007589.D\data.ms (-2192) (- m/z 128.05 100.00%
128.1
5000
102.1 EI_S‘Od 5.5‘56
51.0 74.1 : : .
o‘Hw‘Hu"whwwh‘Juu_mqmwJ“H‘“‘1‘6‘2"‘1‘“”‘?‘9‘7:1‘ m/z 127.10  13.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 Ao =
15.00 15.50
m/z 102.10 11.25%
0 SJT'O \\75\'0 1020 \‘
\\\\‘\\\\‘\\‘\\‘\\\w“\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene
128.0
/\\ ‘ T T ‘ T
15.00 15.50
5000 m/z 129.05 10.38%
51.0 102.0
280 | 750 | |
O et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #14509: 1,3-Dicyanobenzene « PRl ‘ fvﬁ”f
128.0 15.00 15.50
m/z 126.10 7.08%
5000
01.0
27.0 50.0 75,0
) S PR Y A W F— UL S
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\VY022222\
Data File : VY007589.D

Acqg On : 22 Feb 2022 18:04
Operator : SY/MD

Sample : N1635-05

Misc : 4.40g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.287 63.93 ug/l 499398 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 2373 (16.287 min): VY007589.D\data.ms (-2366) (- m/z 142.05 100.00%
142.1
5000
— —
630 1131 ) 16.00 16.50
Ol prrertesttbtiy ol o 2970 2810y 141,05 89.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 e L
16.00 16.50
m/z 115.10  42.28%
O2’\\.H“\\“\?‘3“!:3”\‘\‘\‘\\‘\\\‘\.‘c\)\\\‘i‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
—— ]
16.00 16.50
5000 m/z 143.05 11.63%
TN I
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- = e
141.0 16.00 16.50
m/z 139.00 10.46%
5000
ANV AN L
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_Y\Data\VY022222\
Data File : VY007589.D

Acqg On : 22 Feb 2022 18:04
Operator : SY/MD

Sample : N1635-05

Misc : 4.40g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.482 63.46 ug/l 495788 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 2405 (16.482 min): VY007589.D\data.ms (-2398) (- m/z 142.00 100.00%
14p.0
5000
L B m e e
63.0 113.1 ) 16.20 16.40 16.60
Ot el “1 47432070 28L1 .7 141,05  96.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000
16.20 16.40 16.60
m/z 115.10 44.79%
O2’\\.\\“\\“\?‘3“\:3”\‘\‘\‘H‘\H‘\.‘(\)H\iHH‘H\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
B Batmae
16.20 16.40 16.60
5000 m/z 139.05 13.20%

270 63.0 113.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- L
141.0 16.20 16.40 16.60

m/z 143.05 10.30%

o

5000

27.0 ’ 113.0
LA N PN | SN NS Y N

m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007589.D

Acqg On : 22 Feb 2022 18:04
Operator : SY/MD

Sample : N1635-05

Misc : 4.40g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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|
(E)-1-Phenyl-1-... 14.678 5.3 ug/l 41516 4 13.422 390604 50.0
Azulene 15.233 24.1 ug/l 188037 4 13.422 390604 50.0
Naphthalene, 1-... 16.287 63.9 wug/l 499398 4 13.422 390604 50.0
1,4-Methanonaph... 16.482 63.5 ug/l 495788 4 13.422 390604 50.0
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