LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110923\
Data File : VY016289.D

Acqg On : 09 Nov 2023 18:08
Operator : SY/MD

Sample : 05312-01

Misc : 4.68g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y110823S.M

Title : SW846 8260

Signal : TIC: VY@16289.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.722 959 968 973 rBV2 65374 151803 1.24% 0.895%
2 7.795 973 980 992 rVB 119164 273775 2.24% 1.613%
3 8.155 1026 1039 1051 rBV2 102702 276798 2.27% 1.631%
4 8.691 1119 1127 1138 rBV 191114 377117 3.09%  2.222%
5 10.185 1364 1372 1378 rBV 305048 519020 4.25% 3.059%

6 11.496 1578 1587 1598 rBV 289477 468956  3.84% 2
7 12.483 1742 1749 1757 rBV 227919 369522 3.03% 2
8 13.428 1898 1904 1914 rBV 298498 469587 3.85% 2.767%
9 13.812 1960 1967 1976 rBV 237995 356413 2.92% 2
0 15.239 2192 2201 2210 rBV 7569186 12206481 100.00% 71.

11 15.336 2211 2217 2225 rVB 114252 198151 1.62% 1.168%
12 16.300 2367 2375 2384 rVB 407522 780826 6.40% 4.601%
13 16.495 2399 2407 2418 rVB 261957 520499 4.26% 3.067%

Sum of corrected areas: 16968948
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110923\
Data File : VY016289.D

Acqg On : 09 Nov 2023 18:08
Operator : SY/MD

Sample : 05312-01

Misc : 4.68g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110823S.M
Quant Title : SW846 8260

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

Abundance TIC: VY016289.D\data.ms
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Abundance TIC: VY016289.D\data.ms

7000000

6000000

5000000

4000000

3000000

2000000

1000000

10.185 11.496
N A

0 77085 8ss 6691
Time--> 7.00 7.50 8.00 8.50 9.00 9.50

—
10.00

—— — =N
10.50 11.00 11.50

Abundance TIC: VY016289.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110923\
Data File : VY016289.D

Acqg On : 09 Nov 2023 18:08
Operator : SY/MD

Sample : 05312-01

Misc : 4.68g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110823S.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 Indene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.812  37.95 ug/1 356413 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 1967 (13.812 min): VY016289.D\data.ms (-1960) (- m/z 115.00 100.00%
115.0
5000 jk
A
63.0 89.0 13.50 14.00
391 760 | l
O et e et et e m/z 116.10  97.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9541: Indene
116.0
5000 o ——
13.50 14.00
m/z 89.00 12.49%
39.0 63.0 89.0
O\\‘HH‘\H.\‘\H\“.HHi‘\\\w‘}‘\‘\\‘\\\.\‘\\\‘\"\H\‘HH‘\‘}‘\’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9550: 3-Methylphenylacetylene
115.0 /\
S A
13.50 14.00
5000 m/z 63.00 11.23%
63.0 89.0
Obrrr 260 20 L T80 1020 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9544: Benzene, 1-propynyl- /\/\‘ /k‘ =
115.0 13.50 14.00
m/z 117.10 9.29%
5000
63.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110923\
Data File : VY016289.D

Acqg On : 09 Nov 2023 18:08
Operator : SY/MD

Sample : 05312-01

Misc : 4.68g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110823S.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 1
R.T. EstConc Area Relative to ISTD R.T.
15.239 1299.70 ug/1 12206500 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 50
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 2201 (15.239 min): VY016289.D\data.ms (-2192) (- | m/z 128.05 100.00%
128.1
5000
02.0 1500 1550
51.0 740 102 . .
0 ‘HH_uhwHMmHMHH_‘HH,‘“1‘92‘-‘2‘“””2‘97-‘1‘ m/z 127.16  13.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 —r ——
15.00 15.50
m/z 129.05 11.80%
O ‘\\\\‘\5\‘1‘-\-\0“1\7\?}‘“?\\\]-\()‘“2\.\0\\‘\‘H\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene
128.0
— —
15.00 15.50
5000 m/z 102.00 9.23%
102.0
o280 S0 770 T |
A B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13687: 4-Phenylbut-3-ene-1-yne T T
128.0 15.00 15.50
m/z 126.10 7.90%
5000
510 102.0
‘ 77.0 ‘
o_H“W!w‘hHM‘mH“mw“u,mwuWm_m e e
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\VY110923\
Data File : VY016289.D

Acqg On : 09 Nov 2023 18:08
Operator : SY/MD

Sample : 05312-01

Misc : 4.68g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110823S.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 Benzo[c]thiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.336  21.10 ug/l 198151 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 5H-Pyrrolo(3,2-d)pyrimidin-4-amine 134 C6H6N4 002227-98-7 45
5 3-Deazaadenine 134 C6H6N4 006811-77-4 45
Abundance Scan 2217 (15.336 min): VY016289.D\data.ms (-2211) (-, | m/z 134.00 100.00%
134.0
5000
15‘06 5.5‘56
63.0 : :
39.
o‘HWHu‘mwwuwm“”_1“_w‘l_MW_WZ‘Q‘?:? m/z 89.00 11.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo[c]thiophene
134.0
5000 — /\ —
15.00 15.50
890 m/z 135.00 10.19%
63.0 ‘
O\\\\‘\\\\‘\\\\“‘\‘\‘\\‘\\‘\\‘\\\\‘\\\‘M‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17521: Benzo[b]thiophene
134.0
— ——
15.00 15.50
5000 m/z 90.10 7.78%
89.0
EETICC N O IR A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17522: Cyclopental[c]thiapyran “ T
134.0 15.00 15.50
m/z 63.00 6.47%
5000
63.0 89‘0
) Y O | —— — —
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\VY110923\
Data File : VY016289.D

Acqg On : 09 Nov 2023 18:08
Operator : SY/MD

Sample : 05312-01

Misc : 4.68g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110823S.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.
16.300 83.14 ug/l 780826 1,4-Dichlorobenzene-d4 13.428
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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2375 (16.300 min): VY016289 D\data.ms (-2367) (- m/z 142.05 100.00%
142.1
5000
115.0
1600 1650
39.0 630 89.1
O P e e 2971 hy7 141005 85.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0 fk
5000
115.0 1600 1650
m/z 115.0 3.93%
ol 500 ™9 920 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
1600 1650
m/z 139.05 1.14%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 1600 1650
m/z 143.05 10.88%
5000 115.0
39.0 630 ggp ‘
o‘HH‘mup‘wmum_m_mwmwuWm_m
m/z--> 20 40 60 80 100 120 140 160 180 200 1600 1650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110923\
Data File : VY016289.D

Acqg On : 09 Nov 2023 18:08
Operator : SY/MD

Sample : 05312-01

Misc : 4.68g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110823S.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 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.495 55.42 ug/1 520499 1,4-Dichlorobenzene-d4 13.428
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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 91
Abundance Scan 2407 (16.495 min): VY016289.D\data.ms (-2399) (- m/z 142.05 100.00%
142.1
5000
115.0
63.0 16.20 16.40 16.60
39.0 89.0
b2 i S M 207 141 05 96.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
115.0 16.20 16.40 16.60
m/z 114.95 34.75%
O ‘\\\3\9“.(\)\”\\‘6‘:%\:?‘\”\‘8\‘?.\()\‘\\\‘}‘\\\\‘i‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
16.20 16.40 16.60
m/z 143.05 11.95%
5000 115.0
300 930 890 |
1 1L | N Tt L il 1
I A A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- N AmmEE
141.0 16.20 16.40 16.60
m/z 139.05 11.75%
5000 115.0
39.0 63‘-0 89.0 ‘ /\
) SR i RO WS IR g U V1 G—
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110923\
Data File : VY016289.D

Acqg On : 09 Nov 2023 18:08
Operator : SY/MD

Sample : 05312-01

Misc : 4.68g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110823S.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|
Indene 13.812 38.0 ug/l 356413 4 13.428 469587 50.0
Azulene 15.239 1299.7 wug/l 12206500 4 13.428 469587 50.0
Benzo[c]thiophene  15.336 21.1 wug/l 198151 4 13.428 469587 50.0
1,4-Methanonaph... 16.300 83.1 wug/l 780826 4 13.428 469587 50.0
Benzocyclohepta... 16.495 55.4 ug/l 520499 4 13.428 469587 50.0
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