LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70683.D

Acqg On : 12 Oct 2021 17:01
Operator : VA/SY

Sample : M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 14 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 D\Method\82D100521S.M

Title : SW846 8260

Signal : TIC: VDO70683.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.956 504 516 534 rVB3 54124 176960 7.82% 1.197%
2 7.908 1009 1018 1024 rBV 307608 732143 32.35% 4.954%
3 7.973 1024 1029 1040 rVB 489242 1090481 48.18% 7.379%
4 8.326 1080 1089 1098 rBV 250432 571109 25.23% 3.864%
5 8.861 1170 1180 1195 rBV 779781 1583201 69.95% 10.713%
6 10.332 1423 1430 1445 rBV 1237944 2263378 100.00% 15.315%
7 11.638 1644 1652 1661 rBV 1106083 1914172 84.57% 12.952%
8 12.149 1730 1739 1741 rBV9 13796 34038 1.50% 0.230%
9 12.620 1811 1819 1827 rBV 802009 1387041 61.28% 9.385%
10 12.949 1869 1875 1881 rBV1e 25234 51174 2.26% 0.346%
11 13.385 1946 1949 1952 rBV4 16947 25182 1.11% 0.170%
12 13.561 1973 1979 1997 rVB 946574 1625288 71.81% 10.998%
13 13.885 2029 2034 2039 rBV5 68391 118767 5.25% 0.804%
14 14.096 2065 2070 2075 rVB8 30607 62303 2.75% 0.422%
15 14.208 2085 2089 2095 rBV 91621 154609 6.83% 1.046%
16 14.285 2096 2102 2107 rVB5 35159 87964 3.89% 0.595%
17 14.390 2116 2120 2125 rBV5 89813 178669 7.89% 1.209%
18 14.514 2137 2141 2142 rBV4 31710 43588 1.93% ©0.295%
19 14.555 2144 2148 2152 rVB4 82241 133013 5.88% 0.900%
20 14.743 2177 2180 2185 rVB5 35994 45347 2.00% 0.307%
21 14.808 2185 2191 2196 rBV5 96235 265496 11.73% 1.796%
22 14.867 2197 2201 2206 rVB6 84871 176456 7.80% 1.194%
23 15.079 2234 2237 2242 rVB4 87363 140225 6.20% 0.949%
24 15.349 2279 2283 2290 rVB4 80911 153443 6.78% 1.038%
25 15.426 2290 2296 2300 rBV6 139497 358489 15.84%  2.426%
26 16.402 2457 2462 2469 rBV 214369 498434 22.02% 3.373%

27 16.667 2502 2507 2523 rVB9 262319 907584 40.10% 6.141%

Sum of corrected areas: 14778554
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70683.D

Acqg On : 12 Oct 2021 17:01
Operator : VA/SY

Sample : M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

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

Abundance TIC: VD070683.D\data.ms
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Abundance TIC: VD070683.D\data.ms
1200000 10.832

11.638
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Abundance TIC: VD070683.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70683.D

Acqg On : 12 Oct 2021 17:01
Operator : VA/SY

Sample : M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 trans-Decalin, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.390 5.50 ug/1 178669 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 83
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 80
3 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 70
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10OH160 000464-48-2 64
5 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 58

Abundance Scan 2120 (14.390 min): VD070683.D\data.ms (-2116) (- m/z 81.05 100.00%
8

1.0
5000
14‘06 2I.4‘56
189.0 - -
231.7 259.¢
0! m/z 67.10 81.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 “ ——
14.00 14.50
20.0 109.0 m/z 95.10 80.33%
0' }\‘\H\“HH‘H“}\H“H‘\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
— —
14.00 14.50
5000 ITI/Z 152.20 70.79%
109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29499: Decalin, syn-1-methyl-, cis- P T
41.0 81.0 14.00 14.50
m/z 82.00 68.64%
152.0
5000
109.0
ob e bl Ly 1 ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VD@70683.D

Acqg On : 12 Oct 2021 17:01

Operator : VA/SY

Sample : M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl4.808 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.808 8.17 ug/1 265496 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 41
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 41
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 41
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 38
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 38

Abundance Scan 2191 (14.808 min): VD070683.D\data.ms (-2185) (-  m/z 119.00 100.00%

119.0
5000 55.1
‘ 14:50 15.00
48.1 : :
ob—— ““\ .|%F'hlﬁ g \‘“2‘0‘?'? — 289f m/z 97.05 44 .94%
miz--> 50 100 150 200 250
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 — e
14.50 15.00
77.0 m/z 55.10 44 .68%
39.0 ‘ ‘
O ‘\‘ i‘”\““\‘”\ ‘\h“h‘\m\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
— ——
14.50 15.00
5000 m/z 117.00 31.61%
77.0
39.0 ‘ ‘
Y T “h“M! - — —
miz--> 50 100 150 200 250
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- — —
119.0 14.50 15.00
m/z 109.00 28.01%
5000 M
77.0
20 ]
) SN | — — —
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VD@70683.D

Acqg On : 12 Oct 2021 17:01

Operator : VA/SY

Sample : M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
. SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl4.867 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.867 5.43 ug/1 176456  1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 25
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 25
3 2-Amino-6-methylbenzoic acid 151 C8HINO2 004389-50-8 18
4 trans,trans-1,7-Dimethylspiro[4.... 166 C12H22 1000111-72-6 14
5 Pyridine, 5-ethenyl-2-methyl- 119 C8HSN 000140-76-1 11

Abundance Scan 2201 (14.867 min): VD070683.D\data.ms (-2197) (-

m/z 119.00 100.00%

119.0
67.0
151.1
5000
— ——
379 | ‘ M ‘ M ‘ 5069 2810 14.50 15.00
ol— W!’ Ly - \‘ H‘\h\‘\w“‘hh‘\\u“‘ il iy ‘\u‘ R — i m/z 133.00 91.21%
mlz--> 50 100 150 200 250
Abundance #17169: Disiloxane, 1,1,3,3-tetramethyl-
119.0
5000 - R
73.0 14.50 15.00
m/z 95.10 90.14%
43.0 ‘
O T T \‘ \M‘H \‘\“\‘\ “\‘\‘ \h\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
— ——
2410 14.50 15.00
5000 m/Z 67.00 65.94%
152.0
oL ‘H‘ “\‘ ‘\‘Hh‘ \\M ‘H“ H‘ “\ . “ — —
miz--> 50 100 150 200 250
Abundance #28825: 2-Amino-6-methylbenzoic acid — T
138.0 14.50 15.00
m/z 55.05 65.26%
5000 WW
390 | ‘
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VD@70683.D

Acqg On : 12 Oct 2021 17:01

Operator : VA/SY

Sample : M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl5.426 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.426 11.03 ug/l 358489  1,4-Dichlorobenzene-d4  13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 c12H0 024145-88-8 46

2 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 38
3 Added stereo to name 164 C12H20 024145-89-9 38

4 Methyl (1s,3s,5R,7S)-3-methylada... 208 C13H2002 1010504-39-1 38
5 Silane, monochloride, methylviny... 220 C10H21Cl0Si 1000420-88-8 35

Abundance Scan 2296 (15.426 min): VD070683.D\data.ms (-2290) (-  m/z 149.05 100.00%

149.1
5000 8L.1
41.1
—
15.50
206.9 ,
ol A “ L PE0S s L, s1.16 50.51%
miz--> 50 100 150 200 250 300
Abundance #39760: Added stereo to name
149.0
5000 T
93.0 15.50
55.0 m/z 93.10 39.17%
Obr—r—rt “““\h“‘\m‘\“““““\ \“ \“\ 1 \“\ L B
miz--> 50 100 150 200 250 300
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
—
15.50
5000 ITI/Z 55.10 37.48%
410 930
o] MM\ bl by
miz--> 50 100 150 200 250 300
Abundance #39761: Added stereo to name —
149.0 15.50
m/z 104.10 35.50%
5000
93.0
55.0
AE T ¥ ¥ i I [,
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70683.D

Acqg On : 12 Oct 2021 17:01
Operator : VA/SY

Sample : M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.402 15.33 ug/l 498434  1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 81
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 59
4 4-Chloro-3-fluoroanisole 160 C7H6CLFO 000501-29-1 50
5 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 014944-23-1 46

Abundance Scan 2462 (16.402 min): VD070683.D\data.ms (-2457) (-  m/z 118.10 100.00%

118.1
160.1
5000
77.0 16.0016.2016.4016.60
39.0 , .0016.2016.4016.
oL fu Aull, ‘u \‘ I M | Mw ] “%gl 1 ‘ ‘23‘1 7‘ ‘ ?8‘1-‘- m/z 145.05 72.82%
miz--> 50 100 150 200 250
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 B L B R
160.0 16.0016.2016.4016.60
m/z 160.05 63.07%
390 7. 0‘ ‘
0 H‘W‘J%‘Nwh‘ I m‘NM““‘ e
miz--> 50 100 150 200 250
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
T R SN
160.0 16.0016.2016.4016.60
5000 m/z 117.00 42.53%
390 770 ‘
o“\\ “ ‘\\ M\‘H\H\“‘M‘MM\‘H‘ P C
miz--> 50 100 150 200 250
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)- R A REAR R
145.0 16.0016.2016.4016.60
m/z 105.10 32.97%
5000
105.0 ‘
39.0
ol Fomoy Wby
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70683.D

Acqg On : 12 Oct 2021 17:01
Operator : VA/SY

Sample : M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl6.667 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.667 27.92 ug/l 907584 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 27
2 3-Heptyne, 5-methyl- 110 C8H14 061228-09-9 27
3 Thujone 152 C10H160 000546-80-5 27
4 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 25
5 4-Ethylcyclohexene 110 C8H14 003742-42-5 22

Abundance Scan 2507 (16.667 min): VD070683.D\data.ms (-2502) (- m/z 81.10 100.00%

T WWV\/\\J\
5000 1231 1792
41.1 \\\\‘\\\\‘\\\\‘
‘ 16.40 16.60
0 Mu\n\hw\!‘u\u\ ) “““‘2‘3‘119‘ 2808 3841 m/z 123.10  49.62%
m/z--> 50 100 150 200 250 300 350
Abundance #29397: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl
81.0
41.0
5000 LA L L B |
16.40 16.60
m/z 110.10 48.77%
24.0
H H\ u‘h N S
O\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #6696: 3-Heptyne, 5-methyl-
81.0
T
16.40 16.60
5000 m/z 179.20 47.41%
41.0
(RN RN R R
miz--> 50 100 150 200 250 300 350
Abundance #29046: Thujone T
81.0 16.40 16.60
41.0 m/z 55.10 42.61%
152.0
ol s L .
m/z--> 50 100 150 200 250 300 350 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70683.D

Acqg On : 12 Oct 2021 17:01
Operator : VA/SY

Sample 1 M4127-03

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.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|
trans-Decalin, ... 14.390 5.5 ug/l 178669 4 13.561 1625290 50.0
unknown14.808 14.808 8.2 ug/l 265496 4 13.561 1625290 50.0
unknown14.867 14.867 5.4 ug/l 176456 4 13.561 1625290 50.0
unknown15.426 15.426 11.0 ug/l 358489 4 13.561 1625290 50.0
Naphthalene, 1,... 16.402 15.3 ug/l 498434 4 13.561 1625290 50.0
unknownl6.667 16.667 27.9 wug/l 907584 4 13.561 1625290 50.0
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