LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD123021\
Data File : VD@71557.D

Acqg On : 30 Dec 2021 18:59
Operator : VA/SY

Sample : M5337-09

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 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\82D122221S.M

Title : SW846 8260

Signal : TIC: VD@71557.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.679 293 299 305 rVB 4377 11060 1.57% 0.549%
2 7.185 889 895 901 rBV2 5977 14481 2.05% 0.719%
3 7.914 1011 1019 1024 rBV4 21205 50186 7.12% 2.492%
4 7.979 1024 1030 1037 rVB2 37404 84754 12.02% 4.208%
5 8.326 1081 1089 1097 rvB4 29123 76044 10.78% 3.776%

6 8.861 1174 1180 1187 rVv2 57966 118849 16.85% 5
7 9.638 1309 1312 1315 rBV5 8132 9218 1.31% ©
8 10.332 1424 1430 1439 rVV2 97516 181854 25.78%  9.029%
9 11.638 1647 1652 1658 rBV2 96526 160177 22.71% 7
10 12.626 1815 1820 1824 rVB 75893 115572 16.39% 5

11 12.720 1828 1836 1837 rBV6 69375 157852 22.38% 7.837%
12 13.567 1975 1980 1983 rBV 108175 193835 27.48% 9.624%
13 13.797 2008 2019 2032 rVB5 175979 705284 100.00% 35.017%

14 14.102 2069 2071 2073 rBV3 37603 34348 4.87% 1.705%

15 15.579 2318 2322 2327 rVB7 22490 39486 5.60% 1.960%

16 15.761 2350 2353 2354 rBV3 16193 15948 2.26% 0.792%

17 15.979 2389 2390 2395 rBVS5 6490 9196 1.30% 0.457%

18 16.538 2481 2485 2490 rVB6 18115 28195 4.00% 1.400%

19 16.720 2514 2516 2520 rVB4 7996 7793 1.10% 0.387%
Sum of corrected areas: 2014132
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD123021\

: VDO71557.D

: 30 Dec 2021 18:59

: VA/SY

: M5337-09

: 5.00G/5.00m1/MSVOA_D/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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300000
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150000
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50000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD123021\
Data File : VD@71557.D

Acqg On : 30 Dec 2021 18:59
Operator : VA/SY

Sample : M5337-09

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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-2,2,4,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.720 40.72 ug/l 157852  1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 59
2 Toxoflavin 193 C7H7N502 000084-82-2 42
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 38

4 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 35
5 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-79-1 27

Abundance Scan 1836 (12.720 min): VD071557.D\data. ms (-1828) (- m/z 193.20 100.00%
69.0 93.2
41.0 109.0
5000
137.1
158.9 12 50 13.00
m/z 91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0 123.0
41.0
5000 — e
95.0 12.50 13.00
m/z 109.00 66.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0 193.0
136.0
—— —
83.0 12.50 13.00 .
5000 m/z 41.00 63.52%
43.0 165.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene P ——
193.0 12.50 13.00
m/z 55.05 54.91%
123.0
‘ ‘ 151.0
““‘W“u“‘“H1‘w“J“J“ﬂ“““‘“q“J“H“ —r —r
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD123021\
Data File : VD@71557.D

Acqg On : 30 Dec 2021 18:59
Operator : VA/SY

Sample : M5337-09

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.797 181.93 ug/1 705284  1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 70
2 2-Anthracenamine 193 C14H11N 000613-13-8 41
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 30
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 30
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 25
Abundance Scan 2019 (13.797 min): VD071557.D\data.ms (-2008) (- | m/z 193.20 100.00%
193.2
55.0 971
5000
. —
13.50 14.00
m/z 55.00 81.96%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — T
13.50 14.00
m/z 41.00 79.85%
‘ ‘ 151.0
\\\‘\\\\‘\‘H‘\\“}\\‘!‘\‘\‘\\‘!\\\“\\‘\\‘\\\\‘\\\‘\‘\1\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
193.0
—— —
13.50 14. 00
5000 165.0 m/z 97.10 %

97.0
50.0 70.0 139.0
I B I o I R R R
m/z--> 40 60 80 100 120 140 160 180 200

Abundance #69423: Cyclohexane, 1-(cyclohexylmethyl)-3-methyl-, ci

55.0 97.0 13 50 14 00
m/z 69.00 %
5000
194.0
L e | 1230 1510
ol TR L 1230 1810 L
m/z--> 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_D\Data\VD123021\
Data File : VD@71557.D

Acqg On : 30 Dec 2021 18:59
Operator : VA/SY

Sample : M5337-09

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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 unknownl4.102 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.102 8.86 ug/l 34348 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Aminomethyl-3,5,5-trimethylcyc... 171 C10H21NO 130343-30-5 27
2 1-Pyridineacetonitrile, 2-ethylh... 152 C9H16N2 951905-06-9 22
3 4(axial)-(but-3-en-1-ynyl)-2(equ... 219 C14H21NO 038569-29-8 22
4 1-Cyclohexylheptene 180 C13H24 114614-83-4 18
5 1-Cyclohexene-1-butanal, .alpha.... 208 C14H240 021632-06-4 14
Abundance Scan 2071 (14.102 min): VD071557.D\data.ms (-2069) (- | m/z 55.00 100.00%
55.0
79. 123.1
5000 20 WW
159.0 — —
H ‘H 402003 14.00 14.50
\\\‘\H\H\H“ m/Z 41.00 78.5100
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46360: 3-Aminomethyl-3,5,5-trimethylcyclohexanol, cis-
30.0
55.0 109.0
5000 81.0 e —
14.00 14.50
139.0 ITI/Z 123.05 52.91%
\‘\‘ ‘H 1l 171.0
\\\‘\\\\“\\‘\ \\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
—— —
14.00 14.50
5000 m/z 79.00 51.80%
41.0
670 960
152.0
R R e R R e R aa!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97847: 4(axial)-(but-3-en-1-ynyl)-2(equat)-Methyl-trans- P —
123.0 14.00 14.50
204.0 m/z 67.05  48.20%
- W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD123021\
Data File : VD@71557.D

Acqg On : 30 Dec 2021 18:59
Operator : VA/SY

Sample : M5337-09

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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 unknownl5.579 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.579 10.19 ug/l 39486 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 38
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 35
3 Decane, 2-methyl- 156 C11H24 006975-98-0 35
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 35
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 35
Abundance Scan 2322 (15.579 min): VD071557.D\data.ms (-2318) (- | m/z 57.05 100.00%
57.0
5000
— T \
15.50
m/z 43.05 74.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33081: Undecane
57.0
5000 — ‘
15.50
. m/z 71.10 42.42%
290 85.0 /
\’\‘\‘\\“‘{\\M“\\‘H‘\“\\\H‘l\]\-ﬁ"(\)\\\‘?—\5\}6‘.\()\\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
15.50
5000 m/z 41.00 36.68%
71.0
99.0 128.0
T T T e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33088: Decane, 2-methyl- T
43.0 15.50
m/z 69.05 24.74%
5000 71.0
113.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD123021\
Data File : VD@O71557.D

Acqg On : 30 Dec 2021 18:59

Operator : VA/SY

Sample : M5337-09

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.M
. SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 unknownl6.538 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.538  7.27 g/l 28195  1,4-Dichlorobenzene-d4  13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 ci1r2a 001120-21-4 46

1000382-54-9 43
1000282-04-8 43
000629-59-4 38
1000383-25-6 38

2 Carbonic acid, undecyl vinyl ester 242 C14H2603
3 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403
4 Tetradecane 198 C14H30

5 Carbonic acid, nonyl vinyl ester 214 C12H2203

Abundance Scan 2485 (16.538 min): VD071557.D\data.ms (-2481) (- | m/z 57.00 100.00%
57.0
- MW\MMA\NV\
““‘H““‘,“H
m H ‘ 6.9 129.1 9 283 16.20 16.40 16.60
\‘HH‘ H‘ ‘H‘\‘\HH\‘MM \H‘\‘H“‘\H\‘\\”H‘\‘\‘\‘\\‘!‘\HH“\“H’HH‘HH’HH‘\H m/z 71.16 69.7200
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33078: Undecane
43.0
5000
16.20 16.40 16.60
85.0 m/z 43.08 50.89%
“ H‘\ \‘ \‘ I 12701560
\‘HH‘ \\\‘HH‘\\\\‘\\H‘\\\\‘\\\\‘\H\‘\\H‘HH’HH‘HH’HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
R B SRR
16.20 16.40 16.60
5000 ITI/Z 85.15 41.31%
97.0
T T T T e
miz--> 20 40 60 80 100120140160 180200220240260280 M A M//\
Abundance #181683: Methoxyacetic acid, 2-tetradecyl ester M““““““M“
57.0 16.20 16.40 16.60
m/z 67.10 28.46%
5000
2o ‘ 197.0
27.
w‘\‘H\‘\mwMHuum“‘1‘@%9”H_m,em,ww
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_D\Data\VD123021\
Data File : VD@71557.D

Acqg On : 30 Dec 2021 18:59
Operator : VA/SY

Sample : M5337-09

Misc : 5.00G/5.00m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D122221S.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|
1H-Indene, octa... 12.720 40.7 ug/l 157852 4 13.567 193835 50.0
Decahydro-1,1,4... 13.797 181.9 ug/1 705284 4 13.567 193835 50.0
unknownl4.102 14.102 8.9 ug/l 34348 4 13.567 193835 50.0
unknown15.579 15.579 10.2 ug/l 39486 4 13.567 193835 50.0
unknownl16.538 16.538 7.3 ug/l 28195 4 13.567 193835 50.0
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