LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069922.D

Acqg On : 29 Jul 2021 20:18

Operator : VA/SY

Sample : M3228-01

Misc : 9.28G/5.00m1/MSVOA_D/SOIL 20210455-41

ALS Vvial : 22 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\82D072221S.M

Title : SW846 8260

Signal : TIC: VD@69922.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.944 3 4 8 rvB 44315 42161 1.25% 0.214%
2 2.321 60 68 70 rBvV2 33263 63816 1.88% 0.323%
3 2.491 93 97 105 rVB 31217 48930 1.45% 0.248%
4 4,156 370 380 389 rBV2 128624 372777 11.01%  1.888%
5 4.238 389 394 404 rVvB3 35920 94839 2.80% 0.480%
6 4.409 411 423 437 rBV 104034 300536 8.88% 1.522%
7 4.962 505 517 537 rBV2 57322 197986 5.85% 1.003%
8 5.985 684 691 704 rVB4 17614 48378 1.43% 0.245%
9 7.203 887 898 912 rBV3 53385 168045 4.96% 0.851%
10 7.914 1008 1019 1024 rBV 472879 1157066 34.17% 5.859%
11 7.979 1024 1030 1040 rVB 747512 1636248 48.33%  8.286%
12 8.326 1077 1089 1100 rBV 431572 991808 29.29% 5.023%
13 8.861 1170 1180 1195 rBV2 1212897 2369868 69.99% 12.001%
14 10.338 1422 1431 1441 rBV 1879852 3385899 100.00% 17.146%
15 11.638 1644 1652 1663 rBV 1443425 2470357 72.96% 12.510%
16 12.620 1809 1819 1826 rBV 1448873 2563187 75.70% 12.980%
17 12.761 1838 1843 1846 rBV5 24097 42359  1.25% ©0.215%
18 12.873 1854 1862 1868 rBV5 25119 80375 2.37% 0.407%
19 12.967 1870 1878 1891 rVB6 51155 161729 4.78% 0.819%
20 13.202 1910 1918 1926 rVB 117166 221574 6.54% 1.122%
21 13.314 1932 1937 1941 rVB2 37165 61381 1.81% 311%
22 13.420 1947 1955 1960 rBV 221850 410378 12.12% 078%
23 13.491 1964 1967 1971 rVVe6 28748 49501 1.46%

24 13.567 1971 1980 1984 rVV 861926 1525518 45.06%
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25 13.614 1984 1988 1998 rVvB2 211333 461154 13.62% 335%
26 13.702 1999 2003 2007 rBV5 22417 37390 1.10% 0.189%
27 13.779 2009 2016 2020 rBV4 72976 120992 3.57% 0.613%
28 13.885 2030 2034 2039 rBVe6 32889 54707 1.62% 0.277%
29 14.091 2063 2069 2074 rBV 191683 314132 9.28% 1.591%
30 14.279 2096 2101 2106 rVB8 27994 53591 1.58% 0.271%
31 14.391 2116 2120 2124 rBV4 36789 55646 1.64% 0.282%
32 14.520 2136 2142 2146 rBV5S 41293 103041 3.04% 0.522%
33 15.761 2349 2353 2357 rBV6 30306 47218 1.39% 0.239%
34 15.914 2373 2379 2384 rBVS 12145 34338 1.01% 0.174%
Sum of corrected areas: 19746925
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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_D\Data\VD072921\

: VD069922.D

: 29 Jul 2021 20:18

: VA/SY

: M3228-01

: 9.28G/5.00m1/MSVOA_D/SOIL
. 22

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD069922.D\data.ms
1500000
1000000
500000
4.156 4,409
944 2.3212.491 .238 4.962 5985
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 6.80
Abundance TIC: VD069922.D\data.ms
10.338
1500000 11.638
8.861
1000000
7.979
500000 7.9 8.326
7.203
0 —1— —p— —— ——s — S — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD069922.D\data.ms
1500000 12.620
1000000
500000
13.4208/614 14.091
14.22891.520 15.76% 914
0 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

82D072221S .M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069922.D

Acq On : 29 Jul 2021 20:18
Operator : VA/SY

Sample : M3228-01

Misc : 9.28G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Octane, 1,1'-oxybis- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.967 5.30 ug/1 161729 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 78
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 53
3 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 50
4 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 50
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 50
Abundance Scan 1878 (12.967 min): VD069922.D\data.ms (-1870) (- m/z 57.00 100.00%
57.0
‘ 113.1 ‘13‘00‘
46.9175.8 207.9 :
omwHHMM‘_M‘ Huw‘““ﬂ;u‘ﬂwH_wwwww??%f m/z 71.10  68.65%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126388: Octane, 1,1'-oxybis-
57.0
5000 WA‘*F/\T L —
84.0 13.00
290 112.0 m/z 43.05 60.36%
0 b | 1430 1850 2040
HH‘HH‘\H ‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #141064: Heptadecane, 7-methyl-
57.0
"
13.00
5000 m/z 69.00 57.64%
85.0
112.0
29.0
b k4L 390" 0705390
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #34631: 1-Heptanol, 2-propyl- 7
43.0 13.00
m/z 55.05 40.11%
71.0
5000
0 15.0 ‘ ‘\ \‘ “ "11101400
‘H‘_‘H_umqwHpu‘wu‘w‘HW‘H‘_H‘_‘HM‘HM‘H‘HH‘H ——
m/z--> 20 40 60 80 100120140160 180200 220240260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069922.D

Acq On : 29 Jul 2021 20:18
Operator : VA/SY

Sample : M3228-01

Misc : 9.28G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Decane, 2,2-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.202 7.26 ug/l 221574 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 72
2 2,2-Dimethyleicosane 310 C22H46 1000360-43-4 64
3 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 64
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 59

Abundance Scan 1918 (13.202 min): VD069922.D\data.ms (-1910) (- m/z 57.10 100.00%

57.1
5000
‘ 13.00 13.50
112.1 . ’
ok ‘M“‘ u\“wm s 29 m/z os6.05 43.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #45509: Decane, 2,2-dimethyl-
57.0
5000 P —
13.00 13.50
m/z 41.00 23.80%
O\“‘\‘IH‘\\‘\A\O‘E)\.(\)\J\-S‘S\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212286: 2,2-Dimethyleicosane
57.0
—— —
13.00 13.50
5000 ITI/Z 43.05 20.81%
0 L‘ | |, 127.0 1830 25202960
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #59092: Decane, 2,2,8-trimethyl- T —
57.0 13.00 13.50
m/z 71.05 16.10%
) N/LJLJ\
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069922.D

Acq On : 29 Jul 2021 20:18
Operator : VA/SY

Sample : M3228-01

Misc : 9.28G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Tetradecane, 1l-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.420 13.45 ug/l 410378 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 64
3 10-Methylnonadecane 282 C20H42 056862-62-5 64
4 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
Abundance Scan 1955 (13.420 min): VD069922.D\data.ms (-1947) (- m/z 57.10 100.00%
57.1
> M
—7
‘ H , g 1271 ‘ 13.50
ob WA by 4 2070 2601 383 ;0 71,05  63.46%
miz-> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 T
13.50
m/z 43.00 42.88%
99.0 155.0
O T T ‘\“ ‘“ T MH‘ \“‘\ “‘ \‘ T ‘\ \‘ “\ T \1\97‘(\) T L ‘ LI T ‘ \32\4\.0\
miz-> 50 100 150 200 250 300
Abundance #320326: Docosane, 1-iodo-
57.0
——
13.50
5000 m/z 85.10 41.79%

%

AL B0 gm0 g R0
m/z--> 50 100 150 200 250 300
Abundance #176388: 10-Methylnonadecane : ‘

57.0 13.50
m/z 41.10 32.45%

5000

99.0 154.0

e

I ‘\“\‘ \‘\“ Il 267.0

ok h“ \“\ ‘\ - —
m/z--> 50 100 150 200 250 300 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD072921\
Data File : VD069922.D

Acqg On : 29 Jul 2021 20:18
Operator : VA/SY

Sample : M3228-01

Misc : 9.28G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D072221S.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|
Octane, 1,1'-ox... 12.967 5.3 ug/l 161729 4 13.567 1525520 50.0
Decane, 2,2-dim... 13.202 7.3 ug/l 221574 4 13.567 1525520 50.0
Tetradecane, 1-... 13.420 13.4 ug/l 410378 4 13.567 1525520 50.0
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