LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 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\82Y071822S.M

Title : SW846 8260

Signal : TIC: VY@09597.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.71@6 953 966 971 rBV 137119 322079 2.26% 0.458%
2 7.783 971 978 995 rVB 272394 621772 4.36% 0.885%
3 8.136 1026 1036 1048 rBV 136017 298269 2.09% 0.424%
4 8.319 1055 1066 1081 rBV 118653 290259 2.03% 0.413%
5 8.685 1117 1126 1136 rBV 436551 848356 5.94% 1.207%
6 9.612 1269 1278 1286 rBV 92484 176514 1.24% 0.251%
7 10.105 1346 1359 1365 rBV 823379 1475311 10.34% 2.100%
8 10.173 1365 1370 1379 rVB 583683 995198 6.97% 1.416%
9 10.636 1439 1446 1456 rVB 193296 340025 2.38% 0.484%
10 11.483 1577 1585 1590 rVV 1146529 2258516 15.83%  3.214%
11 11.532 1590 1593 1595 rVV2 369595 577351 4.05% 0.822%
12 11.563 1595 1598 1604 rVB 518640 773864 5.42% 1.101%
13 11.739 1622 1627 1637 rVB 803613 1327667 9.30% 1.889%
14 11.843 1637 1644 1647 rBvV2 114881 222544 1.56% 0.317%
15 11.892 1648 1652 1657 rVV3 127061 242702 1.70%  0.345%
16 11.977 1661 1666 1671 rVB3 95609 186160 1.30% 0.265%
17 12.105 1682 1687 1696 rVB 497801 823383 5.77% 1.172%
18 12.197 1696 1702 1704 rBV3 120615 212974 1.49% 0.303%
19 12.300 1713 1719 1725 rBV3 93442 171128 1.20% 0.244%

20 12.459 1739 1745 1754 rVB 9202694 14270979 100.00% 20.310%

21 12.556 1754 1761 1767 rBv4 259303 688453  4.82%
22 12.623 1767 1772 1782 rVB 1746116 3516163 24.64%
23 12.709 1782 1786 1787 rBV 150820 198467 1.39%
24 12.733 1787 1790 1796 rVB4 203508 346134  2.43%
25 12.831 1796 1806 1812 rBV2 1626560 3607066 25.28%

o oOuUo®
N
00
N
R

26 12.885 1812 1815 1820 rVB 486079 687985  4.82%
27 13.038 1832 1840 1841 rBvV2 487161 871574  6.11%
28 13.068 1841 1845 1852 rVB 2332737 3455100 24.21%
29 13.172 1858 1862 1869 rVB 701722 1142742 8.01%
30 13.282 1871 1880 1888 rBV 4646350 7656821 53.65% 10.897%

B, AR
0
=
~
R

31 13.349 1888 1891 1894 rVV 259589 375304  2.63% ©.534%
32 13.398 1894 1899 1901 rVV 601368 1057536  7.41%  1.505%
33 13.428 1901 1904 1907 rVv2 732533 1274467 8.93% 1.814%
34 13.477 1907 1912 1922 rVB 3196072 7064745 49.50% 10.054%
35 13.641 1933 1939 1943 rBV 1043320 1603835 11.24%  2.282%

36 13.782 1958 1962 1964 rBV3 148620 232111 1.63% 0.330%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 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\82Y071822S.M
Title : SW846 8260
37 13.818 1964 1968 1974 rVB2 339051 684256 4.79% 0.974%
38 13.916 1980 1984 1986 rBV2 128358 182158 1.28% 0.259%
39 13.958 1986 1991 1993 rVVv3 391846 694345 4.87% 0.988%
49 13.989 1993 1996 2006 rVB2 561354 1292583 9.06% 1.840%
41 14.074 2006 2010 2013 rVB 218510 281726 1.97% 0.401%
42 14.141 2015 2021 2029 rBV6 291057 832088 5.83% 1.184%
43 14.306 2036 2048 2052 rBV6 301284 973175 6.82% 1.385%
44 14.385 2055 2061 2069 rVV3 1317541 3125708 21.90% 4.448%
45 14.458 2070 2073 2079 rVB4 208299 379801 2.66% 0.541%
46 15.227 2194 2199 2204 rVB 328530 593844 4.16% 0.845%
47 15.440 2231 2234 2242 rVB3 133754 259100 1.82% 0.369%
48 15.897 2305 2309 2313 rVB 137049 218439 1.53% 0.311%
49 16.763 2444 2451 2455 rBV3 234222 536156 3.76% 0.763%
Sum of corrected areas: 70266933
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

Abundance TIC: VY009597.D\data.ms
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4000000

2000000
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Abundance TIC: VY009597.D\data.ms
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Abundance TIC: VY009597.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Tetradecane, 2,2-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.623 137.95 ug/1 3516160 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 59
2 2,2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 53
3 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 53
4 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 53
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 53
Abundance Scan 1772 (12.623 min): VY009597.D\data.ms (-1767) (- | m/z 57.10 100.00%
57.1
85.1 L — L —
12.50 13.00
113.2
0 m,mJ‘uHMHH‘H,:‘HJ‘_m‘“‘1‘4,1‘12‘1‘?‘3:3”‘w_m‘ m/z 56.10  59.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
5000 e —
12.50 13.00
m/z 43.10 28.44%
o 2901 850 4130 1410 1680 2110
\\\’\\\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
. =
12.50 13.00
5000 m/z 41.10 26.98%
85.0
29.0
141.0
e S SN ot s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl- = =
57. 12.50 13.00
m/z 85.10 21.32%
5000
29.0
ol 1850 1130 169.0
e e e e e e e e o ——
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_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Decane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.831 141.51 ug/1 3607070 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 87
2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 86
3 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 78
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
Abundance Scan 1806 (12.831 min): VY009597.D\data.ms (-1796) (- m/z 57.10 100.00%
57.1
5000 85.1 h
113.2
12.50 13.00
139.2
0 ‘H‘WMMH‘HWH:‘,‘m"HHWHH_“‘1?‘5‘%_”?‘9??_” m/z 71.10  75.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33083: Decane, 2-methyl-
57.0
5000 2.50 3.00
29.0 8.0 i 43 191 . 64 .49Y
. 112.0 m/z . .49%
O \\\‘\‘\\\ \\\H‘\\“}\’”\\\‘\\!‘\‘\\]\-\4.‘1\9\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
12.50 13.00
5000 85.0 m/z 85.10 41.65%
29.0 113.0
O el e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59105: Decane, 5-ethyl-5-methyl-
57.0 12.50 13.00
m/z 41.10 37.33%
5000
85.0
113.0
155.0
om‘HH‘M"1_m‘,‘Hu\"1wHww‘lﬁz“quw - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Dodecane, 2,2,11,11-tetrame... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.068 135.55 ug/1 3455100 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 78
2 Tetradecane, 2,2-dimethyl- 226 C1l6H34 059222-86-5 72
3 Undecane, 2,2-dimethyl- 184 C13H28 017312-64-0 72
4 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 72
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64
Abundance Scan 1845 (13.068 min): VY009597.D\data.ms (-1841) (- m/z 57.10 100.00%
57.1
‘ 85.1 13.00 |
: 113.2 -
o""m“u‘M‘J“"‘u‘ww"‘JM"““‘1‘5‘?;2‘”1‘9‘1:3‘””‘ m/z 56.10  39.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl-
57.0
5000 —r :
13.00
m/z 43.10 22.34%
29.0 85.0
N M . 1130 1410 1680 2110
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T \
13.00
5000 m/z 41.10 20.94%
. 290 850 1130 1410 1680 2110
L o e A B Ra s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59077: Undecane, 2,2-dimethyl- T ‘
57.0 13.00
m/z 71.10 15.86%
5000
0 zﬁ.O‘H il “ 85\0 126'0 169.0
R o e AR e o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Decane, 2,2,6-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.172  44.83 ug/1l 1142746  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 78
2 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 72
3 Undecane, 2,2-dimethyl- 184 C13H28 017312-64-0 72
4 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 72
5 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 72

Abundance Scan 1862 (13.172 min): VY009597.D\data.ms (-1858) (- m/z 57.10 100.00%
57.1

=7 —5
‘ | 85.2 112.2 13.00 13.50

‘_“mw“‘_Jk‘Hh‘u_‘M‘_“‘_¥5ﬁ3?fﬂ4‘H%97ﬂg m/z 56.10  38.19%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0

5000 — Lo
13.00 13.50

m/z 41.10 21.30%

2901850 4430 1410 1680 2110
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

B T
13.00 13.50

o

o

5000 ITI/Z 43.10 17 .44%
. 29.0 85.0 127.0 169.0
T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59077: Undecane, 2,2-dimethyl- o R
57.0 13.00 13.50

m/z 71.10 15.66%

5000
. 2%0*\ | | 8?0 126.0 169.0

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Octane, 2,4,6-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.282 300.39 ug/l 7656820 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
3 Pentadecane 212 C15H32 000629-62-9 64
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64
5 Pentan-2-yl 2-methylbutanoate 172 C1eH2002 1000372-71-7 64
Abundance Scan 1880 (13.282 min): VY009597.D\data.ms (-1871) (- m/z 57.10 100.00%
57.1
=7 —
‘ 127.2 13.00 13.50
ol “h‘ louay | a0z 2223 7100 68.33%
miz-> 50 100 150 200 250 300
Abundance #33101: Octane, 2,4,6-trimethyl-
57.0
5000 e e
13.00 13.50
m/z 85.10 46.97%
99.0
miz--> 50 100 150 200 250 300
Abundance
57.0
=y .
13.00 13.50
5000 m/z 43.10 44.28%
97.0
0 141.0 182.0 252.0 325.
e e e T e e e e e
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane T —
57.0 13.00 13.50
m/z 41.10 28.67%
- /\M\/A«
99.0
0280 | || o w0 aizo s L
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Hexane, 2,2,5-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.477 277.17 ug/1 7064750  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
3 Heptane, 5-ethyl-2,2,3-trimethyl- 170 C12H26 062199-06-8 64
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 53

Abundance Scan 1912 (13.477 min): VY009597.D\data.ms (-1907) (- m/z 57.10 100.00%
57.1

=

5000
—
‘ 851 1132 13.50
Ot A UL 1853 179.1 2074 L. 510 44.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 T
13.50
290 m/z 71.10  27.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
=
13.50
5000 m/z 43.10 27 .49%
29.0
0 85.0 113.0
R o L e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45524: Heptane, 5-ethyl-2,2,3-trimethyl- —
7.0 13.50
m/z 41.10 22.08%
5000
29.0 112.0
85.0
N R R .2 SN i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 7 Undecane, 2,8-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.641 62.92 ug/l 1603840 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 78
2 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 72
3 Oxalic acid, hexyl neopentyl ester 244 C13H2404 1000309-73-1 59
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 53
5 Isobutyl pentyl carbonate 188 C10H2003 178442-32-5 53

Abundance Scan 1939 (13.641 min): VY009597.D\data.ms (-1933) (- m/z 71.10 100.00%

71.1
43.1
5000
T

‘ ‘ 99.2 141.2 13.50 14.00
bl e 2 1662 2081 sz 57,10 77.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59050: Undecane, 2,8-dimethyl-
43.0
71.0
5000 4 SEY
13.50 14.00

m/z 43.10 56.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0

o

71.0 13.50 14.00
5000 ITI/Z 85.10 38.35%
X 141.0
0*w*H*\H*w*H*\H?iéw*M*H\H**w*}?ﬁpw**www** /¥J\Nx/\/jxwﬂ\Jﬁka
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127947: Oxalic acid, hexyl neopentyl ester e Py
43.0 71.0 13.50 14.00

m/z 56.10 36.62%

5000
ob ‘\ Lk \‘ 105.0 1450 1880  229.C
LA -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 8 Octane, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.989 50.71 ug/l 1292580 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
2 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 59
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 59
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 53
Abundance Scan 1996 (13.989 min): VY009597.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1
- w
14.00
85.1 126.2 .
0 ‘,H e A9 2228y 56 10 34.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 T
14.00
m/z 71.10 32.27%
29.0‘ 4o 1130 /
O \\\‘\‘\‘\\"‘\\\“‘\\H‘\\“\‘\\\‘\\1\‘\\;ﬁz\.\q\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
—
14.00
5000 m/z 43.10 21.33%
85.0
oL 20 113.0 1410
T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22137: Hexane, 2,2,5,5-tetramethyl- ——
57.0 14.00
m/z 41.10 20.74%
B W
Lzl | mo s
-t P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 9 Undecane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.306  38.18 ug/l 973175 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 72
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 49
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 47
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 47
5 2H-Pyran, tetrahydro-2-(12-penta... 308 C20H3602 056666-38-7 43
Abundance Scan 2048 (14.306 min): VY009597.D\data.ms (-2036) (- m/z 57.10 100.00%
57.1 85.1
w0 JU\\M
— —
1112 14‘1'2 1663 14.00 14.50
O S ol 220E 2051 sz 85,18 93.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59074: Undecane, 2,4-dimethyl-
43.0
85.0
5000 — ——
14.00 14.50
m/z 43.10 84.16%
ok \‘M | 1260 1690
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
— ——
14.00 14.50
5000 71.0 m/z 71.10 73.87%
99.0 141.0
0 169.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 14.00 14.50
m/z 41.10 47.45%
5000 85.0
29.0 141.0
Ot b e 1301690 R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82Y071822S.M Wed Jul 20 13:05:14 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY0@9597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 10 Octane, 3,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.385 122.63 ug/l 3125716 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 59
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 53
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 53
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 50
Abundance Scan 2061 (14.385 min): VY009597.D\data.ms (-2055) (- m/z 57.10 100.00%
57.1
20 ffAVLA\V/v/\AﬁAJ»AMAA
— ——
‘ 85.1 1132 9492 14.00 14.50
0ot il L 1833 21820 g1 10 53 41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 — —
14.00 14.50
29.0 m/z 56.10 25.03%
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— ——
14.00 14.50
5000 m/z 41.10 21.20%
29.0 85.0
. 113.0 155.0 1830
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90206: Dodecane, 2,6,10-trimethyl- — —
57.0 14.00 14.50
m/z 43.10 20.06%
5000
29.0 85.0
AN | M0 46 18302060
A L R R P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009597.D

Acqg On : 19 Jul 2022 18:13
Operator : KP/MD

Sample : N3651-08

Misc : 5.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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|
Tetradecane, 2,... 12.623 137.9 ug/l 3516160 4 13.422 1274470 50.0
Decane, 2-methyl- 12.831 141.5 ug/l 3607070 4 13.422 1274470 50.0
Dodecane, 2,2,1... 13.068 135.6 wug/l 3455100 4 13.422 1274470 50.0
Decane, 2,2,6-t... 13.172 44.8 ug/l 1142740 4 13.422 1274470 50.0
Octane, 2,4,6-t... 13.282 300.4 ug/l 7656820 4 13.422 1274470 50.0
Hexane, 2,2,5-t... 13.477 277.2 ug/l 7064750 4 13.422 1274470 50.0
Undecane, 2,8-d... 13.641 62.9 ug/l 1603840 4 13.422 1274470 50.0
Octane, 2,6-dim... 13.989 50.7 ug/l 1292580 4 13.422 1274470 50.0
Undecane, 2,4-d 14.306 38.2 ug/l 973175 4 13.422 1274470 50.0
Octane, 3,6-dim 14.385 122.6 ug/l 3125710 4 13.422 1274470 50.0
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