LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 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@09594.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.716 956 966 972 rBV 145252 351650 3.13% 0.687%
2 7.783 972 978 987 rVB 285466 641315 5.71% 1.254%
3 8.130 1027 1035 1046 rBV 139685 311248 2.77% 0.608%
4 8.319 1057 1066 1075 rBV 138780 335182 2.98% 0.655%
5 8.685 1117 1126 1135 rBV 457524 895026  7.97% 1.749%
6 9.612 1270 1278 1287 rBV 187274 369874 3.29% 0.723%
7 9.740 1292 1299 1309 rVWW 177279 355271 3.16% 0.694%
8 10.106 1353 1359 1365 rBV 265870 471959 4.20% ©.923%
9 10.173 1365 1370 1380 rVB 595644 1033774 9.20% 2.021%
10 10.636 1440 1446 1455 rVB 113470 198024 1.76% 0.387%
11 11.410 1568 1573 1578 rVB 121569 184022 1.64% 0.360%
12 11.489 1578 1586 1590 rBV 935974 1670204 14.87% 3.265%
13 11.532 1590 1593 1595 rW 161152 253893 2.26% 0.496%
14 11.563 1595 1598 1603 rVB 227046 338893 3.02% 0.662%
15 11.739 1623 1627 1636 rVB 258241 446292 3.97% 0.872%
16 11.892 1648 1652 1657 rVB2 92672 152406 1.36% 0.298%
17 12.105 1682 1687 1698 rVB 349536 653589  5.82% 1.278%
18 12.191 1698 1701 1713 rVB6 74502 206868 1.84% 0.404%
19 12.459 1739 1745 1755 rVB 6953184 11235391 100.00% 21.961%
20 12.569 1756 1763 1767 rBV2 234423 494902 4.40% 0.967%

21 12.623 1767 1772 1782 rVB 869963 1899694 16.91%
22 12.733 1788 1790 1796 rVB3 99706 155046 1.38%
23 12.837 1797 1807 1812 rBV3 980616 2164964 19.27%
24 13.038 1835 1840 1841 rBvV2 321757 482430 4.29%
25 13.068 1841 1845 1851 rVB 1642414 2438549 21.70%

PO PO W
N
w
N
EN

26 13.172 1858 1862 1869 rVB 410283 671283 5.97%
27 13.282 1872 1880 1888 rVV 3946250 6380526 56.79% 12.
28 13.349 1888 1891 1894 rVV 174857 244587 2.18%
29 13.398 1894 1899 1900 rVV 469204 676192 6.02%
30 13.422 1900 1903 1907 rVV 741495 1329222 11.83%

NEFRPONLR
»
N
[e]
R

31 13.477 1907 1912 1921 rVB 2666565 5951186 52.97% 11.
32 13.556 1922 1925 1927 rBV2 87347 117227 1.04%
33 13.641 1933 1939 1950 rVB 813089 1493874 13.30%
34 13.818 1964 1968 1975 rVB2 249241 527701 4.70%
35 13.959 1986 1991 1993 rVv2 331008 606994  5.40%

PR NOR
0
N
[
R

36 13.989 1994 1996 2006 rVB2 476626 995347 8.86%  1.946%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 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 14.074 2007 2010 2013 rVB 157216 184945 1.65% 0.361%
38 14.141 2017 2021 2029 rVB5 226152 588841 5.24% 1.151%
39 14.385 2055 2061 2069 rVV3 1007684 2315677 20.61% 4.526%
40 14.458 2070 2073 2079 rVB2 181314 292274 2.60% 0.571%
41 15.227 2195 2199 2204 rVB 285915 485049 4.32% 0.948%
42 15.891 2305 2308 2313 rVB2 113119 172710 1.54% 0.338%

43 16.763 2445 2451 2455 rBv4 180301 386408 3.44% ©.755%

Sum of corrected areas: 51160509
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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_Y\Data\VY071922\

: VY009594.D

: 19 Jul 2022 17:02

: KP/MD

: N3651-05

: 6.08g/5.0mL/MSVOA_Y/SOIL
17

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: VY009594.D\data.ms
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TIC: VY009594.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 6
R.T. EstConc Area Relative to ISTD R.T.
12.623 71.46 ug/l 1899690 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 64
2 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 59
3 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 59
4 2,2,6,6-Tetramethylheptane 156 C1l1H24 040117-45-1 53
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 50
Abundance Scan 1772 (12.623 min): VY009594.D\data.ms (-1767) (- | m/z 57.10 100.00%
57.1
w /LMﬁ
‘ 85.1 e —F
12.50 13.00
113.1
o‘_m\m‘uH”“"w‘”J\‘m"“14,1;%‘1‘6?-?““?‘0‘2‘-9‘_” m/z 56.10  60.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107240: Tetradecane, 2,2-dimethyl-
57.0
5000 L —
12.50 13.00
m/z 43.10 27.93%
o 2900 850 1430 1410 1680 2110
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— =
12.50 13.00
5000 m/z 41.10 26.29%
29.0
0 850 1260 1690
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59094: Decane, 2,2,6-trimethyl- == =
57.0 12.50 13.00
m/z 85.10 21.01%
5000
29.0 .
0 \‘ “‘ Il ‘ 85‘ 0 . 127'0 169.0
et e e 5 =
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 : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 5
R.T. EstConc Area Relative to ISTD R.T.
12.837 81.44 ug/l 2164960 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 72
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 72
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 59
4 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 52
5 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 50
Abundance Scan 1807 (12.837 min): VY009594.D\data.ms (-1797) (- m/z 57.10 100.00%
57.1
5000
85.1
113.2
12.50 13.00
139.2
ow_m‘mhuue‘m‘Um‘HHwmJ‘““1“’7‘7:‘1_19""-‘1”?%4;%_‘ m/z 71.10  85.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33083: Decane, 2-methyl-
57.0
5000 2.50 3.00
29.0 830 Vr 43 1e1 66.369
. 112.0 m/z . .36%
N T
OHH‘\H\‘}Hh“H}\‘\H\‘HH‘\H\‘HH‘HH‘\H\‘HH’\\H‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
- —
12.50 13.00
5000 m/z 41.10 36.16%
113.0
85.0
0 29.0 141.0 239.C
T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22080: Nonane, 3-methyl- = —
57.0 12.50 13.00
m/z 85.10  29.45%
5000 29.0
113.0
bbb A2 A 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Decane, 2,2-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.068 91.73 ug/l 2438550 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 72
2 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 64
3 Decane, 2,2,5-trimethyl- 184 C13H28 062237-96-1 64
4 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 59
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 59
Abundance Scan 1845 (13.068 min): VY009594.D\data.ms (-1841) (- m/z 57.10 100.00%
57.1
85.1 13.00
113.2
0 - i o 1593 1882 2182 ., 5610 37.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45509: Decane, 2,2-dimethyl-
57.0
5000 —r :
13.00
m/z 43.10 22.47%
29.0
ol | 850 4350 1550
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
T \
13.00
5000 m/z 41.10 21.03%
o 290 850 1130 1410 1680 2110
T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59093: Decane, 2,2,5-trimethyl- — ‘
57.0 13.00
m/z 71.10 15.34%
5000
oL 20 850 1270 1600
e e e e e e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00

82Y071822S.M Wed Jul 20 13:03:56 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Dodecane, 2,2,11,11-tetrame... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.172  25.25 ug/1 671283 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 72
2 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 72
3 Decane, 2,2,9-trimethyl- 184 C13H28 062238-00-0 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64

Abundance Scan 1862 (13.172 min): VY009594.D\data.ms (-1858) (- m/z 57.10 100.00%
57.1

w JMJ\J

= v
85.1 112.2 13.00 13.50
‘ | ey 1552 1933 2222 . se 10 39.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl-
57.0

5000 — L
13.00 13.50

m/z 41.10 21.66%

29.0 85.0
\ M || 1130 141.0 1680  211.0
\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0

— T
13.00 13.50

o

o

5000 m/z 43.10 17.76%
29.0
o 850 1120 4559
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59096: Decane, 2,2,9-trimethyl- = R
57.0 13.00 13.50

m/z 71.10  15.88%

5000
Z%Ow‘ | ‘8§0 126.0 169.0

‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 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 5 Pentan-2-yl 2-methylbutanoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.282 240.01 ug/l 6380530 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentan-2-yl 2-methylbutanoate 172 C1eH2002 1000372-71-7 64
2 Pentadecane 212 C15H32 000629-62-9 64
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
4 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 59
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 59

Abundance Scan 1880 (13.282 min): VY009594.D\data.ms (-1872) (- m/z 57.10 100.00%
57.1
- Ajm
= —
‘ 127.2 13.00 13.50
ol ] 11‘ A am222102 7110 68.50%
miz--> 50 150 200 250 300
Abundance #47052: Pentan—Z—yI 2-methylbutanoate
57.0
5000 ey LIRS
103.0 13.00 13.50
m/z 85.10 47.00%
O LI “‘\ ‘\h‘\ ‘\ “‘\ T 9-440\ L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance
57.0
= =
13.00 13.50
5000 m/z 43.10 44 ,89%
5180 90 1410 212.0
e T
m/iz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester = —
57.0 13.00 13.50
m/z 41.10 28.53%
ol Ll u\ | 14101820 2500  3esi LUV 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 : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Octane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.477 223.86 ug/l 59511960 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 78
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
3 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 72
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
Abundance Scan 1912 (13.477 min): VY009594.D\data.ms (-1907) (- m/z 57.10 100.00%
57.1
- MM
—5
‘ g5.1 113.2 13.50
Obrrrrhrb e L 185317932033 1o 5616 44.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 T
13.50
2&0‘ oo 1130 m/z 71.10 28.34%
0 \\\‘\‘\‘\\"‘\\\“‘\\H‘\\‘i‘\\\‘\\1\‘\\;ﬁ%.\q\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
=
13.50
5000 m/z 43.10 27.03%
29.0
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl- T
57.0 13.50
m/z 41.10 21.92%
h m
29.0
ol ol 80 1130 169.0
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Sulfurous acid, decyl 2-pen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.642 56.19 ug/l 1493870  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 72
2 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 64
3 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 59
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 59
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59

Abundance Scan 1939 (13.641 min): VY009594.D\data.ms (-1933) (- m/z 71.10 100.00%
7

11
43.1
5000

ISR
‘ “ 1412 13.50 14.00
IR () N S Sy AP — YL, £ . m/z 57.10 63.92%

0 99.1 | 1742 2073
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester
71.0
43.0
5000 T

T
13.50 14.00
m/z 43.10 56.11%

141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0

o

T
71.0 13.50 14.00
5000 ITI/Z 85.10 37.23%
97.0
15.0 126.0
Ol e ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33107: Octane, 6-ethyl-2-methyl- =5 A
43.0 13.50 14.00
710 m/z 70.18  36.08%
127.0
ol L1980 120 4560 S
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 : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 unknown13.959 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.959  22.83 ug/l 606994  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 47
2 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 47
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 47
4 2,2,6,6-Tetramethylheptane 156 C1l1H24 040117-45-1 38
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 35
Abundance Scan 1991 (13.959 min): VY009594.D\data.ms (-1986) (- m/z 57.10 100.00%
57.1
- M
267.1 i4bd
109.1141.2 :
(B “\‘Jhw“J‘ﬂ‘WwW‘up‘ ‘%93}2244‘p“u“ m/z 56.10 42.14%
miz-> 50 100 150 200 250
Abundance #14584: Hexane, 2,2,5-trimethyl-
57.0
5000 T
14.00
m/z 73.05 34.93%
O \2\6‘\0‘\“ ‘M\ }‘ T T ‘]-17‘3.\0\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
A
14.00
5000 m/z 43.10 30.50%
15.0 127.0
ot e
miz--> 50 100 150 200 250
Abundance #14581: Hexane, 2,2,4-trimethyl- —
57.0 14.00
m/z 41.10 25.69%
h M
0 26&0“\ i \‘ 113'0
e —
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Octane, 2,2,6-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.989 37.44 ug/l 995347 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 59
2 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 53
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 53
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 53
5 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 53
Abundance Scan 1996 (13.989 min): VY009594.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1
- w
‘ 85.1 14.00
126.2 .
0 Mw\‘m‘HMW‘W‘:M_“m_1??‘1‘”_19?‘4?‘2_"1?_"?FZT m/z 56.10  35.86%
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 T
14.00
m/z 71.10 31.63%
85.0
. 2?\'0“ 0 oo
H\‘HH‘H\ ‘HH‘\\H‘\\H‘\H\‘\H\‘HH‘HH‘HH‘\\H‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance
57.0
—
14.00
5000 m/z 43.10 23.02%
290 850 1270
0Lt e e
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #22137: Hexane, 2,2,5,5-tetramethyl- P
57.0 14.00
m/z 41.10 20.91%
B M
o 27.0” . 850 1270
A e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 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 Dodecane, 2,6,11-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.385 87.11 ug/1 2315680 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 72
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
3 Decyl octyl ether 270 C18H380 1000406-38-3 59
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 53
Abundance Scan 2061 (14.385 min): VY009594.D\data.ms (-2055) (- m/z 57.10 100.00%
57.1
— ——
‘ 85.1 1132 1492 14.00 14.50
Oberr e e L LT 18832073 s g1 10 52.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 — —
14.00 14.50
290 oo 1130 m/z 56.10 25.51%
O \\\‘\‘\‘\\"‘\\\“‘\\H‘\\‘i‘.\\\‘\\1\‘\\;ﬁz\.\q\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
— ——
14.00 14.50
5000 m/z 43.10 20.93%
85.0
29.0
o 1130 41410 169.0 197.0
R o A a et o b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #161354: Decyl octyl ether “ T
57.0 14.00 14.50
m/z 41.10 20.89%
5000
83.0
29.0 112.0
L 1400
O brrr ey e e e e — e
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 : VY009594.D

Acqg On : 19 Jul 2022 17:02
Operator : KP/MD

Sample : N3651-05

Misc : 6.08g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 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 71.5 ug/l 1899690 4 13.422 1329220 50.0
Decane, 2-methyl- 12.837 81.4 wug/l 2164960 4 13.422 1329220 50.0
Decane, 2,2-dim... 13.068 91.7 wug/l 2438550 4 13.422 1329220 50.0
Dodecane, 2,2,1... 13.172 25.3 wug/l 671283 4 13.422 1329220 50.0
Pentan-2-yl 2-m... 13.282 240.0 ug/l 6380530 4 13.422 1329220 50.0
Octane, 2,6-dim... 13.477 223.9 wug/l 5951190 4 13.422 1329220 50.0
Sulfurous acid,... 13.642 56.2 ug/l 1493870 4 13.422 1329220 50.0
unknown13.959 13.959 22.8 ug/l 606994 4 13.422 1329220 50.0
Octane, 2,2,6-t... 13.989 37.4 ug/l 995347 4 13.422 1329220 50.0
Dodecane, 2,6,1... 14.385 87.1 wug/l 2315680 4 13.422 1329220 50.0
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