LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y033023S.M

Title : SW846 8260

Signal : TIC: VY@l1l3171.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.716 465 475 489 rVB2 8913 25559 2.87% 0.403%
2 7.716 956 967 973 rBV 72555 172942 19.45% 2.729%
3 7.789 973 979 992 rVB 117416 262109 29.47% 4.137%
4 8.143 1026 1037 1048 rBV 69345 154770 17.40%  2.443%
5 8.691 1118 1127 1139 rBV 172318 342157 38.47% 5.400%
6 9.746 1293 1300 1310 rVB3 4849 10779 1.21% 0.170%
7 10.112 1351 1360 1365 rBV 47607 85409 9.60% 1.348%
8 10.179 1365 1371 1379 rVB 284790 487834 54.86% 7.699%
9 10.636 1440 1446 1454 rVvV2 15609 26508 2.98% 0.418%
10 10.715 1454 1459 1464 rVB 6833 11562 1.30% 0.182%
11 10.801 1467 1473 1480 rBV2 10004 17673 1.99% 0.279%
12 10.904 1480 1490 1498 rBV 16609 34886 3.92% 0.551%
13 11.246 1542 1546 1549 rBV3 7078 12895 1.45% 0.204%
14 11.374 1561 1567 1570 rBV2 8146 14078 1.58% 0.222%
15 11.410 1570 1573 1578 rVVv2 7332 11660 1.31% 0.184%
16 11.490 1578 1586 1591 rVV2 312955 575803 64.75% 9.087%
17 11.563 1591 1598 1604 rVB 56076 120802 13.58% 1.906%
18 11.746 1622 1628 1639 rVB 45410 78190 8.79% 1.234%
19 11.892 1639 1652 1655 rBV9 8650 27612 3.10% 0.436%
20 11.941 1655 1660 1663 rVV2 26351 42535 4.78% 0.671%
21 12.008 1667 1671 1676 rVV 18354 28308 3.18% 0.447%
22 12.117 1682 1689 1696 rVB2 43840 89736 10.09% 1.416%
23 12.197 1696 1702 1705 rBV2 17546 33203 3.73% 0.524%
24 12.355 1723 1728 1730 rBV2 15517 26289 2.96% 0.415%

25 12.465 1740 1746 1755 rVB2 396076 889315 100.00% 14.035%

26 12.569 1755 1763 1768 rBV2 28075 71416 8.03% 1.127%
27 12.623 1768 1772 1783 rVB 88008 189936 21.36%  2.998%
28 12.764 1792 1795 1798 rBV2 11326 13532 1.52% 0.214%
29 12.831 1799 1806 1813 rBV2 62363 132927 14.95%  2.098%
30 12.953 1822 1826 1829 rBV5 11974 20010 2.25% 0.316%
31 13.008 1831 1835 1837 rwv2 22606 40035 4.50% 0.632%
32 13.068 1837 1845 1856 rVB 150815 306775 34.50% 4.841%
33 13.178 1856 1863 1867 rBV 59547 98671 11.10% 1.557%
34 13.282 1872 18860 1885 rVV 223304 375370 42.21% 5.924%
35 13.355 1889 1892 1895 rVWV 21081 31972 3.60% ©.505%

36 13.422 1895 1903 1908 rVV 287365 520843 58.57%  8.220%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y033023S.M
Title : SW846 8260
37 13.477 1908 1912 1923 rVB 203058 437412 49.19% 6.903%
38 13.642 1928 1939 1947 rVwV 82649 160002 17.99%  2.525%
39 13.715 1947 1951 1955 rVVv5 9310 19487 2.19% 0.308%
40 13.782 1958 1962 1966 rVv3 18753 37798 4.25% 0.597%
41 13.831 1966 1970 1975 rVB3 18270 33667 3.79% ©.531%
42 13.959 1986 1991 1994 rvv3 18793 35120 3.95% ©.554%
43 13,995 1994 1997 2006 rVB2 20961 43377 4.88% 0.685%
44 14.141 2015 2021 2024 rBV4 8525 19648 2.21% ©.310%
45 14.385 2054 2061 2069 rBV2 45946 100933 11.35% 1.593%
46 14.458 2069 2073 2079 rVV5 5809 10071 1.13% 0.159%
47 14.519 2079 2083 2087 rvv2 6855 10444 1.17% ©.165%
48 14.568 2087 2091 2096 rvVB7 6449 10967 1.23% ©.173%
49 15.221 2193 2198 2205 rVB5 7374 13510 1.52% 0.213%
50 15.312 2205 2213 2220 rBV 9569 19859 2.23% 0.313%
Sum of corrected areas: 6336396
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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\VY040323\

: VYO13171.D

: 03 Apr 2023 13:24

: KP/MD

: 02163-02

: 5.41g/5.0mL/MSVOA_Y/SOIL
: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24

Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 1 Octane, 2,2,6-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.563 10.49 ug/l 120802  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 78
2 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 78
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 72
4 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 72
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 72

Abundance Scan 1598 (11.563 min): VY013171.D\data.ms (-1591) (- m/z 57.10 100.00%
57.1
5000 M
A —~—
391 ‘ 85‘-1 1272 11.50
Ol bl m/z 56.18 47.88%
miz--> 20 40 60 80 100 120 140 160
Abundance #33105: Octane, 2,2,6-trimethyl-
57.0
5000 AL J/b‘\”
11.50
m/z 41.10 25.99%
29.0 85.0
Ot T \‘\‘\ porT \““ T | \‘\ T \H‘ \1\1\3\.9\ T \1\4“1\9\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #22094: Octane, 2,2-dimethyl-
57.0
T \
11.50
5000 m/z 71.10 22.71%
29.0 85.0
1 ‘ I ‘ | 127.0
O B B B A BN B e SR
m/z--> 20 40 60 80 100 120 140 160 fj\ﬂv
Abundance #14598: Pentane, 2,2,3,4-tetramethyl- T —
57.0 11.50
m/z 43.05 14.50%
5000
29.0 85.0
ol o L
m/z--> 20 40 60 80 100 120 140 160 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 Octane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.117 7.79 ug/1 89736  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 58
2 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
3 Octane, 2,2-dimethyl- 142 C1leH22 015869-87-1 47
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 47
5 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 47
Abundance Scan 1689 (12.117 min): VY013171.D\data.ms (-1682) (- | m/z 57.10 100.00%
57.1
5000
41.1
85‘-0 us1 12.00 12.50
ob el L L 28R2 0 m/z s6.e5  46.89%
m/z--> 20 40 60 80 100 120 140
Abundance #22104: Octane, 2,6-dimethyl-
57.0
5000
2100 12.00 12.50
m/z 43.10 37.41%
85.0 113.0
O \\\‘2\6‘.\9\\“‘\\\““\\M}\‘?.\\\‘\\1‘\‘\1\3\2.\0‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #14597: Pentane, 2,2,3,4-tetramethyl-
57.0
12.00 12.50
5000 m/z 41.10 35.24%
41.0
85.0
0\\\‘\‘\‘\\“‘1H“‘H‘H\\‘\‘\H‘HH‘HH‘H\
miz--> 20 40 60 80 100 120 140
Abundance #22094: Octane, 2,2-dimethyl- T e
57.0 12.00 12.50
m/z 71.10 34.70%
5000 41.0
‘ ‘ 8.0 127.0 A
ob 280\ b R antln e\
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 3 Heptane, 2,2,3,5-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.623  18.23 ug/l 189936 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,3,5-tetramethyl- 156 C11H24 061868-42-6 72
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 72
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 53
4 Acetamide, N-2-propenyl- 99 C5HI9NO 000692-33-1 50
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 50

Abundance Scan 1772 (12.623 min): VY013171.D\data.ms (-1768) (- m/z 57.10 100.00%
57.1
8ot 1250 13.00
39 . .
113.2
om_m‘pm‘_W_““\““““1“"‘1‘2‘“_ m/z 56.10 61.60%
miz--> 20 40 60 80 100 120 140 160
Abundance #33109: Heptane, 2,2,3,5-tetramethyl-
57.0
5000
12.50 13.00
29 0 98.0 m/z 41.10 31.78%
0 M 1179.0 | 141.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160
Abundance #33102: Octane, 2,2,6-trimethyl-
57.0
— =
12.50 13.00
5000 m/z 43.10 28.41%
29.0
o T % e 1m0
1ttt
m/z--> 20 40 60 80 100 120 140 160
Abundance #14608: Pentane, 3-ethyl-2,2-dimethyl- L .
57.0 12.50 13.00
m/z 85.10 17.13%
5000
29 0
0 L J 830 1130
‘H‘HH_H_H“HH‘HH‘HH‘HH“ e
m/z--> 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.831 12.76 ug/l 132927 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
2 Tetradecane 198 C14H30 000629-59-4 78
3 Tetracosane 338 C24H50 000646-31-1 78
4 Heneicosane 296 C21H44 000629-94-7 78
5 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 72
Abundance Scan 1806 (12.831 min): VY013171.D\data.ms (-1799) (- m/z 57.10 100.00%
57.1
112.2 = —
‘ ‘ “ 12.50 13.00
ol MA Ll L 1842wz 71.10  74.65%
miz-> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 = -
12.50 13.00
m/z 43.10 67.79%
0 L‘ b ‘\ % 1410 1830 2300 2960
\\\‘ \\\\\\\\1\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #74006: Tetradecane
57.0
- T
12.50 13.00
5000 m/z 85.05 47 .24%
L1 ae0 o
ot e
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane e =
57.0 12.50 13.00
m/z 41.10 40.66%
5000
99.0
oLl Ll i ) 1410 1830 2250 2670 38
T A T T e =
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 Undecane, 2,2-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.069  29.45 ug/l 306775 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,2-dimethyl- 184 C13H28 017312-64-0 72
2 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 72
3 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 72
4 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
5 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 64
Abundance Scan 1845 (13.068 min): VY013171.D\data.ms (-1837) (- m/z 57.10 100.00%
57.1
H 85.0 13.00
5.0 1131 :
b LT IS2 m/z se.10 41.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59077: Undecane, 2,2-dimethyl-
57.0
5000 = :
13.00
m/z 41.10 23.58%
29.0
o 0L 850 1260 1690
\\\’\\\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl-
57.0
T \
13.00
5000 m/z 43.10 23.02%
29.0
L) 880 1120 4550
Ot b e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl- O
57.0 13.00
m/z 71.10 13.83%
5000
29.0 85.0
e e e e e e e e e e e
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\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 Heptane, 4-ethyl-2,2,6,6-te... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.178 9.47 ug/l 98671 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 64
2 Undecane, 2,2-dimethyl- 184 C13H28 017312-64-0 64
3 Tetradecane, 2,2-dimethyl- 226 C1l6H34 059222-86-5 59
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 59
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 53

Abundance Scan 1863 (13.178 min): VY013171.D\data.ms (-1856) (- m/z 57.10 100.00%

57.1
5000

— T
‘ 85.0 1121 13.00 13.50

“H“m“‘_m‘wJ‘H\‘AM‘H“‘E$§ﬁ“W“‘W“‘W m/z 56.10  37.55%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59112: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0

5000 — L=
13.00 13.50

m/z 41.10  23.35%

29.0
\‘\\\\‘H\\\"\\‘\\8‘5\\9\‘%}\3\?\\\\‘\\\\‘]_\6\9\9‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59077: Undecane, 2,2-dimethyl-
57.0

o

o

13.00 13.50
5000 m/z 43.10 20.30%
o 2900 | 850 1260  169.0
P e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107240: Tetradecane, 2,2-dimethyl- . —
57.0 13.00 13.50

m/z 71.10 15.66%

5000
o 2901 | 850 1430 1410 1680 2110
‘ 8

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

82Y033023S.M Tue Apr 04 13:02:14 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 Nonane, 3-methyl-5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.282 36.03 ug/l 375370  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
2 Nonadecane 268 C19H40 000629-92-5 64
3 Pentan-2-yl 2-methylbutanoate 172 C1eH2002 1000372-71-7 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 50
Abundance Scan 1880 (13.282 min): VY013171.D\data.ms (-1872) (- m/z 57.10 100.00%
57.1
o T M
= —
‘ ‘ 127.1 13.00 13.50
b d b L 1858wz 71.10  64.80%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
5000 e Y
85.0 13.00 13.50
29.0 m/Z 43.10 47 .88%
112.0141.0
0 ‘\‘\‘\\“‘\\\‘h“\\“}\‘w‘\H“‘\\‘1‘\‘\“\Hi\\\\‘\\\l\g‘ﬁlg‘\\\\‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0
. —
13.00 13.50
m/z 85.10 45.31%
5000 85.0
29.0
A e e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #47052: Pentan-2-yl 2-methylbutanoate T T
57.0 85.0 13.00 13.50
m/z 41.10 35.70%
) M
129.0
Ol el b o A 2570 Sal L
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 Hexane, 2,2,5,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.477  41.99 ug/l 437412  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, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 53
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 53
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 50
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
Abundance Scan 1912 (13.477 min): VY013171.D\data.ms (-1908) (- m/z 57.10 100.00%
57.1
—=
‘ “ 85.0 113.2 13.50
Ol 2992 20Ty, s6.10  40.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 T
13.50
290 ‘ oo 113.0 m/z 43.10 30.33%
O \\\‘\‘\‘\\“M\\“‘\WH}\‘{‘\\\‘\\1‘\’\\;‘\4;2\.\0\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22136: Hexane, 2,2,5,5-tetramethyl-
57.0
—=
13.50
5000 m/z 71.10 26.92%
0 ‘m‘ \‘\ 850 12?0
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl- =
57.0 13.50
m/z 41.10 25.42%
5000
29.0
ol lmo mso e
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\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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 Sulfurous acid, hexyl penty... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.642 15.36 ug/l 160002 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
2 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 52
3 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 50
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 50
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 50

Abundance Scan 1939 (13.642 min): VY013171.D\data.ms (-1928) (- m/z 57.10 100.00%
57.1

5000
85.1

Vo
39‘ L” | 1121 1412 13.50 14.00
L il I

el all

I 168.3
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0

ot et 22 - m/z 71.10 97.47%

o

5000 Y e
85.0 13.50 14.00
20.0 m/z 43.10 63.58%
112.0 141.0
0 ‘\‘\‘H“‘H\‘ \‘w‘\\\“‘\\‘1‘\’\“\\\“\\\\‘\\\;‘8\4.\0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #117906: Sulfurous acid, hexyl pentyl ester
43.0 85.0
—= ~
13.50 14.00
5000 m/z 56.10 56.99%
ol ot 111.0 1870 167.0
e e T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester —= S
57.0 13.50 14.00

m/z 41.10 43.91%

5000
112.0
29.0 STO 157.0
Ll s ‘\

T —
m/z--> 200 40 60 80 100 120 140 160 180 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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, 2,6,10-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.385 9.69 ug/l 100933  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 53
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 50
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 50
Abundance Scan 2061 (14.385 min): VY013171.D\data.ms (-2054) (| m/z 57.10 100.00%
57.1
o MW
— .
\L 85.1 11‘3-1 149.2 14.00 14.50
bt s T 1838 g1 10 s1.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 L -
85.0 14.00 14.50
m/z 41.10 28.66%
29.0 127.0
(O T \“\‘1 \“‘1 T \‘ T “1‘\ T }‘\" T U\ T \“\ T \]\-5\5\‘0\ T \]\_8‘§\0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22103: Octane, 2,6-dimethyl-
57.0
— ——
14.00 14.50
5000{ 290 m/z 43.10 26.84%
85.0 113.0
‘ ' 142.0
0“‘1";M‘Nm“ﬁw“ﬁ“‘,“d“‘u“““““““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 14.00 14.50
m/z 56.10 26.21%
5000
29.0
113.0
0 “ [l \L illy 85\0 | 142.0
et — —
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40323\
Data File : VY@13171.D

Acqg On : 03 Apr 2023 13:24
Operator : KP/MD

Sample : 02163-02

Misc : 5.41g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y033023S.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, 2,2,6-t... 11.563 10.5 ug/l 120802 3 11.490 575803 50.0
Octane, 2,6-dim... 12.117 7.8 ug/l 89736 3 11.490 575803 50.0
Heptane, 2,2,3,... 12.623  18.2 ug/l 189936 4 13.422 520843 50.0
Heptadecane, 2,... 12.831 12.8 ug/l 132927 4 13.422 520843 50.0
Undecane, 2,2-d... 13.069 29.4 ug/l 306775 4 13.422 520843 50.0
Heptane, 4-ethy... 13.178 9.5 ug/l 98671 4 13.422 520843 50.0
Nonane, 3-methy... 13.282 36.0 ug/l 375370 4 13.422 520843 50.0
Hexane, 2,2,5,5... 13.477  42.0 ug/l 437412 4 13.422 520843 50.0
Sulfurous acid,... 13.642 15.4 ug/l 160002 4 13.422 520843 50.0
Dodecane, 2,6,1... 14.385 9.7 ug/l 100933 4 13.422 520843 50.0
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