LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 15 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\82Y090924S.M

Title : SW846 8260

Signal : TIC: VYQ19467.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.092 52 61 62 rBV5 19115 45152 13.65% 2.041%
2 7.628 958 969 975 rBV2 44261 108235 32.71% 4.892%
3 7.707 975 982 991 rw 95016 226598 68.48% 10.242%
4 8.055 1032 1039 1051 rBV2 36174 84937 25.67%  3.839%
5 8.610 1123 1130 1139 rBV 131414 267273 80.78% 12.081%
6 10.103 1369 1375 1384 rBV 187905 330881 100.00% 14.956%
7 10.518 1440 1443 1446 rVV5 2437 3912 1.18% 0.177%
8 11.414 1584 1590 1602 rVB 145670 247147 74.69% 11.171%
9 11.640 1619 1627 1636 rBV6 11479 23247 7.03% 1.051%
10 11.938 1673 1676 1679 rBV5 2939 4216 1.27% 0.191%
11 12.048 1691 1694 1698 rBV5 3215 4403 1.33% 0.199%
12 12.133 1703 1708 1710 rBVS5S 2226 3945 1.19% 0.178%
13 12.164 1710 1713 1719 rVB7 3433 5411 1.64% 0.245%
14 12.249 1722 1727 1732 rBV9 2379 5920 1.79% 0.268%
15 12.310 1734 1737 1739 rBvV4 2689 3463 1.05% 0.157%
16 12.408 1744 1753 1764 rVB 97817 170751 51.60% 7.718%
17 12.585 1781 1782 1788 rVB5 3099 4191 1.27% 0.189%
18 12.658 1788 1794 1799 rBV7 8977 18486 5.59% 0.836%
19 12.731 1802 1806 1811 rVvV2 31689 47735 14.43% 2.158%
20 12.786 1812 1815 1818 rVB5 3197 5320 1.61% 0.240%
21 12.895 1827 1833 1838 rBV7 4524 11877 3.59% 0.537%
22 12.969 1842 1845 1849 rVVé 3135 5269 1.59% 0.238%
23 13.048 1852 1858 1862 rBV 9964 16480 4.98% 0.745%
24 13.237 1885 1889 1892 rVV6 4288 7571  2.29% ©.342%
25 13.286 1893 1897 1900 rVVé6 6177 10001 3.02% 0.452%
26 13.347 1901 1907 1916 rVB2 106355 168846 51.03% 7.632%
27 13.426 1916 1920 1923 rVB5 2815 3648 1.10% 0.165%
28 13.462 1923 1926 1929 rVB5 2797 3835 1.16% 0.173%
29 13.529 1933 1937 1938 rBV4 3405 4360 1.32% 0.197%
30 13.597 1943 1948 1949 rBV5 4033 5629 1.70% 0.254%
31 13.615 1949 1951 1955 rvB3 5717 6967 2.11% ©.315%
32 13.670 1955 1960 1965 rBv4 14117 22839 6.90% 1.032%
33 13.743 1970 1972 1975 rVV4 3732 5319 1.61% 0.240%
34 13.804 1979 1982 1984 rVvv4 3259 4245 1.28% 0.192%
35 13.834 1986 1987 1992 rvv5 4601 7330 2.22% 0.331%
36 13.883 1992 1995 2002 rVBS8 7424 12997 3.93% 0.587%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 15 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\82Y090924S.M
Title : SW846 8260
37 13.999 2008 2014 2020 rBv8 7005 15152 4.58% ©.685%
38 14.066 2020 2025 2030 rvv9 4267 10389 3.14% 0.470%
39 14.127 2030 2035 2037 rVB6 4176 5466 1.65% 0.247%
40 14.176 2038 2043 2049 rBV8 9359 17298 5.23% 0.782%
41 14.340 2067 2070 2074 rVB6 8144 9479 2.86% ©.428%
42 14.395 2076 2079 2086 rVB8 5803 12340 3.73% 0.558%
43 14.535 2097 2102 2106 rBV8 7815 14702 4.44% 0.665%
44 14.596 2106 2112 2116 rBV7 9518 21605 6.53% ©.977%
45 14.645 2117 2120 2127 rVB9 14932 26026 7.87% 1.176%
46 14.761 2136 2139 2142 rBV4 11637 16517 4.99% 0.747%
47 14.791 2142 2144 2147 rVV3 8204 10995 3.32% 0.497%
48 14.846 2151 2153 2158 rVB6 11688 17806 5.38% ©0.805%
49 15.041 2180 2185 2192 rVB6 11310 28895 8.73% 1.306%
50 15.121 2194 2198 2202 rBV7 14284 24311 7.35% 1.099%
51 15.346 2232 2235 2242 rVB8 11999 17896 5.41% ©.809%
52 15.505 2257 2261 2268 rVB7 16625 33637 10.17% 1.520%
53 16.053 2347 2351 2354 rVB6 10959 16752 5.06% ©.757%
54 16.474 2418 2420 2421 rBV2 5920 4644  1.40% 0.210%
Sum of corrected areas: 2212346
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Data Path :
. VY019467.D

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Sep 2024 15:57

: SY/MD

. P3852-04

: 4.99g/5.0mL/MSVOA_Y/SOIL/A

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\

: 15  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

. SW846 8260

: C:\Database\NIST20.L

Time-->

Abundance

150000

100000

50000

0

TIC: VY019467.D\data.ms

2.0

1.80 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

Time-->

Abundance

150000

100000

50000

TIC: VY019467.D\data.ms
10.103

11.414
8.610

7.707

7.6
8.055

11.640
10.518

0

—— —— —— —— —— ——
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Time-->

Abundance

150000

100000

50000

TIC: VY019467.D\data.ms

13.347

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

d

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
VY019467.D

: 09 Sep 2024 15:57

: SY/MD

: P3852-04

: 4.99g/5.0mL/MSVOA_Y/SOIL/A
: 15  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M

. SW846 8260

: 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

2.092

1 unknown2.092

Concentration Rank 2

EstConc Area Relative to ISTD R.T.
9.96 ug/l 45152  Pentafluorobenzene 7.707
Tentative ID MW MolForm CASH# Qual

Hit# of 5

1 2-[5-(Pyridin-3-y1)-1H-1,2,4-tri... 203 C9HIN50
2 Thiocyanic acid, 2-propynyl ester 97 C4H3NS

3 N-Pyrrylcarbinol 97 C5H7NO
4 11-(2-Cyclopenten-1-yl)undecanoi... 252 C16H2802
5 Cis-bicyclo[4.2.0]octane 110 C8H14

1000410-33-9 35
024309-48-6 25
092776-61-9 25
000459-67-6 22
028282-35-1 22

5000

0,
m/z--> 0

Abundance  Scan 61 (2.092 min): VY019467.D\data.ms (-52) (-)
43.1

67.1
90.9

207.0
1191 4551

20 40 60 80 100 120 140 160 180 200

5000

O,
m/z--> 0

Abundance #79286: 2-[5-(Pyridin-3-yl)-1H-1,2,4-triazol-3-ylJacetamide
44.0

160.0

105.0

203.0

‘ 130.0
‘ | ‘ Il |

20 40 60 80 100 120 140 160 180 200

Abundance

5000

12.0

#3305: Thiocyanic acid, 2-propynyl ester
39.0

97.0
70.0

m/z--> 0

20 40 60 80 100 120 140 160 180 200

Abundance

5000

#3323: N-Pyrrylcarbino
67.0
41.0 97.0

m/z 43.10 100.00%

3y

1.80 2.00 2.20 2.40

m/z 55.10 81.70%

3

1.80 2.00 2.20 2.40

m/z 44.00 60.33%

.

1.80 2.00 2.20 2.40

m/z 39.10  59.23%

1

1.80 2.00 2.20 2.40

m/z 57.05 58.75%

t

m/z--> 0

0

20 40 60 80 100 120 140 160 180 200

1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.658 5.47 ug/1 18486 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 58
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 52
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 50
4 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 50
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 49
Abundance Scan 1794 (12.658 min): VY019467.D\data.ms (-1788) (- m/z 105.10 100.00%
105.1
390 70 ‘ . 1250 1300
o‘H_H“Um‘wwwH‘Hw‘wm“wMwmulflﬂl‘u?wH“““‘Z‘??‘l_m_‘z‘??‘f n/z 120.00  25.59%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 -t */\MAA 2
12.50 13.00
770 m/z 76.95 15.90%
w0 LI
O\H‘\H\‘H\\‘HH“HH‘\H‘\”“HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
—— —
12.50 13.00
5000 m/z 39.05 11.53%
77.0
39.0 ‘ I ‘
o‘H_HwH‘wHHuHH_‘uu‘uH‘_H“‘Hwwwwww
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #10715: Benzene, 1,2,3-trimethyl- —— ——
105.0 12.50 13.00
m/z 68.90  10.46%
5000
390 77.0 ‘
] Y N — AL
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.731 14.14 ug/1 47735 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 81
2 Tridecane 184 C13H28 000629-50-5 59
3 Oxalic acid, allyl decyl ester 270 C15H2604 1010309-23-8 53
4 Undecane 156 C1l1H24 001120-21-4 53
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 53

Abundance Scan 1806 (12.731 min): VY019467.D\data.ms (-1802) (- m/z 57.10 100.00%

57.1
5000 85.2

120.0 0 T
142.3 2071 12.50 13.00

e ‘Hu“wﬂ‘Lwﬁ“uw“w“u“u“_“‘ m/z 43.10  85.99%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22068: Decane
43.0

5000 — —
710 12.50 13.00

m/z 41.05 54.00%
L L

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0

T
12.50 13.00

o

o

5000 85.0 m/z 71.10 44, 29%
29.0
oo L L | 20 o 1ss0
H“H“_“w“H“H“H‘w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #160659: Oxalic acid, allyl decyl ester — —
41.0 12.50 13.00

m/z 85.20 38.11%

5000
710
o LT g s

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\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Undecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.670 6.76 ug/1 22839 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 59
2 Nonane 128 C9H20 000111-84-2 53
3 Tridecane 184 C13H28 000629-50-5 50
4 Octane, 2-methyl- 128 C9H20 003221-61-2 50
5 Tetradecane 198 C14H30 000629-59-4 50

Abundance Scan 1960 (13.670 min): VY019467.D\data.ms (-1955) (- m/z 57.10 100.00%
57.1

5000

\ T
13.50 14.00

01 m/z 43.10 81.48%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33080: Undecane
57.0

5000 — e
85.0 13.50 14.00

29.0 m/z 41.05 65.19%

|l | 1130  156.0
O\\\‘\‘\\\‘} ‘\\‘\\‘!\\\H‘\\U\’\\\\‘\\\‘\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance #14521: Nonane

43.0
7 —
13.50 14.00
5000 ITI/Z 71.10 63.77%
85.0
128.0
oﬁ5-¢£,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59026: Tridecane T —
57.0 13.50 14.00
m/z 85.30 33.48%
5000
20.0 85.0
| 1120 1410 184.0 M\W\W
0 H"H"_“‘_‘1wh‘H“‘%,HH“H“_“‘_“W A, ———
miz--> 40 60 80 100 120 140 160 180 13.50 14.00

82Y090924S.M Tue Sep 10 15:20:02 2024 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl4.596 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.596 6.40 ug/1 21605 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-1-silabenzocyclobutene 134 C8H1esi 160841-06-5 38
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 38
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 38
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 35
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 35
Abundance Scan 2112 (14.596 min): VY019467.D\data.ms (-2106) (- m/z 119.05 100.00%
119.1
55.0
5000
208.2 T T
' 168.2 250.8 14.50
0! m/z 55.00 69.00%
miz-> 50 100 150 200 250
Abundance #17489: 1-Methyl-1-silabenzocyclobutene
119.0
5000 —
14.50
43.0 m/z 69.05 56.33%
77.0‘ ‘
ob—— “uh i\m “HH‘\‘ \h“ \‘\‘\u“”h‘ M\ ‘h‘\‘ T
miz--> 50 100 150 200 250
Abundance #17032: Benzene, 1,2-diethyl-
119.0
L \
14.50
5000 m/z 97.10 47 .64%
39.0 77.0
oL Uwuw‘m NJWHJ‘\“‘ N
miz--> 50 100 150 200 250
Abundance #17031: Benzene, 1,4-diethyl- T
119.0 14.50
m/z 41.10 42.82%
5000 \/\MW
41.0 7.0 ‘
R S— .
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl4.645 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.645 7.71 ug/1 26026 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 35
2 Bicyclo[3.3.1]nonan-3-one, 7-(am... 167 C10H17NO 056701-31-6 11
3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 10
4 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 10
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 10

Abundance Scan 2120 (14.645 min): VY019467.D\data.ms (-2117) (- m/z 57.05 100.00%
57.0

5000 i WM

7
14.50 15.00
0" m/z 95.10  48.79%

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #90085: Tetradecanal
57.0

5000

7
14.50 15.00
m/z 55.10 48.68%

O\H‘\‘}H‘i“\\ r
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #42430: Bicyclo[3.3.1]nonan-3-one, 7-(aminomethyl)-
30.0

95.0
— ;
14.50 15.00
5000 m/z 41.10 44 ,53%
138.0
67.0 ‘ 167.0

Ol \‘i“‘u\huh‘ \”‘1“1‘\“‘1“‘!\‘1“!“\‘1“”‘!uH‘\M\‘H‘h\‘\m‘\m‘\m‘\m‘u

m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester e ——
57.0 14.50 15.00

m/z 43.10 42.96%

- MWWM
85.0 113.0

0 Ll “\ wh\ \H | \‘ 141.0 2390
T T T T T T T T T T T T T T T T T [T T

7 ‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl5.041 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.041 8.56 ug/1 28895 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(3-Carboxy-4-hydroxyphenyl)-D-... 225 C10H11NO5 004303-95-1 27
2 Oxime-, methoxy-phenyl-_ 151 C8H9NO2 1000222-86-6 25
3 2-Adamantanol, 4-bromo- 230 C10H15Bro0 019213-97-9 16
4 Benzamide, 4-ethyl-N-butyl- 205 C13H19NO 1000419-66-2 14
5 1,4-Bis[methyl(trimethylene)sily... 258 C12H2602Si2 1000217-00-3 12
Abundance Scan 2185 (15.041 min): VY019467.D\data.ms (-2180) (| m/z 133.00 100.00%
133.0
55.1 78.9
5000
182.1
R \
4 209.2 15.00
0" m/z 151.30 62.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #104974: 3-(3-Carboxy-4-hydroxyphenyl)-D-alanine
133.0
5000 44.0 \ T \
15.00
77.0 m/z 78.90 58.74%
‘ ‘ 106.0 62.0 208.0
0 \2\0‘91 \H”‘\“\“U‘\“‘\ k \“‘\h“\ \‘”\ T “1”‘\ T \L\ T 1T N\ T \H| T \H TT “\‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28789: Oxime-, methoxy-phenyl-_
138.0
R \
15.00
5000 m/z 55.10 57.76%
42.0 73.0
bl 2020,
oS T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #110807: 2-Adamantanol, 4-bromo- —— ‘
133.0 15.00
91.0 m/z 96.05 53.18%
5000
41.0 67.0
0 bbbl b e 2320 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl5.121 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.121 7.20 ug/1 24311 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl octyl ether 410 C28H580 1000406-38-8 27
2 Pentyl tetradecyl ether 284 C19H400 1000406-41-7 22
3 Pentyl tetracosyl ether 424 C29H600 1000406-42-2 22
4 Pentyl tetratriacontyl ether 565 C39H800 1010406-42-7 22
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 14
Abundance Scan 2198 (15.121 min): VY019467.D\data.ms (-2194) (- m/z 57.10 100.00%
57.1
5000 W}W\MN
—— —
162.1 209.2 260.1 15.00 15.50
0! : m/z 71.10 67.85%
miz--> 50 100 150 200 250 300 350
Abundance #308229: Eicosyl octyl ether
57.0
5000 —r ——
15.00 15.50
F? 0 m/z 55.10 45.14%
O \“\ ‘\“ ‘H\ “‘ ‘ L‘ \m \;-\4}‘0\ ]\-8\3\()‘ \22\5\0\’ \2\8\]_\0’ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #179260: Pentyl tetradecyl ether
71.0
—— —
15.00 15.50
5000 m/z 43.00 44.73%
29. ‘ ‘
L g0 WWMW
m/z--> 50 100 150 200 250 300 350
Abundance #315393: Pentyl tetracosyl ether T T
71.0 15.00 15.50
m/z 69.10 31.97%
11.0
Nawal| H‘ L 1530195.0 238.0 2800  330.0
““‘ e - T —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl5.346 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.346 5.30 ug/l 17896 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 44
2 1H-Naphthalen-2-one, 3,4,5,6,7,8... 180 C12H200 1010164-27-1 35
3 1-Cyclohexylnonene 208 C15H28 114614-84-5 25
4 Naphthalene, decahydro-1,4a-dime... 208 C15H28 030824-81-8 25
5 9,10-Dihydrodeoxynivalenol 298 C15H2206 123505-36-2 22
Abundance Scan 2235 (15.346 min): VY019467.D\data.ms (-2232) (- | m/z 69.00 100.00%
69.0 109.0
5000 180.0
45.3
H H ‘ 2322 283.( 15.00 15.50
ol “h | 1 H ‘ ol m/z 1e9.00  89.91%
miz--> 100 150 200 250
Abundance #13271: Cyclopentane, (2-methylpropyl)-
69.0
5000 — ——
390 15.00 15.50
‘ ‘ 111.0 m/z 67.05 87.94%
0 T T M\ !‘ “‘H \‘ H\‘ T “‘ \‘ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #54934: 1H-Naphthalen-2-one, 3,4,5,6,7,8-hexahydro-4a
109.0
— ——
41.0 15.00 15.50
5000 180.0 m/z 55.00  82.31%
90 H 470‘
0! H ‘H i “ e e
miz--> 50 100 150 200 250
Abundance #85358: 1-Cyclohexylnonene — ——
55.0 15.00 15.50
m/z 83.15 76.67%
96.0
5000
‘ 208.0
ob— | — e
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : 09 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 unknownl15.505 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.505 9.96 ug/l 33637 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-2-(2-oxopropyl)furan 138 C8H1002 087773-62-4 45
2 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 41
3 2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 036169-67-2 38
4 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 30
5 3,5-Decadiene, 2,2-dimethyl-, (Z... 166 C12H22 055638-50-1 25
Abundance Scan 2261 (15.505 min): VY019467.D\data.ms (-2257) (|  m/z 81.00 100.00%
41.1 810
165.2
5000 109.1
281.C 15,50 |
I 93.3 ' 15.50
[y m/z 95.10  95.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19968: 3-Methyl-2-(2-oxopropyl)furan
57.0
5000 95.0 — ‘
15.50
m/z 41.10 90.78%
L] || s
O ’HH‘\H ‘HH‘HH‘HH“\\H“‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-

81.0
166.0 — :
15.50
5000 41.0 m/z 57.10 77 .61%
109.0
H 137.0
0,ﬂ«“WWMwMW:NH‘NWLHM‘JWJHW‘HW‘HW‘HW‘HW‘HW‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41149: 2-(1-Hydroxycyclohexyl)-furan ——
81.0 15.50
m/z 69.10 75.45%
5000{ 43.0
166.0
bt 127
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090924\
Data File : VY019467.D

Acqg On : @9 Sep 2024 15:57
Operator : SY/MD

Sample : P3852-04

Misc : 4.99g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S .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|
unknown2.092 2.092 10.0 ug/l 45152 1 7.707 226598 50.0
Benzene, 1l-ethy... 12.658 5.5 ug/l 18486 4 13.347 168846 50.0
Decane 12.731 14.1 ug/l 47735 4 13.347 168846 50.0
Undecane 13.670 6.8 ug/l 22839 4 13.347 168846 50.0
unknownl14.596 14.596 6.4 ug/l 21605 4 13.347 168846 50.0
unknown14.645 14.645 7.7 ug/l 26026 4 13.347 168846 50.0
unknown15.041 15.041 8.6 wug/l 28895 4 13.347 168846 50.0
unknown15.121 15.121 7.2 ug/l 24311 4 13.347 168846 50.0
unknown15. 346 15.346 5.3 ug/l 17896 4 13.347 168846 50.0
unknown15.505 15.505 10.0 ug/l 33637 4 13.347 168846 50.0
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