LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample 1 M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS Vvial : 21  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\82Y102221S.M

Title : SW846 8260

Signal : TIC: VY@06587.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.229 61 67 77 rVB 49913 86431 1.05% ©.129%
2 3.954 339 350 366 rBV2 64185 180961 2.19% 0.270%
3 6.990 837 848 863 rBV2 36461 119852 1.45% 0.179%
4 7.728 957 969 974 rBV 97865 232689 2.82% 0.347%
5 7.795 974 980 989 rVB 177696 392430 4.76% 0.585%
6 8.149 1028 1038 1047 rBV 117815 262839 3.19% 0.392%
7 8.697 1120 1128 1135 rBV 281853 552595 6.70% ©0.823%
8 8.776 1135 1141 1150 rVB 52806 102653 1.24% 0.153%
9 9.142 1193 1201 1214 rVB 45561 98144 1.19% 0.146%
10 9.526 1255 1264 1273 rVB3 45910 115350 1.40% 0.172%
11 9.752 1293 1301 1310 rBvV2 58113 119800 1.45% 0.179%
12 10.118 1356 1361 1366 rVB2 85413 140024 1.70% 0.209%
13 10.185 1366 1372 1383 rVB 459465 798560 9.68%  1.190%
14 10.691 1448 1455 1462 rBV2 70987 143426 1.74% 0.214%
15 10.831 1474 1478 1486 rVB2 104538 193298 2.34% 0.288%
16 10.965 1494 1500 1506 rBV3 58926 139824 1.70%  0.208%
17 11.e87 1515 1520 1526 rVB 56351 97012 1.18% 0.145%
18 11.148 1526 1530 1536 rVV 65908 114948 1.39% 0.171%
19 11.227 1536 1543 1546 rVV2 68730 163310 1.98% 0.243%
20 11.264 1546 1549 1557 rVB2 140366 245498 2.98% 0.366%
21 11.489 1576 1586 1592 rBV 394584 723899 8.78% 1.079%
22 11.544 1592 1595 1597 rBV2 61891 90782 1.10% 0.135%
23 11.745 1621 1628 1633 rBvV2 79765 159728 1.94% 0.238%
24 11.855 1641 1646 1648 rBV3 65048 110304 1.34% 0.164%
25 11.886 1648 1651 1656 rVV3 73629 148087 1.80% 0.221%
26 12.142 1689 1693 1695 rBv4 57816 87794 1.06% 0.131%
27 12.245 1700 1710 1713 rBV4 165961 402613 4.88% 0.600%
28 12.282 1713 1716 1725 rVB4 162707 360418 4.37% 0.537%
29 12.392 1725 1734 1739 rBV4 333718 871075 10.56% 1.298%
30 12.483 1744 1749 1754 rBV3 461685 870194 10.55% 1.297%
31 12.538 1754 1758 1768 rVB3 456675 1278073 15.49%  1.904%
32 12.629 1768 1773 1776 rBV 192291 352368 4.27% 0.525%
33 12.709 1782 1786 1789 rBV 208271 333258 4.04% 0.497%
34 12.788 1794 1799 1803 rBV 406126 677645 8.22% 1.010%
35 12.831 1803 1806 1812 rvv3 120862 252735 3.06% 0.377%

36 12.892 1812 1816 1822 rVWVW5 164571 288194 3.49% 0.429%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample 1 M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS Vvial : 21  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\82Y102221S.M
Title : SW846 8260
37 13.074 1834 1846 1854 rBV2 3951267 8248649 100.00% 12.292%
38 13.142 1854 1857 1859 rVvv2 416300 616507 7.47% ©.919%
39 13.178 1859 1863 1870 rVB3 774171 1429721 17.33% 2.130%
49 13.288 1877 1881 1885 rBV3 398306 603944  7.32%  ©.900%
41 13.355 1887 1892 1897 rVV2 2133555 3524178 42.72% 5.251%
42 13.416 1897 1902 1909 rVB 1522268 3062235 37.12% 4.563%
43 13.513 1909 1918 1922 rBV5 792279 1901343 23.05% 2.833%
44 13.611 1929 1934 1941 rBV5 1183872 2933616 35.56% 4.371%
45 13.678 1941 1945 1948 rVV 697307 1030281 12.49% 1.535%
46 13.721 1949 1952 1957 rVB2 735528 1313039 15.92% 1.957%
47 13.788 1957 1963 1970 rBV2 3997906 6841754 82.94% 10.195%
48 13.855 1970 1974 1980 rBV2 1485684 2328989 28.23% 3.471%
49 13.952 1986 1990 1995 rBv4 347790 654453 7.93% 0.975%
50 14.007 1996 1999 2001 rBv2 311271 336970 4.09% 0.502%
51 14.044 2002 2005 2006 rBv2 398123 438161 5.31% ©.653%
52 14.080 2006 2011 2016 rVB 4126407 5932402 71.92% 8.840%
53 14.184 2025 2028 2034 rVB4 311445 613516 7.44% 0.914%
54 14.269 2037 2042 2043 rBV2 330320 494575 6.00% ©.737%
55 14.379 2053 2060 2064 rBV3 646121 1177467 14.27% 1.755%
56 14.464 2071 2074 2076 rBv2 123373 192902 2.34% 0.287%
57 14.532 2082 2085 2089 rBV 404136 635652 7.71% ©.947%
58 14.617 2095 2099 2104 rVB3 393155 671886 8.15% 1.001%
59 14.721 2111 2116 2118 rBv2 333045 595664 7.22% 0.888%
60 14.757 2118 2122 2133 rVB 1413771 2418162 29.32% 3.603%
61 14.855 2133 2138 2141 rBV3 349327 679027 8.23% 1.012%
62 14.952 2148 2154 2162 rVB7 447501 1230273 14.91% 1.833%
63 15.062 2169 2172 2175 rBvV2 165041 190769 2.31% 0.284%
64 15.220 2194 2198 2202 rVB 302306 452784 5.49% 0.675%
65 15.281 2205 2208 2214 rVB2 325116 596256 7.23% 0.888%
66 15.342 2215 2218 2223 rVB3 221748 330751 4.01% 0.493%
67 15.501 2239 2244 2251 rBV2 1243343 2465399 29.89% 3.674%
68 15.568 2252 2255 2259 rVVW2 377390 618699 7.50% ©.922%
69 15.879 2302 2306 2314 rVB2 309535 762080 9.24% 1.136%
70 16.013 2323 2328 2330 rBV3 254645 479253 5.81% 0.714%
Sum of corrected areas: 67108168
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\

: VY006587.D

: 02 Nov 2021 19:23
: SY/MD

. M4427-04

: 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M
: 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY006587.D\data.ms
5000000
4000000
3000000
2000000
1000000
0 2.229 3.954
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY006587.D\data.ms
5000000
4000000
3000000
2000000
1000000
8.697 10.185 11.489
#P5 : 4
6.990 77285 8149 776 9142 9526 9.752 10.1 10.600 88 amb0sdspe4 11,5441.74
0——— “‘“‘“““‘/ﬁ““““““,-‘&ﬁ@‘“““““/%Q\r‘—‘ﬁﬁ
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY006587.D\data.ms
14.p80
5000000 13.788
13.074
4000000
3000000 13.355 855
|
18.41
2000000 §3§11 14.757 15.501
13,678
3 L sagee 14379 5.568
3 ! SR 14 14.952
1000000 Er I N atego e bt sy, |, 1588013
124 13.142 141784 A“‘A . L5.0 593 ‘ i
oy gk,é‘:, A AN N
0 ‘ ‘12\£ i‘ “ T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 3-Heptene, 4-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.245 27.81 ug/l 402613 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 64
2 2-Methyl-3-ethyl-2-heptene 140 C1oH20 019780-61-1 53
3 2-Ethoxy-2-cyclohexen-1-one 140 C8H1202 029941-82-0 50
4 Semustine 247 C10H18CIN302 ©13909-09-6 47
5 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 38

Abundance Scan 1710 (12.245 min): VY006587.D\data.ms (-1700) (-  m/z 55.10 100.00%
5]:

3.1
97.1
5000
140'2 T ‘ T T ‘ T
‘ ‘ ‘ 12.00 12.50
O bbbl ol L2088 69 10 62.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20685: 3-Heptene, 4-propyl-
55.0
5000 97.0 L — L —
12.00 12.50
140.0 m/z 97.10 59.03%
0\\\\‘\\\\ \\‘i“\“\‘h‘\\”“u\\\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20717: 2-Methyl-3-ethyl-2-heptene
55.0
o =
12.00 12.50
m/z 41.10 46.22%
5000 97.0
140.0
29.0‘
Y 0 ) Y O E———
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #21214: 2-Ethoxy-2-cyclohexen-1-one T —
27.0 55.0 12.00 12.50
m/z 43.10 42.20%
5000 96.0
140.0
om‘wwu m“!m“_“mmwmH_m_m_m — —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 2-Propyl-1-pentanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.392 60.17 ug/1 871075 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
2 Dichloroacetic acid, nonyl ester 254 C11H20C1202 083004-99-3 47
3 2-Piperidinone 99 C5H9NO 000675-20-7 43
4 Hexane, 3-ethyl-2,5-dimethyl- 142 C1eH22 052897-04-8 43
5 Oxirane, (1,1-dimethylbutyl)- 128 C8H160 053907-76-9 35

Abundance Scan 1734 (12.392 min): VY006587.D\data.ms (-1725) (- m/z 57.10 100.00%
57.1

5

5000
99.1
‘
12.00 12.50
154.2
o12312069 m/z 43.10  54.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15686: 2-Propyl-1-pentanol
57.0
5000 T

—
12.00 12.50
m/z 69.10 51.27%

29.0 83.0
(0 D e
O\\\‘\\\\‘\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #139940: Dichloroacetic acid, nonyl ester
43.0 70.0
P e
12.00 12.50
5000 m/z 41.10 46.03%
98.0
ol Ll L ] 0 1710 1060
el Bl el S TR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3904: 2-Piperidinone — —
30.0 12.00 12.50
m/z 55.10 30.59%
99.0
5000
55.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Cyclohexane, 1-methyl-2-pen... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.355 57.54 ug/1 3524180 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 78
2 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 64
3 Cyclohexanepropanoic acid 156 C9H1602 000701-97-3 64
4 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 64
5 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 64

Abundance Scan 1892 (13.355 min): VY006587.D\data.ms (-1887) (- m/z 97.10 100.00%
97.1

P S
| 1372 168.2 13.00 13.50
C
Obrprr il L 2372 | 259 17 5510 44.60%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl-
97.0
55.0
5000 — —
13.00 13.50
27,0 m/z 69.10 32.03%
168.0
O \H’\L\\\‘i“\\\”!“\h“‘\\‘M}\\ “\\‘\]T‘zﬁ.\o\‘\\\\‘\\\\‘HH‘\H\‘HH‘\H\‘H
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #13233: 2-Hexene, 3,4,4-trimethyl-
97.0
55.0
P e
13.00 13.50
5000 ITI/Z 57.10 30.58%
27.0
H ‘ ‘ 126.0
0 m,‘H‘1‘”M““HH‘“”H‘_“H_m_m_m‘uH_m‘mwmw
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #33771: Cyclohexanepropan0|c acid — ——
97.0 13.00 13.50
m/z 41.10 28.89%
55.0
5000
ol Ll
I N 3T R P i Vi
m/z--> 20 40 60 80 100120 140160180 200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl13.513 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.513  31.05 ug/l 1901340 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, 2,2,3,5,6-pentamethyl- 168 C12H24 116164-06-8 46
2 Furan, 2,3-dihydro-4-(1-methylet... 112 C7H120 034314-84-6 38
3 3-Hexene, 3-methyl-, (Z)- 98 C7H14 004914-89-0 38
4 Formaldehyde, (2-butenyl)methylh... 112 C6H12N2 068661-51-8 30
5 3-Methyl-3-hexene 98 C7H14 003404-65-7 25
Abundance Scan 1918 (13.513 min): VY006587.D\data.ms (-1909) (-  m/z 57.10 100.00%
57.1
97.1
5000
T \
13.50
0! m/z 69.10 80.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43594: 3-Heptene, 2,2,3,5,6-pentamethyl-
69.0
125.0
5000 —— :
13.50
29.0 m/z 97.10 74.68%
‘ ‘ ‘ 168.0
O \H‘\‘H\“‘\HH’\“\“HHH\‘\‘\“HH!\‘\‘H\‘\H\’HH’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7475: Furan, 2,3-dihydro-4-(1-methylethyl)-
41.0 97.0
T [
13.50
5000 m/z 41.10 67.75%
0 B —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #3789: 3-Hexene, 3-methyl-, (2)- ——
69.0 13.50
m/z 55.10 56.86%
5000
T MM
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Oxalic acid, cyclohexylmeth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.611 47.90 ug/l 2933620 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 59
2 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 59
3 2-Cyclohexen-1-0l, 1-methyl- 112 C7H120 023758-27-2 58
4 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 53
5 Cyclohexane, (bromomethyl)- 176 C7H13Br 002550-36-9 53

Abundance Scan 1934 (13.611 min): VY006587.D\data.ms (-1929) (- m/z 97.10 100.00%
97.1

55.1
5000
Y e
‘ ‘ e 168.2 13.50 14.00
C
o‘WWm_“MHW_mw:wHH‘H‘“““?9‘7:9“”‘%5‘?: m/z 55.10  69.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance  #196828: Oxalic acid, cyclohexylmethyl octyl ester
97.0

55.0

=

5000
13.50 14.00

m/z 69.10 55.32%

157.0
n\ H \“ M\‘ M\ I A25.0 |

‘HH‘HH‘HH‘\H ‘H‘H‘HH‘”HH‘HH‘HH‘\\H‘HH“\H‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #294050: Sulfurous acid, cyclohexylmethyl pentadecyl es

o

é

97.0
13.50 14.00
5000 ITI/Z 41.10 41.17%
55.0
012290 |y | | 12701550 211.0
R L B R RRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7441: 2-Cyclohexen-1-ol, 1-methyl- —— —
97.0 13.50 14.00
m/z 43.10 26.01%
69.0
T WM/\AJ\}M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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, 1,1'-oxybis- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.788 111.71 ug/1 6841750 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 56
2 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 56
3 Heptyl hexadecyl ether 340 C23H480 1000406-39-4 56
4 Carbonic acid, butyl heptyl ester 216 C12H2403 1000314-63-4 45
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 43

Abundance Scan 1963 (13.788 min): VY006587.D\data.ms (-1957) (- m/z 57.10 100.00%
57.1

—— —
‘ H 97‘1 er 1682 13.50 14.00
o_Mm!wwuw”_‘uWwamwwwm_m_ m/z 43.10  36.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92373: Heptane, 1,1'-oxybis-
57.0
5000 — ——
13.50 14.00
m/z 41.10 35.43%
0 H ‘\‘ | 129.0 171.0
‘\H\‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘\H\‘\H\‘\\H‘\\H‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #215091: Heptyl tetradecyl ether
57.0
— —
13.50 14.00
5000 ITI/Z 70.10 22.17%
83.0
29.0
RARE A e A REaRE SR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #249108: Heptyl hexadecyl ether T T
57.0 13.50 14.00
m/z 55.10 21.07%
5000
970
0\290\‘ i 1\250\155\0 \196\022\40\255\(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl13.855 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.855 38.03 ug/l 2328990 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 38
2 1-Pentanol, 2,2,4-trimethyl- 130 C8H180 000123-44-4 38
3 Trichloroacetic acid, undecyl ester 316 C13H23C1302 074339-49-4 37
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 28

5 2,2-Dimethyl-3-pentanol, chlorod... 228 C9H15C1F202 1000376-26-4 28

Abundance Scan 1974 (13.855 min): VY006587.D\data.ms (-1970) (- m/z 57.10 100.00%

57.1
5000
99.2 50 14100
11 ‘ ] 168.2 sgos 1350 14.00
bl e 1 TP 2808 m/z 41.10 35.26%
miz--> 50 100 150 200 250
Abundance #14545: Heptane, 3,5-dimethyl-
57.0
5000 N ‘ ‘
13.50 14.00
m/z 43.10 32.18%
27.0 99.0
DL [ 1280
O T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #15774: 1-Pentanol, 2,2,4-trimethyl-
57.0
P e
13.50 14.00
5000 m/Z 69.10 30.47%
99.0
210/ ‘
oLt b ol 1 e e e
miz-> 50 100 150 200 250
Abundance #218981: Trichloroacetic acid, undecyl ester — —
570, |97 0 13.50 14.00
m/z 83.10 23.14%
5000
126.0
27.0‘ ‘ ‘
AN BTN EC L S
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Benzene, (1,1-dimethylpropyl)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.080 96.86 ug/l 5932400 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 97
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
3 Benzene, (1-ethylpropyl)- 148 C1l1H16 001196-58-3 86
4 Benzene, tert-butyl- 134 C10H14 000098-06-6 86
5 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 80

Abundance Scan 2011 (14.080 min): VY006587.D\data.ms (-2006) (-  m/z 119.10 100.00%
119.1
91.1
5000
T \
a1 14‘8-2 14.00
Oberrrer b bl L4702 2081 1p 91 10 69.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000 — :
14.00
m/z 148.20 14.04%
41.0 148.0
0?‘\5\.(‘)\‘\‘\\"\\“i‘\G“S\‘.\O\\““\\1\“i‘uw\H‘\‘\!H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
T \
14.00
5000 m/z 77.10 11.79%
91.0 148.0
BT N A
e S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26358: Benzene, (1-ethylpropyl)- T ‘
91.0 14.00
m/z 41.10 10.12%
119.0
5000
148.0
41.0
o150, 1 O e .
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Benzene, (1,1-dimethylbutyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.757  39.48 ug/l 2418160 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylbutyl)- 162 C12H18 001985-57-5 91
2 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 90
3 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 72
4 Benzene, tert-butyl- 134 C10H14 000098-06-6 72
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 72

Abundance Scan 2122 (14.757 min): VY006587.D\data.ms (-2118) (- m/z 119.10 100.00%
1

119.
5000
411 771 162.2 14.50 15.00
ol gl 19622321 2810 L, g1 19 5p.04%
miz--> 50 100 150 200 250
Abundance #37946: Benzene, (1,1-dimethylbutyl)-
119.0
5000 — LA
14.50 15.00
41.0 m/z 105.10 12.71%
77.0 162.0
O T L T ‘H\ ‘\‘ “ T L T M\ \‘ “‘ T Hl T T ‘ \‘ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #87308: (6-Chloro-2-methylhexan-2-yl)benzene
119.0
P —
14.50 15.00
5000 ITI/Z 41.10 11.64%
41.0 77.0
o HO TN L asv0 200 WW
miz--> 50 100 150 200 250
Abundance #131100: Benzene, (1,1-dimethyldecyl)- T —
119.0 14.50 15.00
m/z 77.10 10.02%
5000
41.0
ol i 799 | 1580 2070 2460 e LS
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Cyclopentanecarboxylic acid... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.501 40.25 ug/l 2465400 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 78
2 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 72
3 2,2,3,3-Tetramethylcyclopropanec... 238 C15H2602 1010221-97-5 64
4 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 64
5 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 64

Abundance Scan 2244 (15.501 min): VY006587.D\data.ms (-2239) (- m/z 97.10 100.00%
97.1

5000
57.1

910.3 15.50
‘H m Al 12521542 \ 2808 m/z s57.10  27.37%

%

o

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #246423: Cyclopentanecarboxylic acid, 4-hexadecyl este

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #121133: 2,2,3,3-Tetramethylcyclopropanecarboxylic acic
97.0

910 \M\/\/M
5000 — |
41.0 15.50
m/z 55.10 26.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31030: Cyclohexanone, 3-butyl-
97.0
T
15.50
5000 m/z 69.10 22.87%
55.0
‘ 154.0
025 I H \\‘\ 1l \‘ \;25'0
et e e e e e e
T

15.50
55.0 m/z 41.10 22.57%
5000
127.0
o‘,“1““““‘M‘\‘h“"M‘ul“Hw‘m“”w‘l???‘_‘2‘%3‘9,””_”” —
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\VY110221\
Data File : VY006587.D

Acqg On : 02 Nov 2021 19:23

Operator : SY/MD

Sample : M4427-04

Misc : 4.09G/5ML/MSVOA_Y/SOIL FDR-BH-4-20211029-7.5-8M

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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|
3-Heptene, 4-pr... 12.245 27.8 ug/l 402613 3 11.496 723899 50.0
2-Propyl-1-pent... 12.392 60.2 ug/l 871075 3 11.496 723899 50.0
Cyclohexane, 1-... 13.355 57.5 ug/l 3524180 4 13.428 3062240 50.0
unknownl13.513 13.513 31.1 ug/l 1901340 4 13.428 3062240 50.0
Oxalic acid, cy... 13.611 47.9 ug/l 2933620 4 13.428 3062240 50.0
Heptane, 1,1'-o0... 13.788 111.7 ug/l 6841750 4 13.428 3062240 50.0
unknown13.855 13.855 38.0 ug/l 2328990 4 13.428 3062240 50.0
Benzene, (1,1-d... 14.080 96.9 wug/l 5932400 4 13.428 3062240 50.0
Benzene, (1,1-d... 14.757 39.5 ug/l 2418160 4 13.428 3062240 50.0
Cyclopentanecar... 15.501 40.3 ug/l 2465400 4 13.428 3062240 50.0
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