LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VD071045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\82D110921S.M

Title : SW846 8260

Signal : TIC: VDO71045.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.156 370 380 392 rBvV2 17294 46892 1.71% ©0.167%
2 7.914 1008 1019 1024 rBV2 87252 202166 7.38% 0.721%
3 7.979 1024 1030 1040 rVB3 94893 217118 7.92% 0.774%
4 8.326 1078 1089 1104 rVB2 100992 235007 8.58% 0.838%
5 8.861 1172 1180 1191 rBV 204672 407237 14.86% 1.452%
6 10.338 1422 1431 1444 rBV 250662 465912 17.00% 1.662%
7 11.638 1643 1652 1662 rBV 278424 497460 18.15% 1.774%
8 11.832 1678 1685 1692 rBvV2 65473 128858 4.70%  0.460%
9 11.891 1692 1695 1703 rVB7 17619 43533 1.59% 0.155%
10 11.985 1705 1711 1718 rBv4 52320 146780 5.36% 0.524%
11 12.132 1730 1736 1744 rVV3 83429 161580 5.90% 0.576%
12 12.238 1744 1754 1761 rVB6 71761 210979 7.70% 0.752%
13 12.349 1766 1773 1774 rBV4 98778 178875 6.53% 0.638%
14 12.449 1784 1790 1798 rBv4 139291 331601 12.10% 1.183%
15 12.532 1799 1804 1808 rVv4 53878 92335 3.37% 0.329%
16 12.567 1808 1810 1814 rVB2 40963 50163 1.83% 179%

17 12.626 1814 1820 1825 rVB2 272267 484651 17.69%
18 12.708 1825 1834 1840 rBV7 167610 489833 17.87%
19 12.873 1854 1862 1869 rBV8 242943 805877 29.41%
20 12.979 1869 1880 1885 rVV8 325156 1043699 38.09%

WNR RO
N
N
N
R

21 13.091 1894 1899 1903 rVB4 203936 323537 11.81%
22 13.214 1912 1920 1925 rBV6 298929 800235 29.20%
23 13.273 1925 1930 1933 rBV3 297050 516157 18.84%
24 13.302 1933 1935 1940 rVB4 123278 196637  7.18%
25 13.391 1946 1950 1954 rBV2 215629 459980 16.79%

PoORrRNR
00
IS
=
B

26 13.491 1963 1967 1971 rBV 244495 332219 12.12%
27 13.638 1987 1992 1993 rBV2 201658 299388 10.93%
28 13.749 2008 2011 2014 rBV3 126203 156949 5.73%
29 13.943 2040 2044 2048 rBV3 358511 569382 20.78%
30 14.202 2084 2088 2092 rVB4 406035 568425 20.74%

NNO R
Ui
o))
[
R

31 14.273 2093 2100 2107 rBV7 618578 1423480 51.95%
32 14.338 2108 2111 2115 rVB3 236836 338905 12.37%
33 14.391 2115 2126 2124 rBV2 1346391 2389071 87.18%
34 14.555 2141 2148 2152 rBv4 588973 1594367 58.18%
35 14.673 2164 2168 2172 rBV 1020656 1601580 58.44%

Ul Ul oo R U
w1
N
=
S

36 14.749 2178 2181 2186 rBV3 490514 690099 25.18% 2.461%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VD071045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\82D110921S.M

Title : SW846 8260

37 14.867 2198 2201 2206 rVB3 605879 808892 29.52%  2.885%
38 14.985 2218 2221 2224 rBV3 397099 469094 17.12% 1.673%
39 15.261 2265 2268 2276 rVB3 1160365 1964353 71.68% 7.006%
40 15.420 2290 2295 2300 rBV4 850901 1950342 71.17% 6.956%
41 15.596 2321 2325 2332 rBV3 763369 1604210 58.54% 5.722%

42 15.761 2349 2353 2361 rVB4 1386901 2740346 100.00%  9.774%

Sum of corrected areas: 28038204
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

455855
2500000
2000000
1500000
1000000

500000

0

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\

: VDO71045.D

: 16 Nov 2021 16:06

: VA/SY

: M4659-02

: 6.11G/5.00m1/MSVOA_D/SOIL
. 10

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VD071045.D\data.ms

4.156

Time-->

Abundance
3000000

2500000

2000000

1500000

1000000

500000

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 6.80
TIC: VD071045.D\data.ms

11.638

10.338
79879  8.326 /Lll.&

8.861

0
Time-->
Abundance
300000

2500000
2000000
1500000

1000000

500000

T T T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

TIC: VD071045.D\data.ms
15. 61

15.261
15. 420
14.673 14.985 ‘ l

‘ 1486
/

14.391

14.55 l
14.27
13.943 14 2db
4.338

A

13.491
FEaERo | 83 7‘

126%828 / il

Time-->

82D110921S .M

T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
12 00 12 50 13 OO 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_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.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-Octene, 2,2-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.979 157.08 ug/l 1043700 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 62
2 Cyclohexane, 1,5-diethyl-2,3-dim... 168 C12H24 074663-66-4 38
3 Isodecyl methacrylate 226 C14H2602 029964-84-9 35
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 30
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 30

Abundance Scan 1880 (12.979 min): VD071045.D\data.ms (-1869) (- m/z 69.10 100.00%
1

69.
41.0
139.0
5000
97.0 e
‘ | ‘ 13.00
0ot o bt 2068 7 83,00 90.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20699: 3-Octene, 2,2-dimethyl-
69.0
5000 41.0 IR
13.00
97.0 m/z 41.00 70.36%
‘ ‘ ‘ 140.0
0 \\\‘\H\\NH‘M‘\“H\H‘h\‘\\‘i“\\H‘\‘\Hluu‘uu‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43602: Cyclohexane, 1,5-diethyl-2,3-dimethyl-
83.0
——
55.0 13.00
5000 ITI/Z 55.00 61.39%
139.0
29.0
L 111.0 168.0
oY Y e S At
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106890: Isodecyl methacrylate T
(o
21.0 69.0 13.00
m/z 139.00 59.44%
5000
111.0
0150 b JL
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_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.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 unknownl4.273 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.273 214.24 ug/1 1423480 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.4.0.0(2,8)]decane 136 C1leH16 049700-59-6 46
2 Adamantane 136 C10H16 000281-23-2 42
3 3-Cyclohexene-1-carboxaldehyde, ... 124 C8H120 000931-96-4 38
4 2H-Inden-2-one, 1,4,5,6,7,7a-hex... 136 C9H120 039163-29-6 38
5 3,5-Dimethyl-4-allylpyrazole 136 C8H12N2 024475-45-4 38

Abundance Scan 2100 (14.273 min): VD071045.D\data.ms (-2093) (- m/z 41.00 100.00%
41.0

109.1
136.0
5000
—— —
‘ ‘ 167.1 14.00 14.50
0 Lbded b wyz 1e9.05  79.17%
m/z--> 80 100 120 140 160 180
Abundance #18092 Tricyclo[4.4.0.0(2, 8)]decane
95.0 3p-0
5000 —r ——
o 14.00 14.50
H m/z 57.10  75.24%
0\\\‘\\\\‘\\“”‘\‘\\\\ ‘f\\\‘\\\“\\\\‘\\\\‘\\\
m/z-> 80 100 120 140 160 180
Abundance #18010: Adamantane
136.0
—— —
14.00 14.50
5000 ITI/Z 81.00 71.45%
41.0
on SELT I B
m/z--> 20 40 80 100 120 140 160 180
Abundance #12089.3—Cyd0hexene—Lcarboxmdehyde,14neﬁwh P ——
95.0 14.00 14.50
67.0 9
m/z 55.00 69.65%
124.0
5000 410 /WWW
0/ 159 ‘ S
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.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 Naphthalene, decahydro-2-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.390 359.56 ug/l 2389070 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 99
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 93
3 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 70
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 68
5 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 68

Abundance Scan 2120 (14.391 min): VD071045.D\data.ms (-2115) (- m/z 81.00 100.00%

81.0
41.0 152.1
5000
109.1 — —
h h | 14.00 1450
0! A b 2980 myz 95,10 84.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — —
14.00 14.50
109.0 m/z 67.00 77.20%
0 ‘\i“‘\\‘hH\“H‘\‘\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl-
81.0
P P
55.0 152.0 14.00 14.50
5000 ' m/z 41.08  74.70%
29.0 109.0
NI 0 I A T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29120: (+)-Dihydrocarvone “ —
67.0 95.0 14.00 14.50
m/z 152.05 70.26%
5000
41.0 152.0
L e
QR NSRNTRS A7 YT Y A O = g
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.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 4 1-Methyldecahydronaphthalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.555 239.96 ug/l 1594370 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 60
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60
3 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 45
4 Cyclohexanone, 2-(2-methylpropyl... 152 C10H160 043108-69-6 43
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 30

Abundance Scan 2148 (14 555 min): VD071045.D\data.ms (-2141) (-  m/z 57.00 100.00%

5000 81.0 152.1 W
109.1 T ‘
|, 130 184.0 208.0 A
0 e P 2080 s 41,00 80.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29497: 1-Methyldecahydronaphthalene
41.0 7.0
95.0 152.0
5000 —— :
14.50
m/z 55.00 72.12%
h 123.0 |
O' ‘\\‘\\‘u\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0 7.0
95.0 152.0 — ‘
14.50
5000 ITI/Z 43.05 66.27%
h 123.0
0! ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29499: Decalin, syn-1-methyl-, cis- T
41.0 81.0 14.50
m/z 67.00 63.55%
152.0
5000
109.0
o o | -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06

Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.M
. 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 Decane, 2,3,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.673 241.04 ug/l 1601580 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 80
2 Decane, 4-ethyl- 170 C12H26 001636-44-8 72
3 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 64
4 9-methylheptadecane 254 C18H38 026741-18-4 64
5 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 59

Abundance Scan 2168 (14.673 min): VD071045.D\data.ms (-2164) (-  m/z 43.05 100.00%
3.0
85.1
5000
—— —
h | ‘ 1411 14.50 15.00
Obrvrrrretitby bbb 282 28LC s 57 00 72.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59080: Decane, 2,3,6-trimethyl-
43.0
5000 85.0 — —
14.50 15.00
m/z 71.10 56.75%
‘ 141.0
0\H‘\‘\‘H“‘\HH"\\“}\“!‘\H“‘H\\‘H\\}‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45483: Decane, 4-ethyl-
43.0
—— —
14.50 15.00
5000 85.0 m/z 85.10 56.49%
140.0
A P .-
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #217225: Oxalic acid, 6-ethyloct-3-yl isohexyl ester —— —
43.0 14.50 15.00
85.0
m/z 41.00 52.60%
141.0
(] —r— ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

82D110921S.M Thu
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.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 unknownl4.867 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.867 121.74 ug/l 808892 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 006069-97-2 25
2 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 20
3 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 18
4 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 18
5 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 18

Abundance Scan 2201 (14.867 min): VD071045.D\data.ms (-2198) (- m/z 41.00 100.00%

410 69.0 1511
95.0
5000
125.1 — ——
| m h ‘ 1822 14.50 15.00
Obprrrr 1M1u”ww‘ b 425552070 nyz 69.00  88.10%
miz—> 20 40 80 100 120 140 160 180 200
Abundance #19565: B|cyclo[4 1.0]heptane, 3,7,7-trimethyl-, [1S-(1.alf
410 670 95.0
5000 — ——
14.50 15.00
1930 m/z 151.05  83.54%

A

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

Abundance #41580: trans,cis-1,8-Dimethylspiro[4.5]decane
95.0

14.50 15.00
5000 m/z 55.00  83.13%

123 0 166.0

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

o

%

Abundance #41567: cis,cis-1,6-Dimethylspiro[4.5]decane — ——
95.0 14.50 15.00
55.0 m/z 95.00  73.63%
166.0
5000
‘ 123.0
0 _“w“‘w“‘w“‘“‘H‘M‘HM‘JH,JH“‘H“‘H‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.261 295.64 ug/l 1964350 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 94
2 1l.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 58
3 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 58
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 52
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 52
Abundance Scan 2268 (15.261 min): VD071045.D\data.ms (-2265) (- m/z 69.00 100.00%
69.0
5000
11.1
182.2 —r —
P T
ok “‘m H At o L 2800 /7 55,00 77.99%
m/z--> 150 200 250
Abundance #56979. Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
5000 — ——
29.0 15.00 15.50
1120 1820 m/z 41.00  75.00%
O\\\‘\“h‘\“‘hh” \‘\“\\“\’\\\\’\\\\
miz--> 50 100 150 200 250
Abundance #13296: 1.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcycl
69.0
— ——
15.00 15.50
5000 m/z 57.00 69.74%
39.0
‘ ‘ 1260
o“u“ !h““m““‘ e
miz--> 50 100 150 200 250
Abundance #13249: Cyclohexane, 1,2,3-trimethyl- T —
55.0 15.00 15.50
m/z 56.00 67.72%
5000 97.0
126.0
0 1 —— ——
m/z--> 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.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 unknownl5.420 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.420 293.53 ug/l 1950340 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 27
2 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 22
3 1-Bromodocosane 388 C22H45Br 006938-66-5 22
4 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 22
5 Eicosane 282 C20H42 000112-95-8 18
Abundance Scan 2295 (15.420 min): VD071045.D\data.ms (-2290) (- m/z 57.05 100.00%
57.0
5000 149.1
95.1
——
‘ ‘ ‘ ‘1822 15.50
ol RS O A N— m/z 41.00  75.60%
miz--> 50 100 150 200 250 300
Abundance  #263833: Oxalic acid, cyclobutyl pentadecyl ester
55.0
5000 1
15.50
m/z 55.00  53.88%
97.0
04 “\ ‘\“‘ T ‘\ ”h‘ \“M\”‘”“ \‘1\2‘8\.0\‘ (I \2‘19\0\ \25‘\‘5\0\ L —
miz--> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
——
15.50
5000 m/z 43.10 53.61%
97.0
0260l L L L L | 2410 ase0 2520 2070
miz--> 50 100 150 200 250 300
Abundance #294055: 1-Bromodocosane 7
57.0 15.50
m/z 149.05  49.15%
5000 135.0
97.0
oesiol | | w‘« |1 L12690 2110 2530 _ 300 A%y
m/z--> 50 100 150 200 250 300 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06

Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.M
. 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 (1,2,4-Trimethylcyclohexyl)... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.596 241.44 ug/1 1604210 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1010499-04-6 64
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 49
3 2-Amino-5-methyl-4-oxo0-3,4-dihyd... 125 C5H7N30 015981-91-6 41
4 4,8-Dimethylbicyclo[3.3.1]nonane... 180 C11H1602 139914-54-8 35
5 2-Pyridinemethanol, 3-hydroxy- 125 C6H7NO2 014047-53-1 30

Abundance Scan 2325 (15.596 min): VD071045.D\data.ms (-2321) (-

m/z 69.00 100.00%

82D110921S.M Thu Nov 18 18:42:05 2021

69.0
125.1
5000
39/0 T 7 \
LUl e
0b el b fe b 28 myz 41,00 80.36%
miz--> 50 100 150 200 250
Abundance #73725: (1,2,4-Trimethylcyclohexyl)methanol, acetate (ist
69.0
125.0
5000 —
15.50
m/z 55.00 75.18%
3910 ‘
0 o ‘\‘ ““\ hl‘ ‘\H‘\““ h \M\ ‘\1‘56\0\ L B B B B
miz-> 50 100 150 200 250
Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
T \
15.50
5000 m/Z 125.10 73.16%
39.0
miz-> 50 100 150 200 250
Abundance #12289: 2-Amino-5-methyl-4-oxo-3,4-dihydropyrimidine P ‘
125.0 15.50
43.0 m/z 57.00 53.25%
5000
82.0
ol WM — — S ——
miz--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VDO71045.D

Acqg On : 16 Nov 2021 16:06

Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.M
. 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 unknownl5.761 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.761 412.43 ug/1 2740350 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, 1-butyl-2-pentyl-

196

C14H28

2 Cyclohexanone, 3,5-dimethyl-, cis- 126 C8H140

061142-52-7 43
007214-52-0 43

3 trans-3,5-Dimethylcyclohexanone 126 C8H140 007214-49-5 43
4 7-Tetradecene, (E)- 196 C14H28 041446-63-3 42
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 41
Abundance Scan 2353 (15.761 min): VD071045.D\data.ms (-2349) - m/z 69.00 100.00%
69.0
5000
09.1 165.1
3900 . —r —r
| T W (| e
ol Ll ke L 2808 o 41,00 68.53%
miz--> 50 100 150 200 250
Abundance #71769: Cyclopentane, 1-butyl-2-pentyl-
69.0
5000 — e
29.0 125.0 196.0 15.50 16.00
’ m/z 55.00 64.55%
L 1 Lidaszo |
miz--> 50 100 150 200 250
Abundance #13134: Cyclohexanone, 3,5-dimethyl-, cis-
69.0
—r —
15.50 16.00
5000 m/z 56.05 47.95%
390
111.0
ok S
miz--> 50 100 150 200 250
Abundance #13109: trans-3,5-Dimethylcyclohexanone e ——
69.0 15.50 16.00
m/z 83.10 47.00%
5000
39.0
111.0
0‘\“‘\“ — — — e P
miz--> 50 100 150 200 250 15.50 16.00

82D110921S.M Thu Nov 18 18:42:06 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD111621\
Data File : VD@71045.D

Acqg On : 16 Nov 2021 16:06
Operator : VA/SY

Sample : M4659-02

Misc : 6.11G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110921S.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-Octene, 2,2-d... 12.979 157.1 ug/l 1043700 4 13.561 332219 50.0
unknownl14.273 14.273 214.2 ug/l 1423480 4 13.561 332219 50.0
Naphthalene, de... 14.390 359.6 wug/l 23890706 4 13.561 332219 50.0
1-Methyldecahyd... 14.555 240.0 ug/l 1594370 4 13.561 332219 50.0
Decane, 2,3,6-t... 14.673 241.0 ug/l 1601580 4 13.561 332219 50.0
unknown14.867 14.867 121.7 ug/1 808892 4 13.561 332219 50.0
Cyclohexane, 2-... 15.261 295.6 ug/l 1964356 4 13.561 332219 50.0
unknown15.420 15.420 293.5 wug/l 1950340 4 13.561 332219 50.0
(1,2,4-Trimethy... 15.596 241.4 ug/l 1604210 4 13.561 332219 50.0
unknownl15.761 15.761 412.4 ug/l 2740350 4 13.561 332219 50.0
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