LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD068391.D

Acqg On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D021221S.M

Title : SW846 8260

Signal : TIC: VD@68391.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.920 1006 1020 1025 rBV 268108 654963 18.16% 2.347%
2 7.985 1025 1031 1043 rVB 458255 1026643 28.47% 3.679%
3  8.332 1077 1090 1102 rBV 233741 557668 15.46%  1.998%
4 8.867 1171 1181 1191 rBV 755838 1494709 41.44%  5.356%
5 10.344 1422 1432 1447 rBV 1195993 2168076 60.12% 7.770%
6 11.644 1644 1653 1662 rBV 1012129 1775049 49.22% 6.361%
7 12.267 1751 1759 1765 rVB3 24238 43361 1.20% ©.155%
8 12.632 1814 1821 1830 rVB 767647 1241938 34.44%  4.451%
9 12.791 1841 1848 1855 rVB9 22736 58471 1.62% 0.210%
10 12.879 1855 1863 1870 rBV1ie 21207 58094 1.61% ©0.208%
11 12.955 1870 1876 1878 rBV5 33517 68967 1.91% 0.247%
12 13.185 1910 1915 1921 rVV 149010 256212 7.10% 0.918%
13 13.238 1921 1924 1929 rVB5 38287 63402 1.76% 0.227%
14 13.308 1932 1936 1941 rVWW2 61757 96605 2.68%  0.346%
15 13.361 1941 1945 1948 rVB3 47744 65508 1.82% 0.235%
16 13.443 1955 1959 1965 rBV7 21418 45562 1.26% 0.163%
17 13.502 1965 1969 1973 rBV5 50873 79985  2.22% 0.287%
18 13.573 1973 1981 1988 rVB 959109 1610913 44.67% 5.773%
19 13.643 1989 1993 1996 rBV5 31197 51950 1.44% 0.186%
20 13.714 2000 2005 2010 rVVeé 54428 94477 2.62% 0.339%
21 13.890 2021 2035 2041 rBV7 152479 506093 14.03% 1.814%
22 13.961 2041 2047 2051 rVVeé 74586 166867 4.63% 0.598%
23 14.049 2057 2062 2067 rBV5 131971 256696 7.12% 0.920%
24 14.108 2069 2072 2075 rVv4 78523 105819 2.93% 0.379%
25 14.149 2075 2079 2086 rVB 176560 327261 9.07% 1.173%
26 14.214 2086 2090 2094 rVB3 101410 134595 3.73% 0.482%
27 14.285 2096 2102 2108 rVB5 128832 238719 6.62% ©0.855%
28 14.408 2119 2123 2127 rBv4 148281 239054 6.63% 0.857%
29 14.449 2128 2130 2136 rVB5 123081 186053 5.16% 0.667%
30 14.520 2137 2142 2144 rBV3 157081 259586 7.20% 0.930%
31 14.608 2152 2157 2166 rVB3 483013 1243820 34.49% 4.457%
32 14.685 2166 2170 2174 rBv2 161400 246894 6.85% 0.885%
33 14.820 2190 2193 2196 rBV5 126212 193915 5.38% 0.695%
34 14.867 2196 2201 2208 rVB 733350 1323133 36.69% 4.742%
35 15.185 2246 2255 2261 rBV4 398442 1200769 33.29%  4.303%

36 15.237 2261 2264 2267 rVv4 252532 454543 12.60% 1.629%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD068391.D

Acqg On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D021221S.M
Title : SW846 8260

37 15.273 2268 2270 2276 rVB4 287265 459882 12.75% 1.648%
38 15.361 2281 2285 2293 rVV7 156446 407950 11.31% 1.462%
39 15.502 2301 2309 2322 rVB2 1248657 3606529 100.00% 12.924%
40 15.873 2366 2372 2378 rBV5 406656 1297281 35.97% 4.649%

41 16.073 2401 2406 2411 rBV2 649158 1220415 33.84% 4.373%
42 16.137 2412 2417 2424 rVB 822926 1756454 48.70%  6.294%
43 16.484 2471 2476 2482 rBV6 261915 560009 15.53% 2.007%

Sum of corrected areas: 27904890
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VD068391.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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 6.80
Abundance TIC: VD068391.D\data.ms

1600000

1400000

1200000 10.344

11.644
1000000
800000 8.867
600000
7.985
400000

200000

0r—— — — T —T— — —— —T —T —T—
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD068391.D\data.ms

15.502 16.137

16.073

1600000
1400000

I
1200000 16.484
14.867 5873 ‘

13.573
1000000
800000 12.632 14.608 1548573 .

600000 ‘ ] “ '.
: .e%%i 0

400000 14 440 g118311 ii
200000 13185 ) "ﬂ-.h'!‘ i \

33 o026
12.267 127955 ETOARILR

N

T ‘ ‘ T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknownl13.890 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.890 15.71 ug/1 506093 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 015358-88-0 43
2 Cyclopentane, hexyl- 154 C11H22 004457-00-5 41
3 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 38
4 Cyclododecane 168 C12H24 000294-62-2 38
5 Cyclopropane, 1l-ethyl-1-methyl- 84 C6H12 053778-43-1 38

Abundance Scan 2035 (13.890 min): VD068391.D\data.ms (-2021) (- m/z 57.05 100.00%
5

1.0
5000
39 1 T
‘ 13.50 14.00
Ot m/z 41.00 89.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25367: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
55.0
83.0
5000 — e
27.0 13.50 14.00
m/z 55.00 84.78%
‘ 110.0 152.0
0- \‘\‘1‘1\“‘\\‘\\\\‘\\1\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #27054: Cyclopentane, hexyl-
41.0 69.0
P P
13.50 14.00
5000 ITI/Z 69.00 83.40%
9r.0 154.0
| | ]
Ol SN NN S S N—
miz--> 20 40 60 80 100 120 140 160
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethyl- P ——
55.0 13.50 14.00
m/z 43.05 73.78%
97.0
5000
27.0
H | 79 | 125.0
[(— e — —
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1,3,5-Trimethyladamantane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.608 38.61 ug/l 1243820 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 87
2 1,4-Methanophthalazine, 1,4,4a,5... 206 C13H22N2 109746-14-7 53
3 1,3-Dimethyl-5-n-hexyladamantane 248 C18H32 052873-50-4 50
4 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 43
5 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 42

Abundance Scan 2157 (14.608 min): VD068391.D\data.ms (-2152) (-  m/z 163.10 100.00%

163.1
107.1
5000
‘ 1450 1500
410 770 ‘ : :
135.0
Ot bl 2380 L1921 s 167.05  55.e4%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #44120: 1,3,5-Trimethyladamantane
163.0
5000 107.0 P =T
14.50 15.00
m/z 177.10 27.94%
8.0 79.0 135.0
O\H‘\\‘\“i“\“\‘\\“““H‘i“‘\‘\w‘u“H\‘\‘-H‘H‘!‘\H“\H\‘HH‘HH“H\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #66070: 1,4-Methanophthalazine, 1,4,4a,5,6,7,8,8a-octat
163.0
—— —
14.50 15.00
5000 ITI/Z 121.05 21.77%
41.0 107.0
‘ 69.0 | ‘135.0
o 1 ) O
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #100929: 1,3-Dimethyl-5-n-hexyladamantane e =
163.0 14.50 15.00
m/z 91.00 12.75%
5000
107.0
0 5?\'0 \\79\\'0 b \135'0 ‘ 205'0 248.0
e e e e e e —— —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.867 41.07 ug/l 1323130 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 60
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 58
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 55
5 Undecane 156 C11H24 001120-21-4 53

Abundance Scan 2201 (14.867 min): VD068391.D\data.ms (-2196) (- m/z 57.10 100.00%
57.1

9%8.1 14‘50‘ ‘15‘00‘
123.1 1511 : :
ouw_ﬁ”ﬂ,muum pm‘wh_m_m_ml?f“l‘ m/z 71.10  46.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48875: Undecane, 2,6-dimethyl-
57.0
5000 — —
14.50 15.00
m/z 43.10 42.04%
20.0 “ 98.0
O\\\\‘\H‘\\"\\\\‘\\H\\“H\\\“‘\\U\‘\\}\4.‘1\\0\\‘\\\]\-‘8\4.\0\
m/z--> 20 60 80 100 120 140 160 180
Abundance #48872.Undecane,Zﬁ—dkneﬂwL
57.0
— —
14.50 15.00
5000 m/z 41.00  28.60%
29.0 112.0
o L1520 1410 1690 W
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48893: Decane, 2,6,8-trimethyl- — —
57.0 14.50 15.00
m/z 98.10 16.78%
- J\AM
85.0
o”H_m,\ml‘w”_mw_l‘l?‘?w%??M%P e o)
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1,3-Dimethyl-5-ethyladamantane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.185 37.27 ug/l 1200770 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 81
2 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 59
3 1,3-Dimethyl-5-n-propyl-adamantane 206 C15H26 019385-87-6 59
4 1,3-Dimethyl-5-n-hexyladamantane 248 C18H32 052873-50-4 53
5 1,3,4-Trimethyladamantane 178 C13H22 1000214-98-3 50

Abundance Scan 2255 (15.185 min): VD068391.D\data.ms (-2246) (- m/z 163.05 100.00%

163.1
5000 57.1 107.0
1500 1550
135.0 ’ ’
0 e L2009 8L L 57,10 46.44%
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #44120: 1,3,5-Trimethyladamantane
163.0
5000 107.0 — —
15.00 15.50
m/z 107.00 42.02%
20 | 2850
0 H‘H‘MH\“\‘HH‘“\\‘i“\‘H‘\\“\H‘\‘\\‘\\‘\‘\H“HH‘\H\‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120140160 180 200 220 240 260 280
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane
163.0
=T —
15.00 15.50
5000 107.0 ITI/Z 43.00 28.88%
oL d b 250 | 20
m/z--> 40 60 80 100120140 160180 200 220 240 260 280
Abundance #66215: 1,3-Dimethyl-5-n-propyl-adamantane e —
163.0 15.00 15.50
m/z 41.00 28.60%
5000
107.0
55\.0 | \135'0 19\1'0
0 bl e et b e e e
m/z--> 40 60 80 100120140160 180 200 220 240 260 280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Cyclohexane, 1,2,3-trimethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.273  14.27 ug/1 459882 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 64
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 64
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 53
4 Cyclopentane, butyl- 126 C9H18 002040-95-1 52
5 1-Dodecene 168 C12H24 000112-41-4 38

Abundance Scan 2270 (15.273 min): VD068391.D\data.ms (-2268) (- m/z 69.10 100.00%
69.1

43.0
5000 1111
182.1 — —
L ‘ ‘ 1511 15.00 15.50
0! _Mw“uhkuw‘:um”}mw m/z 57.05 99.61%
20 40

3

miz--> 60 80 100 120 140 160 180 200
Abundance #11637: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
41.0 | 69.0
111.0
5000 — ——
15.00 15.50
m/z 55.00 70.27%
O‘\‘!\\‘ \\M“‘\p\l\.q‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11590: Cyclohexane, 1,2,4-trimethyl-
69.0
— —
15.00 15.50
410 111.0 -
5000 ITI/Z 43.00 68.38%
0 L?lﬁi
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11589: Cyclohexane, 1,1,2-trimethyl- T —
69.0 15.00 15.50
41.0 9
m/z 41.00 65.84%
5000 111.0 dj\mﬂwq/AﬂkﬁJ/\va/
o e Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 1,3,5,6-Tetramethyladamantane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.502 111.94 ug/1l 3606530 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 97
2 1,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 64
3 2H-1-Benzopyran, 3,5,6,8a-tetrah... 192 C13H200 041678-29-9 59
4 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 50
5 1,3-di-n-Propyladamantane 220 C16H28 040002-47-9 50

Abundance Scan 2309 (15.502 min): VD068391.D\data.ms (-2301) (- m/z 177.05 100.00%

177.1
5000 121.0
T T |
410 910 ‘ 15.50
Oy bt i L2810 17 121,00 46.98%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54697: 1,3,5,6-Tetramethyladamantane
177.0
5000 121.0 ‘15f50‘ |
m/z 107.00 24.78%
55.0 g10 ‘
0 ’\\H‘\\‘\“‘\”H‘\‘\\H‘M\\‘iHr”‘\“”H‘i‘\u%‘\lg.\o“\u\‘Hl\‘uu‘uu‘uu‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54702: 1,3,5,7-Tetramethyl-adamantane
177.0
— |
15.50
5000 121.0 ITI/Z 178.10 14.44%
55.0
I -
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54673: 2H-1-Benzopyran, 3,5,6,8a-tetrahydro-2,5,5,8a-t R |
177.0 15.50
m/z 41.00 12.02%
5000 43.0
910 1330
0 H “‘m‘e“‘c‘”‘ ‘;M;‘Mmi‘m l ‘MM;M‘:“H‘L M“‘: P ““ R R AR TR R R RURTRERRTY P
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VvD@21721\
Data File : VD@68391.D

Acq On : 17 Feb 2021 18:57

Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
. SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.873 40.27 ug/l 1297280 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 53
2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 49
3 p-Cyanophenyl p-(2-methylbutoxy)... 309 C19H19NO3 067951-45-5 35
4 Succinic acid, di(2-methylphenyl... 298 C18H1804 1000325-06-7 35
5 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 27

Abundance Scan 2372 (15.873 min): VD068391.D\data.ms (-2366) (-

191.1

m/z 191.10 100.00%

.

5000 121.0
55.0 — e
‘ 15.50 16.00
0 2 N0 T — m/z 177.10  57.03%
miz--> 50 100 150 200 250 300
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen:
191.0
5000
57.0 15.50 16.00
m/z 121.00 42.39%
‘ 93.0 149.0
01‘5'9‘ “‘\ ‘\\“H“ LU ‘H\’\‘\‘ ‘\“\ “Hh‘ L\ ol ‘\“ “ ’\‘ T
miz--> 50 100 150 200 250 300
Abundance #66096: .beta.-iso-Methyl ionone
191.0
P R
15.50 16.00
5000{ 28.0 m/z 107.05 35.99%
135.0
‘ 95.0 ‘ ‘ ‘
I I T 1 O I
miz--> 50 100 150 200 250 300
Abundance #152101: p-Cyanophenyl p-(2-methylbutoxy)benzoate P ——
121.0 191.0 15.50 16.00
m/z 135.05 26.87%
- ww
43.0
0 4l “\\76\'0\‘ | ‘ 252.0 309.(
— e — —
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1,3,5,7-Tetramethyl-adamantane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.073 37.88 ug/l 1220420 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 74
2 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 64
3 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 60
4 3H-1,2,4-Triazole-3-thione, 1,2-... 177 C8H7N3S 003414-94-6 49
5 1,3-di-n-Propyladamantane 220 C16H28 040002-47-9 42

Abundance Scan 2406 (16.073 min): VD068391.D\data.ms (-2401) (- m/z 177.10 100.00%
1771

5000
107.0
41.0 ‘ 16.00 |
135.1
o — J“u A u““ “‘,w ‘W‘ T e O “\ 2992 m/z 107.00  35.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54702: 1,3,5,7-Tetramethyl-adamantane
177.0
5000 121.0 ‘
16.00
m/z 121.00 25.28%
%0 910
O \\\‘\\\\‘\\‘\“”‘ \‘H\\H’H\ \‘\H}“\M‘\\“\\\‘\]‘.\42\0“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54653: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1
177.0
T \
16.00
5000 43.0 m/z 93.00  16.44%
93.0 135.0
o280y S b f b L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54697: 1,3,5,6-Tetramethyladamantane —— ‘
177.0 16.00
m/z 178.10 14.13%
5000 121.0
550 910 ‘
Ol e A (1400 | Y
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl6.137 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.137 54.52 ug/1l 1756450 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 64
2 Octamethyl-1,4-cyclohexadiene 192 C14H24 172684-93-4 47
3 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 43
4 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 40
5 2H-1-Benzopyran, 3,5,6,8a-tetrah... 192 C13H200 041678-29-9 40

Abundance Scan 2417 (16.137 min): VD068391.D\data.ms (-2412) (- m/z 177.10 100.00%

177.1
5000 107.0
69.0 —— T
41\0 byl 43501852 | 2061 P
R m/z 107.00  43.81%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #54702: 1,3,5,7-Tetramethyl-adamantane
177.0
5000 121.0 T R
16.00 16.50
m/z 121.10 22.23%
55.0 91.0
\‘u L W gl ) 1490 \
O\\‘\\‘\\‘\\\\‘\\\“‘\w\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #54698: Octamethyl-1,4-cyclohexadiene
177.0
— —
16.00 16.50
5000 ITI/Z 69.05 16.55%
147.0
41.0 121.0
obrfe880 280
miz--> 40 60 80 100 120 140 160 180 200
Abundance #54697: 1,3,5,6-Tetramethyladamantane —— ——
177.0 16.00 16.50
m/z 41.05 14.60%
5000 121.0
55.0 91.0 ‘
ol ol ey b 1400 ] e
m/z--> 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD0O68391.D

Acq On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl6.484 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.484 17.38 ug/l 560009 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5,7-Tetramethyl-adamantane 192 C14H24 001687-36-1 27
2 4'-Butoxyacetophenone 192 C12H1602 005736-89-0 22
3 5,9,9-Trimethyl-spiro[3.5]non-5-... 178 C12H180 1000185-13-4 22
4 Spiro[cyclopenta[d]-1,3,2-dioxab... 206 C12H19B02 062238-26-0 20
5 1,3-Benzodioxol-2-one, 5-(1,1-di... 192 C11H1203 054815-21-3 18

Abundance Scan 2476 (16.484 min): VD068391.D\data.ms (-2471) (- m/z 177.10 100.00%

177.1
121.1
5000
93.0
e
‘ ‘ ‘ ‘ ‘ 149.1 ‘206.2 ( 16.20 16.40 16.60
S HL_“‘WUM‘e‘_l‘ww‘u bl 2808 g 19110 82.86%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54702: 1,3,5,7-Tetramethyl-adamantane
177.0
5000 1210 LN B L L L B B
16.20 16.40 16.60
m/z 121.10 79.40%
58.0 91.0
O ’\\H‘H‘\“\H‘\‘H\\H‘HH‘VHM\M\\“\\\\]-‘4?’%.\0“\\\\‘\\1\‘HH‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #54384: 4'-Butoxyacetophenone
121.0
Do
16.20 16.40 16.60
5000 m/z 107.00 39.67%
192.0
65 0 93 0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #44030: 5,9,9-Trimethyl-spiro[3.5]non-5-en-1-one e A mammm
121.0 16.20 16.40 16.60
m/z 93.00 33.30%
5000 93.0
41.0
| H\M\\M\ “ ‘ 50.0178.0
O,Huﬁum@H‘pHMHH‘HH_H‘_HWHH‘HH_H‘_HWHH‘H R R
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021721\
Data File : VD068391.D

Acqg On : 17 Feb 2021 18:57
Operator : VA/SY

Sample : M1430-17

Misc : 5.40G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown13.890 13.890 15.7 ug/l 506093 4 13.573 1610910 50.0
1,3,5-Trimethyl... 14.608 38.6 ug/l 1243820 4 13.573 1610910 50.0
Undecane, 2,6-d... 14.867 41.1 ug/l 1323130 4 13.573 1610910 50.0
1,3-Dimethyl-5-... 15.185 37.3 ug/l 1200770 4 13.573 1610910 50.0
Cyclohexane, 1,... 15.273 14.3 ug/l 459882 4 13.573 1610910 50.0
1,3,5,6-Tetrame... 15.502 111.9 ug/l 3606530 4 13.573 1610910 50.0
1-Penten-3-one,... 15.873 40.3 ug/l 1297280 4 13.573 1610910 50.0
1,3,5,7-Tetrame... 16.073 37.9 ug/l 1220420 4 13.573 1610910 50.0
unknownl16.137 16.137 54.5 ug/l 1756450 4 13.573 1610910 50.0
unknownl16.484 16.484 17.4 wug/l 560009 4 13.573 1610910 50.0
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