LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\
Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.M

Title : SW846 8260

Signal : TIC: VY@07392.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.948 340 349 359 rBV 6208 17370 1.02% 0.187%
2 7.716 958 967 973 rBV 93049 226432 13.24% 2.433%
3 7.789 973 979 988 rvB 154357 344681 20.15% 3.703%
4 8.142 1028 1037 1048 rBV 87822 196330 11.48% 2.109%
5 8.691 1118 1127 1136 rBV 244698 487257 28.49%  5.235%
6 9.929 1324 1330 1339 rBVS8 6816 18823 1.10% 0.202%
7 10.179 1362 1371 1379 rBV 387278 682465 39.90%  7.333%
8 10.349 1393 1399 1404 rBV7 7417 21715 1.27% 0.233%
9 10.605 1433 1441 1449 rBV7 12349 35283 2.06% 0.379%
10 10.752 1461 1465 1469 rBV3 13284 22821 1.33% 0.245%
11 11.e87 1516 1520 1525 rVB 31476 52201 3.05% 0.561%
12 11.300 1550 1555 1564 rVB8 16594 43851 2.56% 0.471%
13 11.489 1580 1586 1595 rVB 364569 589953 34.49% 6.339%
14 11.685 1613 1618 1621 rVV4 15984 30318 1.77% 0.326%
15 11.752 1622 1629 1638 rVB7 29498 93120 5.44% 1.001%
16 11.837 1638 1643 1647 rBV6 13626 24495 1.43% 0.263%
17 11.892 1647 1652 1657 rBV5S 17711 28130 1.64% 0.302%
18 11.989 1663 1668 1669 rBv2 16457 25002 1.46% 0.269%
19 12.056 1676 1679 1682 rBV3 16923 27710 1.62% 0.298%
20 12.117 1687 1689 1695 rVB3 22569 35412 2.07% 0.380%
21 12.300 1714 1719 1723 rBV5 35265 72740  4.25% 0.782%

22 12.489 1743 1750 1757 rBV2 949672 1710572 100.00% 18.379%

23 12.642 1770 1775 1781 rVB2 68704 110995 6.49%  1.193%
24 12.812 1797 1803 1811 rBV8 55295 159728 9.34% 1.716%
25 12.940 1821 1824 1830 rVB3 53769 93600 5.47%  1.006%
26 13.062 1837 1844 1849 rVB8 39302 99502 5.82% 1.069%
27 13.129 1851 1855 1858 rBV5 24366 45952  2.69%  0.494%
28 13.166 1858 1861 1862 rBV3 17182 18422 1.08% ©0.198%
29 13.422 1895 1903 1912 rVB 260006 530468 31.01% 5.700%
30 13.562 1923 1926 1930 rVB4 52653 78127 4.57% 0.839%
31 13.611 1930 1934 1937 rBV2 39630 63564 3.72% 0.683%

32 13.745 1951 1956 1968 rBvlie 99618 264696 15.47%  2.844%
33 13.959 1987 1991 2003 rVB3 118672 252546 14.76%  2.713%
34 14.123 2014 2018 2027 rVB4 107503 244803 14.31% 2.630%
35 14.257 2035 2040 2041 rBV2 110029 158003 9.24%  1.698%

36 14.282 2041 2044 2054 rVB 160302 317088 18.54%  3.407%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\
Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.M
Title : SW846 8260
37 14.391 2058 2062 2065 rBV 105170 179408 10.49%  1.928%
38 14.465 2070 2074 2080 rVB4 86396 187410 10.96% 2.014%
39 14.727 2114 2117 2123 rVB4 100693 163243 9.54% 1.754%
40 14.873 2138 2141 2147 rVB2 151048 232525 13.59% 2.498%
41 14.940 2148 2152 2157 rVB 133057 211660 12.37% 2.274%
42 15.001 2157 2162 2164 rBV 114894 197358 11.54% 2.120%
43 15.275 2201 2207 2215 rBv4 157914 459647 26.87% 4.939%
44 15.446 2231 2235 2238 rBv4 37540 75958 4.44%  0.816%
45 16.470 2400 2403 2417 rVB5 92940 245802 14.37% 2.641%
46 16.598 2420 2424 2426 rBvV4 24098 42223 2.47% 0.454%
47 16.757 2447 2450 2455 rVB4 47847 87759 5.13% 0.943%
Sum of corrected areas: 9307168
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\

: VY007392.D

: 04 Feb 2022 14:15

: SY/MD

: N1381-07

: 6.09g/5.0mL/MSVOA_Y/SOIL
: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY007392.D\data.ms
800000
600000
400000
200000
0 3.948
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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: VY007392.D\data.ms
800000
600000
400000 10.179 11.489
8.691
200000 7.789
7.7 8.142
9.929 10.349 10.608.752  11:9841.300
ol T e e e —— e e e —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY007392.D\data.ms
12.489
800000
600000
400000 13.422
14.
3.959.1082
200000 13.748 L ‘ ‘
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Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\
Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 Bicyclo[4.1.0]heptane, 3,7,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.745  24.95 ug/1 264696 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 002778-68-9 70
2 Cyclohexane, 1-methyl-4-(1-methy... 138 C1@H18 001124-25-0 64
3 Spiro[4.4]nonan-2-one 138 C9H140 034177-18-9 64
4 Cyclooctene, 1,2-dimethyl- 138 C10H18 054299-96-6 62
5 Bicyclo[2.2.1]heptane, 1,7,7-tri... 138 C10H18 000464-15-3 60
Abundance Scan 1956 (13.745 min): VY007392.D\data.ms (-1951) (-  m/z 95.10 100.00%
5000 W
1350  14.00
166.2 193.2 : .
0 m/z 81.10 84.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19563: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, [1S-(1.alf
95.0
5000 410 67.0 — T
138.0 13.50 14.00
m/z 109.10  83.32%
l..)
O' \\h\“\H\“\\‘”\\}“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19553: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, trar
81.0
—— —
55.0 13.50 14.00
5000 m/z 67.10 77 .48%
138.
109.0 38.0
0 W‘HH“H“W Ll e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20167: Spiro[4.4]nonan-2-one T T
67.0 109.0 13.50 14.00
138.0 m/z 41.10 65.51%
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\
Data File : VY@07392.D

Acq On : 04 Feb 2022 14:15

Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 11H-Dibenzo[b,e][1,4]diazep... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.959 23.80 ug/l 252546  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 11H-Dibenzo[b,e][1,4]diazepin-11... 267 C16H17N30 013450-73-2 53
2 2-Amino-m-cresol, N,O0-bis(trimet... 267 C13H25NOSi2 1000449-77-1 43
3 Benzeneethanamine, N-[(pentafluo... 475 C21H26F5N02Si2 ©55429-85-1 37
4 Acridone, TMS derivative 267 C16H17NOSi 1000478-16-0 32
5 Methoprene 310 C19H3403 040596-69-8 28

Abundance Scan 1991 (13.959 min): VY007392.D\data.ms (-1987) (- m/z 73.10 100.00%
3.1

5000

267.1

109.1
411 131.2 14.00

192.9
_HwhmwﬂhwuﬂumhqLuhuu?ﬁ}_uw‘?ﬁ%?wwhwﬂu‘u m/z 267.10  28.08%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #156898: 11H-Dibenzo[b,e][1,4]diazepin-11-one, 5-(3-am
30.0 118.0

77.0 267.
1810 5539 2670

o

5000 LN
14.00

158, m/z 109.10 17.76%

ol
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #156507: 2-Amino-m-cresol, N,O-bis(trimethylsilyl)-
73.0

14.00
5000 m/z 69.10 15.01%

164.0 267.0

m/z--> 20 40 60 80 100120140160 180200220240260280

Abundance #333011: Benzeneethanamine, N-[(pentafluorophenyl)me T
73.0 14.00

m/z 137.20  13.97%

o

5000
267.0
440
ol |, 1040 1510179.020905370 |
SN NSV e S S s 1o g/ C U —
miz—> 20 40 60 80 100120140 160180200 220240 260 280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\
Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 Adamantane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.123  23.07 ug/l 244803 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C1OH16 000281-23-2 91
2 Bicyclo[3.3.1]non-2-en-9-one 136 C9H120 004844-11-5 70
3 Bicyclo[3.1.0]hex-2-ene, 4-methy... 136 C1OH16 028634-89-1 43
4 Cyclooctene, 3-(1-methylethenyl)- 150 C11H18 061233-78-1 43
5 1-Methyl-6-methylenebicyclo[3.2.... 122 C9H14 1000210-90-0 27
Abundance Scan 2018 (14.123 min): VY007392.D\data.ms (-2014) (- m/z 136.20 100.00%
136.2
79.0
5000
39.1 109.1 ey e
‘ | 1662 2070 14.00 14.50
0 w_!wmuH“H_u}wwm m/z 79.05 61.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18011: Adamantane
136.0
5000 93.0 — —
14.00 14.50
41.0 67.0 m/z 93.10 54.41%
O \1\5\.‘0\‘\‘\\‘1‘\\‘\M\‘\M‘\\ \‘\M\\“\\\ “\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18925: Bicyclo[3.3.1]Jnon-2-en-9-one
79.0
—— —
136.0 14.00 14.50
5000 3.0 m/z 80.10  38.21%
108.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18246: Bicyclo[3.1.0]hex-2-ene, 4-methyl-1-(1-methylett —— —
93.0 14.00 14.50
m/z 67.05 31.35%
- MMM
410 136.0
ool |
O b P e
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_Y\Data\VY020422\
Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 Tricyclo[3.3.1.1(3,7)]decan... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.282  29.89 ug/l 317088 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[3.3.1.1(3,7)]decane, 2-... 214 C10H15Br 007314-85-4 72
2 1-Adamantanecarboxylic acid, 3,5... 292 C17H18F202 1000293-75-1 72
3 2-Adamantan-1-yl-5-(4-nitro-1H-p... 315 C14H17N702 1000301-14-4 72
4 1-(Adamantan-1-yl)-2-chloroethanone 212 C12H17C10 023532-68-5 72
5 1-Adamantanemethanol 166 C11H180 000770-71-8 72

Abundance Scan 2044 (14.282 min): VY007392.D\data.ms (-2041) (- m/z 135.05 100.00%

135.1
5000
93.1
— =
14.00 14.50
39.1 ‘
o‘”u_“‘”‘ L83 oz 9310 26.92%
miz--> 50 100 150 200 250 300
Abundance #91471: Tricyclo[3.3.1.1(3,7)]decane, 2-bromo-
135.0
5000 — ——
14.00 14.50
670 m/z 79.10  18.23%
O L ‘\ ‘f‘ [H\“‘\ “\‘ \“ \ L ‘ L ’21\-6\.0\ T ’ L ’ L
miz--> 50 100 150 200 250 300
Abundance #188952: 1-Adamantanecarboxylic acid, 3,5-difluorophen
135.0
—r —
14.00 14.50
5000 m/z 150.15 12.87%
79.0
41.0 ‘ ‘
ob—dpd b A0
miz--> 50 100 150 200 250 300
Abundance #217989: 2-Adamantan-1-yl-5-(4-nitro-1H-pyrazol-3-yl)-2I R —5
135.0 14.00 14.50
m/z 136.05 10.98%
5000
410 90
NI \‘\ ‘\ 1850 2420 287.0
o B ““‘ R
m/z--> 50 100 150 200 250 300 14D0 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\
Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 unknownl4.464 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.464 17.66 ug/l 187410 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-1,3,2-Dioxaborin, 4,6-diethen... 178 C10H15B02 074630-03-8 38
2 Bicyclo[3.3.1]non-6-ene-3,9-dione 150 C9H1002 1000193-44-0 30
3 4-Tridecen-6-yne, (E)- 178 C13H22 074744-43-7 25
4 (11z,147,17Z)-Methyl icosa-11,14... 320 C21H3602 062472-96-2 22
5 2-Methyl-2-bornene 150 C11H18 072540-93-3 14
Abundance Scan 2074 (14.465 min): VY007392.D\data.ms (-2070) (- m/z 163.20 100.00%
163.2
79.1 1071
5000
41.1
135.1 P e
‘ “ ‘1922 14.50
0 Al LX922 0 sz 79,10 56.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52452: 4H-1,3,2-Dioxaborin, 4,6-diethenyl-2-ethyl-4-met
163.0
5000 550 —
14.50
27.0 o
‘ ‘ 790 1470 1350 m/z 107.10 55.88%
Ly H I, 1l M\ Ll \‘ “H \“ A "
O\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28377: Bicyclo[3.3.1]non-6-ene-3,9-dione
53.0 73.0 150.0
——
107.0 14.50
5000{ 27.0 m/z 67.10 44 .17%
0 S Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52969: 4-Tridecen-6-yne, (E)- —
79.0 14.50
m/z 81.10 43.55%
41.0
5000
107.0
135.0 178.0
o O A S G G —
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_Y\Data\VY020422\
Data File : VY@07392.D

Acqg On : 04 Feb 2022 14:15

Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 6 Y-Methylbicyclo(4.3.0)non-6... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.873  21.92 ug/1 232525 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Y-Methylbicyclo(4.3.0)non-6-en-8... 150 C1@H140 1000424-65-9 86
2 2-Methyladamantane 150 C11H18 000700-56-1 64
3 (3S,6R)-3-Hydroperoxy-3-methyl-6... 168 C10H1602 077026-87-0 53
4 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 53
5 4-Hydroxy-2-methylacetophenone 150 CSH1e02 000875-59-2 43

Abundance Scan 2141 (14.873 min): VY007392.D\data.ms (-2138) (- m/z 135.05 100.00%
1

35.1

N

5000 79.1
107.1
P N
471 | ‘ 162.0 14,50 15.00
ob bl b My 16201814 160 00 69.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27585: Y-Methylbicyclo(4.3.0)non-6-en-8-one
135.0
109.
79.0 09.0
5000 — P
14.50 15.00
m/z 79.10 43.62%
53.0 ‘ ‘
O‘\\\\“\\HH\‘\M\\\\\\h\‘\‘\\‘\\\‘\‘\\‘\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27726: 2-Methyladamantane
79.0 135.0
P e
14.50 15.00
50000 410 107.0 m/z 107.10  32.06%
0 N L N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43236: (3S,6R)-3-Hydroperoxy-3-methyl-6-(prop-1-en-2- — —
3.0 93.0 135.0 14.50 15.00
m/z 93.05 25.33%
5000
67.0
0 M - —
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_Y\Data\VY020422\
Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 1,4-Dimethyladamantane (iso... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.048 19.95 ug/l 211660 1,4-Dichlorobenzene-dd  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 93
,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 90
damantane, 1,3-dimethyl- 164 C12H20 000702-79-4 86
dded stereo to name 164 C12H20 024145-88-8 74
dded stereo to name 164 C12H20 024145-89-9 72

uuh wNnBR
b S U

Abundance Scan 2152 (14.940 min): VY007392.D\data.ms (-2148) (- m/z 149.15 100.00%

149.2
5000 93.1
P
41.1 ‘ 15.00
Olrrrprereil J:‘H‘“M A L nm,“ul??a?"‘ e 2850 myz 93.10 40.98%
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #39801: 1,4-Dimethyladamantane (isomer 2)
149.0
41.0 93.0
5000 T T
15.00
m/z 107.10 21.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
P
15.00
5000 ITI/Z 79.10 15.39%
41.0 93.0
0 ‘H"HHLMH“‘,J“m“‘“MW"pw‘H‘,m‘,"wH_WWW,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39778: Adamantane, 1,3-dimethyl- ——
149.0 15.00
m/z 164.15 14.46%
5000 93.0
41.0
0 HWUH““H“‘,J“m”‘““m‘uL‘“H‘“‘m,!m,wwwwmwm,u —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\

Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 1,4-Dimethyladamantane (iso...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.001 18.60 ug/l 197358 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 94
2 Added stereo to name 164 C12H20 024145-89-9 91
3 Added stereo to name 164 C12H20 024145-88-8 87
4 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 83
5 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 72

Abundance Scan 2162 (15.001 min): VY007392.D\data.ms (-2157) (-

m/z 149.20 100.00%

149.2
5000
93.0
T
41\1\ DU e | 182.1 206.8 1500
[ SRS M‘WM el 2555 2008 7 93, 05 35.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 — ‘
41.0 93.0 15.00
m/z 79.10 16.18%
67.0
O\1\5\.‘0\‘1‘\\‘i“u‘\“\‘\“\‘H““H‘{H\‘\‘1:\]-\2‘1\.\0\\‘H‘H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39761: Added stereo to name
149.0
T
15.00
5000 ITI/Z 41.10 15.84%
93.0
55.0
‘ ‘ H 121.0
) S | N W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39760: Added stereo to name ——
149.0 15.00
m/z 164.15 14.88%
5000 93.0
55.0
e
oHwwuh_w‘ B A S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\
Data File : VY@07392.D

Acqg On : 04 Feb 2022 14:15

Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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 unknownl6.470

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.470  23.17 ug/1 245802 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanone, 1-(3-methylenecyclopen... 124 C8H120

2 Ethanone, 1-(1-cyclohexen-1-yl)- 124 C8H120
3 2,4-Heptadienal, (E,E)- 110 C7H100
4 1H-Pyrrole, 1-butyl- 123 C8H13N

5 Cyclopropane, 1,1-dibromo-2-hexyl- 282 C9H16Br2

Abundance Scan 2403 (16.470 min): VY007392.D\data.ms (-2400) (-

054829-98-0 22
000932-66-1 22
004313-03-5 22
000589-33-3 22
041848-90-2 22

m/z 81.10 100.00%

81.1
41.1 1231 1792
5000
R RS RERRE
16.20 16.40 16.60
o m/z 179.20  63.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12075: Ethanone, 1-(3-methylenecyclopentyl)-
43.0 81.0
5000 L B B o B
109.0 16.20 16.40 16.60
m/z 123.10 59.84%
O \\\‘\“\‘\ \“!‘\ \‘1‘}“\\‘\\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12051: Ethanone, 1-(1-cyclohexen-1-yl)-
81.0
109.0 e
43.0 16.20 16.40 16.60
5000 ITI/Z 41.10 57.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6579: 2,4-Heptadienal, (E,E)- R R Em e
81.0 16.20 16.40 16.60
m/z 95.10 50.00%
5000
28.0
53.0
‘ 110.0
0! 1@“HW“mMMJ‘W‘H“H‘W‘H“H‘W“H e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020422\
Data File : VY007392.D

Acqg On : 04 Feb 2022 14:15
Operator : SY/MD

Sample : N1381-07

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020222S.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|
Bicyclo[4.1.0]h... 13.745 24.9 ug/l 264696 4 13.422 530468 50.0
11H-Dibenzo[b,e... 13.959 23.8 ug/l 252546 4 13.422 530468 50.0
Adamantane 14.123 23.1 ug/l 244803 4 13.422 530468 50.0
Tricyclo[3.3.1.... 14.282 29.9 ug/l 317088 4 13.422 530468 50.0
unknownl4.464 14.464 17.7 ug/l 187410 4 13.422 530468 50.0
Y-Methylbicyclo... 14.873 21.9 wug/l 232525 4 13.422 530468 50.0
1,4-Dimethylada... 14.940 19.9 ug/l 211660 4 13.422 530468 50.0
1,4-Dimethylada... 15.001 18.6 ug/l 197358 4 13.422 530468 50.0
unknownl16.470 16.470 23.2 ug/l 245802 4 13.422 530468 50.0
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