LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110623\
Data File : VY016235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12 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\82Y103123S.M

Title : SW846 8260

Signal : TIC: VY@16235.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.217 62 65 76 rBV3 3009 7014 1.26% 0.166%
2 4.729 467 477 489 rBv2 10340 33417 6.02% 0.790%
3 5.753 637 645 656 rVB6 2421 7135 1.28% 0.169%
4 7.728 960 969 974 rBV2 73342 170883 30.77% 4.042%
5 7.795 974 980 992 rVB 134765 300851 54.16% 7.116%

6 8.149 1023 1038 1049 rBV2 83945 230292 41.46%

7 8.697 1120 1128 1138 rBV = 212082 412839 74.33% 9.765%
8 10.185 1364 1372 1380 rBV 325562 555436 100.00% 13.137%
9

U
N
IS
N
xR

10.581 1430 1437 1444 rVB 19203 33629 6.05% 0.795%
10 11.319 1553 1558 1564 rVB2 7549 13594  2.45% 0.322%
11 11.496 1579 1587 1592 rBV 306411 496135 89.32% 11.735%
12 11.544 1592 1595 1600 rVB 21088 31604 5.69% 0.748%
13 12.483 1742 1749 1760 rBV2 233586 381415 68.67% 9.021%
14 12.812 1798 1803 1808 rVB6 4773 9390 1.69% ©.222%
15 13.190 1859 1865 1872 rVB4 5631 11168 2.01% ©0.264%
16 13.306 1878 1884 1886 rBv4 4567 8496 1.53% 0.201%
17 13.428 1898 1904 1911 rVB 250676 378309 68.11% 8.948%
18 13.550 1921 1924 1931 rVB7 2516 5705 1.03% ©0.135%
19 13.629 1932 1937 1942 rBV5 5316 9015 1.62% 0.213%
20 13.751 1952 1957 1962 rBV3 18563 33164 5.97% 0.784%
21 13.794 1962 1964 1969 rVB7 5245 7271 1.31% 0.172%
22 13.861 1969 1975 1977 rBV7 5134 10129 1.82% 0.240%
23 13.965 1988 1992 1998 rVB3 12092 20249 3.65% 0.479%
24 14.081 2005 2011 2014 rBV6 6624 12594  2.27% ©0.298%
25 14.135 2015 2020 2026 rVV7 11261 24504  4.41% 0.580%
26 14.202 2027 2031 2035 rVV6 7937 12095 2.18% 0.286%
27 14.257 2035 2040 2049 rBV2 38070 86907 15.65%  2.056%
28 14.391 2058 2062 2064 rBV2 13577 20583 3.71% ©.487%
29 14.428 2064 2068 2071 rVV2 27253 44017 7.92% 1.041%
30 14.483 2071 2077 2084 rVB7 21166 44773 8.06%  1.059%
31 14.623 2096 2100 2105 rBV6 12336 18957 3.41%  0.448%
32 14.6%90 2106 2111 2114 rW5 17569 33997 6.12% 0.804%
33 14.733 2114 2118 2124 rVB3 49514 86590 15.59% 2.048%
34 14.855 2133 2138 2140 rBV3 42506 71589 12.89%  1.693%
35 14.879 2140 2142 2147 rVB2 45729 59502 10.71% 1.407%
36 14.940 2147 2152 2158 rVB4 41565 74406 13.40% 1.760%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110623\
Data File : VY016235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12 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\82Y103123S.M

Title : SW846 8260

37 15.007 2158 2163 2165 rBV3 22884 41906 7.54% ©0.991%
38 15.038 2165 2168 2173 rVB4 22549 37010 6.66% 0.875%
39 15.239 2197 2201 2205 rBV 62423 110962 19.98%  2.625%
40 15.446 2231 2235 2239 rBV4 32594 56756 10.22% 1.342%

41 16.489 2401 2406 2419 rVB8 75387 223593 40.26% 5.289%

Sum of corrected areas: 4227881
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VY016235.D\data.ms

300000
250000
200000
150000
100000

50000
L 2.217 4,729 5.753

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY016235.D\data.ms

10.185 11.496
300000

250000
8.697

200000
150000 7795
100000
7 8.149
50000
10.581 111544
0 11.319
0 ——
8.50

—— —T — — —
Time--> 7.00 7.50 8.00 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY016235.D\data.ms

300000

13.428

250000 12.483

200000

150000

100000

50000

13,75

12.812  13.180806 1315503
T \w\\ T T

T ‘ T T ‘ T T ‘ T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00

T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
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\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 Naphthalene, decahydro-2-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.257 11.49 ug/1 86907 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 89
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 89
4 Pulegone 152 C10H160 000089-82-7 81
5 (+)-2-Bornanone 152 C10H160 000464-49-3 76

Abundance Scan 2040 (14.257 min): VY016235.D\data.ms (-2035) (- m/z 81.10 100.00%

81.1 152.0
5000 41.0

109.1 —— —
‘ | 14.00 14.50
ol b 2071 s 150 00 85.76%
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 sdspa s T
14.00 14.50
109.0 m/z 67.05 71.97%

“ [
OV ’ TTTT ‘ L ‘ TT T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene
81.0 152.

S S—
109.0 14.00 14.50

5000 41.0 m/z 95.05 71.29%

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

Abundance #29512: trans-4a-Methyl-decahydronaphthalene — —

95.0 14.00 14.50
137.0 m/z 41.00 44.62%
7.
5000 67.0
41.0
Oy —— ——
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\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 Cyclohexanone, 2-methyl-5-(... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.428 5.82 ug/1 44017 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 72
2 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 64
3 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 64
4 Hexylidencyclohexane 166 C12H22 010201-62-4 55
5 8-Oxabicyclo[3.2.1]oct-6-en-3-on... 152 C9H1202 049747-05-9 52

Abundance Scan 2068 (14.428 min): VY016235.D\data.ms (-2064) (- m/z 152.00 100.00%
P

95.1 152.0
67.0
5000
411
il Il |

123.1 14.50
S | “‘_‘Mw,mu A 2020 sz 95.10 83.47%

T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29298: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-
67.0 95.0
5000 41.0 152.0 e
14.50
m/z 67.00 69.30%
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29385: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t
67.0 95.0

41.0 —
5000 m/z 82.10  54.96%

152.0
123.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R T
81.0 152.0 14.50
m/z 81.05 54.79%

41.0
5000 110.0
15.0 ‘
I ‘ A ‘

T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 Cyclohexanone, 5-methyl-2-(... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.483 5.92 ug/1 44773  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 53
2 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 49
3 1,5-Hexadiene, 2,5-dipropyl- 166 C12H22 1000158-33-4 46
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 43
5 3-Octyne, 5-methyl- 124 C9H16 062108-33-2 38
Abundance Scan 2077 (14.483 min): VY016235.D\data.ms (-2071) (- m/z 81.00 100.00%
55.0 810
109.1
5000
152.2 177.2
——
‘H ‘ 14.50
S| m/z 55.05 91.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29329: Cyclohexanone, 5-methyl-2-(1-methylethylidene
81.0
41.0 152.0
5000 1
109.0 14.50
m/z 67.00 66.57%
15.0 L |
0 \H‘\’\\H"‘HH’HH’HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19560: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha.
95.0
——
14.50
67.0 o
41.0 m/z 95.05 64.79%
5000 138.0 /
0150
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41550: 1,5-Hexadiene, 2,5-dipropyl- ——
55.0 81.0 14.50
m/z 109.10 62.84%
5000
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110623\
: VY016235.D

: 06 Nov 2023 14:32

: SY/MD

: 05228-01

: 5.02g/5.0mL/MSVOA_Y/SOIL

: 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 cis,trans-1,6-Dimethylspiro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.733  11.44 ug/1 86590 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 91
2 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 91
3 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 81
4 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 64
5 5,7-Dodecadiene, (E,Z)- 166 C12H22 021293-04-9 58
Abundance Scan 2118 (14.733 min): VY016235.D\data.ms (-2114) (- | m/z 95.05 100.00%
95.0
67.0 166.2
41.0
5000
—— —
g 1371 ‘ | 14.50 15.00
o' el el I m/z 81,00 87.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0
166.0
67.0
5000 ‘
14.50 15.00
123.0 m/z 67.00 80.67%
O \\\‘\\\\‘\\\\‘\!\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41570: Naphthalene, decahydro-1,5-dimethyl-
95.0
—— —
166.0 14.50 15.00
5000 67.0 m/z 166.15 76.11%
41.0
123.0
0l15
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #41583: trans,trans-1,6-Dimethylspiro[4.5]decane = ——
95.0 14.50 15.00
m/z 151.20 67.45%
67.0 166.0
5000
‘ 123.0
) SRR U S N S A I, E— e
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\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 trans,trans-1,8-Dimethylspi... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.855 9.46 ug/l 71589  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 83
2 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 64
3 2-(1-Hydroxybut-2-enylidene)cycl... 166 C10H1402 1000186-18-9 49
4 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 46
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 46

Abundance Scan 2138 (14.855 min): VY016235.D\data.ms (-2133) (- m/z 81.00 100.00%

81.0
166.2
5000 55.1 109.1
— —
135.0 14.50 15.00
o} ‘q‘w“ﬂu‘ww‘ﬁl“ﬁu‘g“ m/z 95.10 94.08%

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

Abundance  #41584: trans,trans-1,8-Dimethylspiro[4.5]decane
95.0

()]
[¢¢]
o

5000 T

— ‘
14.50 15.00

166.0
123.0 m/z 166.20  71.23%

L
O‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\‘\\‘\‘\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41569: Naphthalene, decahydro-2,3-dimethyl-
95.0

z

il ——
166.0 14.50 15.00

5000 55.0 m/z 151.05 68.90%

29.0 77 124.0
0 \wl‘w‘i“ww . “H u‘ | H‘ | |

B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41224: 2-(1-Hydroxybut-2-enylidene)cyclohexanone — —

151.0 14.50 15.00

m/z 67.00 57.94%

3

5000 69.0
41.0
950  124.0
ol b e e L o
miz--> 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\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 unknownl14.879 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.879 7.86 ug/1l 59502 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyladamantane 150 C11H18 000700-56-1 49
2 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 43
3 Cyclohexanone, 2-(2-butynyl)- 150 C10H140 054166-48-2 38
4 2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 036169-67-2 35
5 2-Hydroxy-5-methylbenzohydrazide 166 C8H1ON202 028397-43-5 30
Abundance Scan 2142 (14.879 min): VY016235. D\data ms (-2140) (- m/z 135.05 100.00%
35.1
81.1
5000
166.2
1071
41. =t =
‘ 0 ‘ 14.50 15.00
o‘H"m\w“h“m wMuwm:w‘wmwm m/z 81.10  79.96%
m/z--> 20 80 100 120 140 160 180
Abundance #27726. 2-Methyladamantane
79.0 135.0
5000 107.0 — T
14.50 15.00
m/z 150.20 60.53%
O' \\l\\\!|\\“\\‘\\\\|\\
miz--> 80 100 120 140 160 180
Abundance #27771. Cyclohexene, 2-ethenyl-1,3,3-trimethyl-
135.0 ff\
e
14.50 15.00
5000 93.0 m/z 95.10 52.92%
41.0
67.0
0! 2 N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27531: Cyclohexanone, 2-(2-butynyl)- “ —
135.0 14.50 15.00
m/z 79.00 41.03%
55.0
5000 79.0
27.0 8.0
(o} — e
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\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 Naphthalene, decahydro-2,6-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.940 9.83 ug/l 74406  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 70
2 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 53
3 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 45
4 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 45
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 38
Abundance Scan 2152 (14.940 min): VY016235.D\data.ms (-2147) (- | m/z 149.15 100.00%
149.2
81.0
5000 55.1
109.1 S
15.00
178.2
0 T “ ‘ “M (52988 sz s1.00  83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41579: cis,trans-1,6-Dimethylspiro[4.5]decane
95.0
166.0
67.0
5000 L
15.00
123.0 m/z 95.10 83.87%
0‘\\\\‘\\\\‘\!\\‘\\\‘\\\\“1\\\“\\‘\\‘\‘\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0 ——
15.00
5000 550 m/z 166.20  62.87%
109.0
29.0 137.0
o} mW‘_\MWM‘HM‘J“ﬂ“W“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #41583: trans,trans-1,6-Dimethylspiro[4.5]decane ——
95.0 15.00
m/z 55.10 50.29%
67.0 166.0
5000
‘ 123.0
Y NN N N N U SNSRI (S e
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\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.239 14.67 ug/1 110962 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 94
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 78
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 72
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 50

Abundance Scan 2201 (15.239 min): VY016235.D\data.ms (-2197) (- m/z 128.00 100.00%

128.0
5000
‘ ‘ ——

I
51.0 15.00 15.50

bbbt AT92 o m/z 127.@5  11.58%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13683: Naphthalene /\M
128.0
5000 — e
15.00 15.50
m/z 129.00 10.15%
51.0
0\waﬂwwﬂﬁngﬂwWNMWHHMHW‘HWHHMHW‘HWHHM
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13678: Azulene
128.0
AL PR
15.00 15.50
5000 m/z 102.00 8.47%
51.0 ] H
O ot et

m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11 T —t—
128.0 15.00 15.50

m/z 126.10 7.10%

5000

51.0 91.0 | 156.0 206.0 246.0275.C

m/z--> 20 40 60 80 100120140160 180200220240 260 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl5.446 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.446 7.50 ug/1 56756 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis,trans-2,9-Dimethylspiro[5.5]... 180 C13H24 095530-74-8 30
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 30
3 2(1H)-Naphthalenone, octahydro-4... 166 C11H180 000938-06-7 25
4 cis,trans-1,7-Dimethylspiro[5.5]... 180 C13H24 1000111-73-1 22
5 5-Dodecyne 166 C12H22 019780-12-2 20
Abundance Scan 2235 (15.446 min): VY016235.D\data.ms (-2231) (| m/z 81.00 100.00%
55.0 81.0
: 109.1
5000
——
15.50
0° m/z 55.05 84.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #55022: cis,trans-2,9-Dimethylspiro[5.5]undecane
81.0
58.0 110.0
5000 1
15.50
137.0 180.0 m/z 109.10 80.87%
O \\\‘\\\\‘\\\\‘\\\\‘\\\!‘\\‘\\‘1\\\“\\\\‘\\\\!‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-
43.0 109.0
——
69.0 15.50
5000 m/z 69.05 79.96%
138.0
0 }?"9““ ‘u‘“u‘ “‘!M “‘ _‘H‘“um‘_m‘mwm‘m‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41450: 2(1H)-Naphthalenone, octahydro-4a-methyl-, cis 7
41.0 15.50
95.0 m/z 180.20 69.70%
67.0 166.0
5000
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110623\
Data File : VY@16235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.489  29.55 ug/l 223593  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 86
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 50
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 50
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 50
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 50

Abundance Scan 2406 (16.489 min): VY016235.D\data.ms (-2401) (- m/z 141.00 100.00%
141.0

5000 81.1
55.0

115.0 179.2

16.20 16.40 16.60
0 m/z 142.05 99.86%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0

208.2

5000 LIS L B A BB A
115.0 16.20 16.40 16.60
m/z 81.10 46.89%
39.0 630 89.0 Il
O‘\\\\“\\H\\““\‘\“\H\‘\‘\‘\\‘\\\‘}‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
R
16.20 16.40 16.60
5000 m/z 179.20 37.53%
115.0

300 9370, 800 |

L | 1
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- e AEEm
141.0 16.20 16.40 16.60

m/z 114.95 36.48%

5000 115.0

39.0 630 ggg

(] \‘\HH . u‘ w
L L L L L L B B R L L B B
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110623\
Data File : VY016235.D

Acqg On : 06 Nov 2023 14:32
Operator : SY/MD

Sample : 05228-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y103123S.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|
Naphthalene, de... 14.257 11.5 ug/1 86907 4 13.428 378309 50.0
Cyclohexanone, ... 14.428 5.8 wug/l 44017 4 13.428 378309 50.0
Cyclohexanone, ... 14.483 5.9 ug/l 44773 4 13.428 378309 50.0
cis,trans-1,6-D... 14.733 11.4 ug/1 86590 4 13.428 378309 50.0
trans,trans-1,8... 14.855 9.5 wug/l 71589 4 13.428 378309 50.0
unknown14.879 14.879 7.9 ug/l 59502 4 13.428 378309 50.0
Naphthalene, de... 14.940 9.8 ug/l 74406 4 13.428 378309 50.0
Azulene 15.239 14.7 wug/l 110962 4 13.428 378309 50.0
unknown15.446 15.446 7.5 ug/l 56756 4 13.428 378309 50.0
1,4-Methanonaph... 16.489 29.6 wug/l 223593 4 13.428 378309 50.0
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