LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y071822S.M

Title : SW846 8260

Signal : TIC: VY@09682.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.698 461 472 480 rBV 29263 95467 1.29% 0.247%
2 4.795 480 488 503 rVB4 35576 121599 1.64% 0.315%
3 7.709 955 966 971 rBV 118618 275887 3.72% 0.714%
4 7.783 971 978 999 rVB 202596 459952  6.20% 1.190%
5 8.130 1026 1035 1046 rBV 110260 244026  3.29% 0.631%
6 8.685 1117 1126 1136 rBV 296128 579955 7.82% 1.501%
7 10.172 1362 1370 1380 rBV 456013 777856 10.49%  2.013%
8 11.483 1577 1585 1598 rBV 427325 713585  9.62%  1.846%
9 12.227 1696 1707 1713 rBV2 72824 188880 2.55% 0.489%
10 12.306 1713 1720 1726 rBV6 30054 80295 1.08% 0.208%
11 12.483 1742 1749 1755 rBV2 492946 898300 12.12%  2.324%
12 12.641 1769 1775 1781 rVB2 222410 398525 5.37% 1.031%
13 12.733 1781 1790 1796 rBV6 67107 202643 2.73% 0.524%
14 12.837 1796 1807 1816 rBV6 139019 497571 6.71% 1.288%
15 12.946 1821 1825 1829 rVB4 90121 137593 1.86% 0.356%
16 13.044 1829 1841 1842 rBV5 110989 233452 3.15% 0.604%
17 13.129 1851 1855 1858 rBV2 98802 159997 2.16% 0.414%
18 13.294 1878 1882 1888 rVB6 112113 230404 3.11% 0.596%
19 13.349 1888 1891 1894 rBV3 76012 123829 1.67% 0.320%
20 13.422 1898 1903 1911 rVB 459831 842964 11.37% 2.181%
21 13.495 1911 1915 1919 rBv4 107758 227018 3.06% 0©.587%
22 13.562 1921 1926 1931 rVV2 403404 653639 8.82% 1.691%
23 13.605 1931 1933 1936 rBV2 65730 77234 1.04% 0.200%
24 13.690 1942 1947 1950 rBv4 243838 482732  6.51% 1.249%
25 13.739 1950 1955 1960 rVV3 475397 906424 12.22%  2.345%

26 13.812 1964 1967 1970 rVB3 148492 182817 2
27 13.879 1972 1978 1981 rBv4 267775 558969 7
28 14.202 2027 2031 2035 rBV5 199128 355139  4.79%
29 14.251 2035 2039 2042 rBV2 576075 928037 12.
30 14.422 2063 2067 2070 rBV3 1055052 1446179 19.50%

WNORO®
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R

31 14.464 2071 2074 2083 rVB6 599930 1355603 18.28%
32 14.550 2084 2088 2090 rBV 508842 749392 10.11%
33 14.733 2114 2118 2123 rBV3 1170866 1968998 26.56%
34 14.848 2133 2137 2140 rBV2 1111517 1938415 26.14%
35 15.007 2159 2163 2165 rBV2 606854 1043111 14.07%

NV R W
]
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%]
R

36 15.117 2178 2181 2190 rVB2 2450607 3804589 51.31%  9.845%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 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\82Y071822S.M
Title : SW846 8260

37 15.214 2195 2197 2202 rVB4 1008844 1331733 17.96%  3.446%
38 15.440 2230 2234 2242 rBV6 1166915 2800619 37.77% 7.247%
39 15.610 2256 2262 2269 rVB3 3809856 7414536 100.00% 19.186%
40 16.470 2400 2403 2410 rVB3 1093697 2075227 27.99% 5.370%

41 16.763 2446 2451 2455 rBV2 573577 1082792 14.60%  2.802%

Sum of corrected areas: 38645983
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
Quant Title : SW846 8260

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

Abundance .
6000000 TIC: VY009682.D\data.ms

5000000
4000000
3000000
2000000

1000000

4.68995

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 .
6000000 TIC: VY009682.D\data.ms

5000000

4000000

3000000

2000000

1000000
10.172 11.483

I — SN G- | U S —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance :

LS50 TIC: VY009682.D\data.ms

— ‘ R
10.50 11.00 11.50

15.610

5000000
4000000
3000000
2000000

1000000
12.483

12122306 |\ 2
T ‘ T T T T ‘
Time--> 12.00 12.50

‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.422 85.78 ug/l 1446180 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 96
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 96
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 90
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 007764-50-3 83
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 76

Abundance Scan 2067 (14.422 min): VY009682.D\data.ms (-2063) (- m/z 152.20 100.00%

95.1 152.2
67.1
5000
39.1

—
LUl 2
Ol prrrell ML L L2822 28l n; 95,10 86.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29506: Naphthalene, decahydro-2-methyl-
41.0
95.0 152.0
5000 LA
14.50
m/z 67.10 75.84%

o

"‘1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
41.0

95.0

152.0 LN
14.50
5000 m/z 81.10 68.52%
123.0

O [ T T T T T T T T T

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29494: cis-Decalin, 2-syn-methyl- T
95.0 14.50

m/z 82.10 62.70%

67.0
5000
152.0
39.0
23.0
| ‘ |

0! mﬂﬂw‘H‘W‘H‘_Hu_‘u‘uu‘H‘W‘HW‘H‘_‘H_‘ —
miz--> 20 40 60 80 100120140160 180200220240 260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 unknownl4.464 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.464 80.41 ug/l 1355600 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 35
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 35
3 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 18
4 Triacontyl heptafluorobutyrate 634 C34H61F702 1000351-83-2 18
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 18

Abundance Scan 2074 (14.464 min): VY009682.D\data.ms (-2071) (] ' m/z 57.10 100.00%
57.1

5000 177.3 /WW/\W
—
M w 14.50
ow,w_‘mszﬁ%‘l‘wHwWH_m_mww m/z 71.10  77.93%
m/z--> 0 50 100 150200 250 300 350400 450500550 600 650
Abundance #59032: Decane, 5-propyl-
57.0
5000 LA
14.50
m/z 55.10 74.89%
‘ 40.0
0\\‘\\’\"\H‘H“H“HH‘HH‘HH‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 0 50 100 150200 250 300 350400 450500550 600 650
Abundance
43.0
—
14.50
5000 ITI/Z 41.10 70.38%
140.0
O frr T
m/z--> 0 50 100 150200 250 300 350400 450500550 600 650
Abundance #348587: Hexatriacontyl pentafluoropropionate 7
57.0 14.50
m/z 81.10 67.89%
olt \{ﬂ“ 222.0292.0362.0432.0504.0 650.(
,“““““‘ —
m/z--> 0 50 100 150200 250 300 350400 450500550 600 650 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 unknownl14.733 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.733 116.79 ug/1 1969000 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 42
2 Decyl octyl ether 270 C18H380 1000406-38-3 38
3 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 30
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 27
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 27

Abundance Scan 2118 (14.733 min): VY009682.D\data.ms (-2114) (- m/z 57.10 100.00%

57.1
5000
95.1 151.2
—— ——
14.50 15.00
124.2 ‘
- e 11883 s 7110 61.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — ——
14.50 15.00
200 98.0 m/z 43.10 59.89%
O\‘\‘H\\“\\\H‘\\H\\‘”\\\“\\1‘\‘\\\]-\4"]-\\0\\‘\\\%‘8\4'\0\\‘\
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
57.0
—— ——
14.50 15.00
5000 m/z 41.10 48.66%

83.0
29.0 112.0
140.0
O bl Al e
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance  #13150: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl- —— ——

43.0 14.50 15.00
71.0 m/z 55.10 39.45%
5000
95.0
‘1260
0! ‘MH‘U“_\““‘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_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Naphthalene, decahydro-2,6-... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.848 114.98 ug/l 1938420 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 83
2 trans, cis-3-Ethylbicyclo[4.4.0]... 166 C12H22 066660-43-3 74
3 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22 066660-39-7 64
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 60
5 Naphthalene, decahydro-2,3-dimet... 166 C12H22 001008-80-6 58

Abundance Scan 2137 (14.848 min): VY009682.D\data.ms (-2133) (- m/z 81.10 100.00%
81.1

166.3
50001 41.1
— —
1063 1450 15.00
0 : 281 'm/z 95.10 99.35%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-

5

81.0
166.0
5000 — —
410 109.0 14.50 15.00
H 137.0 m/z 166.30 78.13%
0 ’\‘\‘\\‘i“\\\h\‘“\h\h\\‘wM‘\H“\}‘H“}H\“Hl\‘\‘\\\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
81.0 137.0
— ——
166.0 14.50 15.00
5000 m/z 151.20 60.99%
109.0
53.0
L SN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #41577: trans, cis-2-Ethylbicyclo[4.4.0]decane — ——
81.0
137.0 14.50 15.00 .
166.0 m/z 67.10 55.16%
5000
09.0
53,0
0! — —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.117 225.67 ug/1 3804590 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 97
2 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 49
3 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 46
4 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 46
5 Cyclododecane 168 C12H24 000294-62-2 46
Abundance Scan 2181 (15.117 min): VY009682.D\data.ms (-2178) (- m/z 69.10 100.00%
69.1
5000{ 41.1 M
97.1
182.3
— —
| H 12\‘6'2 1543 15.00 15.50
0 A AL L m/z s5.10 64.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56983: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69.0
41.0
5000 — ——
97.0 15.00 15.50
T 1260 182.0 m/z 56.10  55.95%
O'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
— —
15.00 15.50
5000 m/z 57.10 49, 86%
84.0 111.0
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7547: 3-Heptene, 2-methyl- T —
69.0 15.00 15.50
41.0 m/z 41.10 47.25%
5000
112.0
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_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 unknownl5.214 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.214  78.99 ug/1 1331730  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 47
2 Propanoic acid, 3-mercapto-, 2-e... 218 C11H2202S 050448-95-8 43
3 2-Ethylhexyl mercaptoacetate 204 C1eH2002S 007659-86-1 38
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 35
5 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 35

Abundance Scan 2197 (15.214 min): VY009682.D\data.ms (-2195) (- m/z 57.10 100.00%
57.1

5000 W

1122 S
182.3 15.00 15.50
ol 4 H‘ oA “h“‘c ‘u‘ﬁl‘f%“‘ b 3B sz 71010 78.49%
miz--> 50 100 150 200 250
Abundance #61053: 1-Decanol, 2-ethyl-
57.0
5000

m/z 69.10 52.03%

27‘.0 ‘ H97.o
. “\“ \“ ‘w‘ ull ‘\“ ‘h‘ ‘h “1‘3?? T
m/z--> 50 100 150 200 250
Abundance

57.0

o

5000 112.0 m/z 43.10 48.41%
27.0
0 145.0  189.0219.0 “ﬂfvwﬂ/ﬂ&AJR”J\“/\A
‘ A L A e A S S ARG
m/z--> 50 100 150 200 250
Abundance #79337: 2-Ethylhexyl mercaptoacetate T —
57.0 15.00 15.50

m/z 56.10 48.04%

5000
2710 112.0
L | 145

| SANN
miz--> 50 100 150 200 250 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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, 1,1,3,5-tetram... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.440 166.12 ug/1 2800620 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 68
2 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1010499-04-6 59
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 59
4 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 58
5 Cyclohexane, 1,3,5-trimethyl-2-o0... 378 C27H54 055282-34-3 53
Abundance Scan 2234 (15.440 min): VY009682.D\data.ms (-2230) (| m/z 69.10 100.00%
69.1 125.2
5000
——
i 1 1 O T
— H‘w“”:‘W“m“U‘H‘;M L | 2103 2810 y/7 125.20  90.78%
miz-> 50 100 150 200 250
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 T
15.50
39.0 m/z 83.10 56.91%
O T T M\ ‘H‘ “‘H\ ‘H H\“ T ‘ T T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
69.0
125.0
——
15.50
5000 m/z 55.10 54.79%
oL P o
miz--> 50 100 150 200 250
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans- e
69.0 15.50
1250 m/z 41.10  41.70%
5000
39.0
T 1 O
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 unknownl5.611 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.611 439.79 ug/1 7414540  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 45
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 43
3 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 38
4 2-Hexanone, 3-cyclohexylidene-4-... 208 C14H240 1000150-19-2 38
5 7-Tetradecene 196 C14H28 010374-74-0 35
Abundance Scan 2262 (15.610 min): VY009682.D\data.ms (-2256) (- m/z 69.10 100.00%
69.1
165.3
5000
09.1
196.3 —r— e
3901 I ‘ ‘ H ‘ ‘ 15.50 16.00
oww‘g“”‘%,n!‘,HHl‘m"www“m,w_WHH_%?&:- m/z 55.10  64.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13249: Cyclohexane, 1,2,3-trimethyl-
55.0
5000 97.0 L - L —
126.0 15.50 16.00
JJ m/z 165.30  59.33%
O\H‘HH}‘\HH’\‘}‘\\"\H“‘H‘H‘HH‘H\\‘\H\‘HH’\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
69.0
—— —
15.50 16.00
5000 ITI/Z 41.10 57.49%
39,0 126.0
O lrrr et b e e prere e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13300: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,? P ——
69.0 15.50 16.00
m/z 95.10 53.48%
111.0
5000
39.0
o,,, e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Bicyclo[2.2.1]heptane, 1,3,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.470 123.09 ug/l 2075230 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 51
2 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1@H160 001125-12-8 38
3 Thujone 152 C1eH160 000546-80-5 38
4 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 22
5 Cyclohexene, 1-ethyl- 110 C8H14 001453-24-3 18

Abundance Scan 2403 (16.470 min): VY009682.D\data.ms (-2400) (- m/z 179.30 100.00%
81.1 179.3

5000

3

16.20 16.40 16.60

0 2083 m/z 81.10  99.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19520: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
123.0
5000 410 LI L L L L L B
16.20 16.40 16.60
M m/z 123.20  63.62%
O‘\\\\“\\\‘\‘\H‘\\‘\\\!‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0 81.0
R R Emme
110.0 16.20 16.40 16.60
5000 ITI/Z 110.20 55.15%
152.0
ol e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29046: Thujone e
81.0 16.20 16.40 16.60
41.0 110.0 m/z 69.10 53.00%
o w
‘ 152.0
01 -~ R R Emme
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.763 64.23 ug/l 1082790 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 90
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 47
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 43
4 Toxoflavin 193 C7H7N502 000084-82-2 35
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 30

Abundance Scan 2451 (16.763 min): VY009682.D\data.ms (-2446) (- m/z 193.30 100.00%
198.3

5000 691 951 1372
411

&

16.40  16.60

161.2
0 ‘_MHWUM‘!M Jwﬁ‘mH”_‘e“_“uz“zf‘;? m/z 95.10  50.01%
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

3

193.0
123.0
5000 69.0 950 S
16.40 16.60
m/z 137.20 49.,91%
L
O\‘\\\\’\\\‘\‘\ \\“‘}\\‘\‘\‘\i\“\\\\‘\\‘\\‘\\\\“\\}\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
69.0 123.0 \\‘\\\\‘\\\\‘
41.0 16.40 16.60
5000 95.0 m/z 123.20 47 .66%
152.0
[ e e o e e e e e e e S R R R R \/\/\J\/\

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

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- ]
193.0 16.40 16.60

m/z 69.10 46.58%

5000 55.0
109.0

<

81.0
29.0

Il ‘H MM H‘H s I, 163.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60

137.0

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY072522\
Data File : VY009682.D

Acqg On : 25 Jul 2022 13:27
Operator : KP/MD

Sample : N3839-03

Misc : 6.22g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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... 14.422 85.8 ug/l 1446180 4 13.422 842964 50.0
unknownl4.464 14.464 80.4 wug/l 1355600 4 13.422 842964 50.0
unknown14.733 14.733 116.8 wug/l 1969000 4 13.422 842964 50.0
Naphthalene, de... 14.848 115.0 ug/l 1938420 4 13.422 842964 50.0
Cyclohexane, 2-... 15.117 225.7 ug/l 3804590 4 13.422 842964 50.0
unknownl15.214 15.214 79.0 ug/l 1331730 4 13.422 842964 50.0
Cyclohexane, 1,... 15.440 166.1 ug/l 2800620 4 13.422 842964 50.0
unknown15.611 15.611 439.8 wug/l 7414540 4 13.422 842964 50.0
Bicyclo[2.2.1]h... 16.470 123.1 ug/l 2075230 4 13.422 842964 50.0
Decahydro-1,1,4... 16.763 64.2 ug/l 1082790 4 13.422 842964 50.0
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