LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y042423S.M

Title : SW846 8260

Signal : TIC: VY@13590.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.863 3 7 13 rVB 40899 56709 7.32% 0.597%
2 2.052 34 38 45 rBV2 5934 11005 1.42% 0.116%
3 2.217 59 65 75 rBV2 14342 35638 4.60% 0.375%
4 2.900 171 177 183 rBV4 6610 13607 1.76% 0.143%
5 3.247 226 234 244 rVB4 9725 25623 3.31% 0.270%
6 3.960 340 351 358 rBV 9669 33166 4.28%  0.349%
7 4.710 463 474 487 rBV 40055 139868 18.05% 1.471%
8 4.875 495 501 513 rVB5 12003 39272 5.07% 0.413%
9 5.747 634 644 655 rBV3 10953 34393 4.44% 0.362%
10 7.710 955 966 972 rBV3 115664 284600 36.73% 2.994%
11 7.789 972 979 987 rWw 226465 537606 69.38% 5.655%
12 7.862 989 991 1001 rVB4 6463 13499 1.74% 0.142%
13 7.996 1006 1013 1019 rBV5 5648 12133 1.57% 0.128%
14 8.136 1028 1036 1047 rBV 121731 267673 34.54%  2.816%
15 8.307 1050 1064 1077 rVV6 18160 71690 9.25% 0.754%
16 8.551 1094 1104 1110 rBV6 7554 18012 2.32% 0.189%
17 8.685 1115 1126 1137 rBV 314492 631291 81.47% 6.641%
18 9.185 1203 1208 1213 rVV4 6433 14472 1.87% 0.152%
19 9.557 1257 1269 1272 rBV7 4059 9494 1.23% 0.100%
20 9.618 1272 1279 1290 rVB6 11000 27073 3.49% 0.285%
21 9.746 1290 1300 1306 rBV4 9538 25003 3.23% 0.263%
22 10.069 1346 1353 1358 rBV2 12727 25954 3.35% 0.273%
23 10.179 1363 1371 1378 rW 446796 774881 100.00% 8.151%
24 10.240 1378 1381 1386 rVB2 11182 17892 2.31% 0.188%
25 10.368 1394 1402 1409 rVB5 9780 20925 2.70% 0.220%
26 10.715 1453 1459 1469 rVB 69788 114311 14.75% 1.202%
27 11.087 1514 1520 1526 rBV3 32176 54074 6.98% 0.569%
28 11.203 1533 1539 1543 rVV5 6060 10608 1.37% 0.112%
29 11.294 1548 1554 1563 rVB5 13726 36564 4.72% 0.385%
30 11.374 1563 1567 1576 rVB4 6975 15425 1.99% 0.162%
31 11.490 1578 1586 1593 rBV 327158 549083 70.86% 5.776%
32 11.624 1604 1608 1612 rVB2 13927 19424 2.51% 0.204%
33 11.685 1612 1618 1621 rBV4 20098 42944 5.54% 0.452%
34 11.746 1623 1628 1638 rVB4 34320 92214 11.90% ©.970%
35 11.837 1638 1643 1646 rBV4 11170 19088 2.46% 0.201%
36 11.892 1647 1652 1657 rVB5 14675 26148 3.37% 0.275%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y042423S.M
Title : SW846 8260
37 11.996 1662 1669 1676 rBV7 61256 148861 19.21% 1.566%
38 12.087 1681 1684 1693 rVB6 19014 42749 5.52% 0.450%
39 12.197 1693 1702 1705 rBV5 37360 80409 10.38% 0.846%
49 12.233 1705 1708 1713 rVB2 49035 72302 9.33% 0.761%
41 12.331 1713 1724 1730 rBV 141709 269991 34.84% 2.840%
42 12.477 1742 1748 1755 rVB3 221459 378772 48.88% 3.984%
43 12.569 1755 1763 1768 rBV9 29684 88490 11.42% 0.931%
44 12.642 1769 1775 1782 rVB3 131410 240489 31.04% 2.530%
45 12.733 1782 1790 1793 rBV6 38648 94261 12.16% 0.992%
46 12.812 1797 1803 1805 rBV7 47911 97764 12.62% 1.028%
47 12.886 1811 1815 1820 rVB2 45724 73652 9.50% 0.775%
48 12.947 1821 1825 1829 rBV5S 34287 49271 6.36% 0.518%
49 13.069 1838 1845 1850 rVB3 66793 142351 18.37% 1.497%
50 13.123 1851 1854 1858 rBV4 31091 54312 7.01% 0.571%
51 13.166 1858 1861 1869 rVB7 44040 108676 14.02% 1.143%
52 13.282 1873 1880 1887 rBV3 113995 241300 31.14% 2.538%
53 13.349 1888 1891 1896 rVB6 38138 52883 6.82% 0.556%
54 13.422 1898 1903 1908 rBV 160302 244627 31.57% 2.573%
55 13.477 1908 1912 1919 rVB2 100538 216061 27.88% 2.273%
56 13.568 1922 1927 1930 rVB2 83185 130955 16.90% 1.378%
57 13.617 1931 1935 1936 rBV3 39145 54133 6.99% 0.569%
58 13.745 1950 1956 1961 rVB3 139862 247743 31.97% 2.606%
59 14.129 2015 2019 2028 rVB6 102642 236458 30.52% 2.487%
60 14.202 2028 2031 2035 rVB5 38929 58545 7.56% 0.616%
61 14.257 2035 2040 2041 rBV3 119798 169386 21.86% 1.782%
62 14.282 2042 2044 2053 rVB2 150960 293655 37.90% 3.089%
63 14.391 2056 2062 2064 rVV2 165491 312902 40.38% 3.292%
64 14.416 2064 2066 2070 rVV3 179212 267528 34.53% 2.814%
65 14.458 2070 2073 2084 rVB6 94143 243885 31.47% 2.566%
66 14.873 2134 2141 2147 rVB3 126195 282168 36.41% 2.968%
67 14.946 2148 2153 2158 rVB3 109385 171743 22.16% 1.807%
68 15.001 2158 2162 2165 rBV3 89322 159521 20.59% 1.678%
69 15.275 2204 2207 2209 rBV2 43712 59008 7.62% 0.621%
Sum of corrected areas: 9506213
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\

: VYO013590.D

: 03 May 2023 18:31

: KP/MD

: 02505-04

: 3.41g/5.0mL/MSVOA_Y/SOIL
: 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0
Time-->

TIC: VY013590.D\data.ms

863 4.710
|\ 2052217 2.900  3.247 3.960 4.875 5.747

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

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VY013590.D\data.ms
10.079

8.685 11190

7.789

7.7 8.136

0
Time-->

7862996 | 307 855 0185  98§AB746 100

T T =
7.00 7.50 8.00 8.50 9.00

= ‘
9.50 10.00

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VY013590.D\data.ms

11.99612.23

% .

Time-->

T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82Y042423S .M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 2-Octene, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.642 49.15 ug/l 240489 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 70
2 1l.alpha.,2.beta.,3.alpha.,4.beta... 126 C9H18 002532-67-4 58
3 2-Undecene, 2-methyl- 168 C12H24 056888-88-1 50
4 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 46
5 2-Methyl-2-octene 126 CSH18 016993-86-5 46

Abundance Scan 1775 (12.642 min): VY013590.D\data.ms (-1769) (- m/z 69.05 100.00%

69.0
41.0
125.1
5000

R
97.1 12.50 13.00

0 ‘n\“m;J“_M:w“;‘1‘5‘4"1‘””“2‘995 m/z 55.85 70.54%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0

5000

T
12.50 13.00
m/z 70.10 70.52%

L o 0

\\\‘\}\\i\\\“\‘\w\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #13296: 1.alpha.,2.beta.,3.alpha.,4.beta.-Tetramethylcycl
69.0

o

41.0 T T
12.50 13.00
5000 ITI/Z 41.05 64.14%
126.0
Mo || Jme
0 H\\“HH "\"\"\‘H‘u‘\‘H‘\“‘H“H“HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43521: 2-Undecene, 2-methyl- T T
69.0 12.50 13.00

m/z 125.10  55.78%

5000 410
97.0 168.0
] \h | 140.0 |

e T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Carbonic acid, tridecyl vin... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.282 49.32 ug/l 241300 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 64
2 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 64
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 53
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
5 Hexadecane 226 Cl16H34 000544-76-3 50
Abundance Scan 1880 (13.282 min): VY013590.D\data.ms (-1873) (- m/z 57.00 100.00%
57.0
. —— —
‘ ‘ 127.2 13.00 13.50
ol b ol I 1680 2072 ;7110 61.22%
m/z--> 50 100 150 200 250 300
Abundance #160987: Carbonic acid, tridecyl vinyl ester
57.0
5000 AA ——
13.00 13.50
97.0 m/z 43.05 45.81%
‘OL h ‘ | 1270 1820 2270
O \h\ \““\ H\‘ \‘ ‘\ H \‘\ T T “\ T \ T ‘ T T \ T ‘ T T T T ‘
miz-> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
— —
13.00 13.50
5000 ITI/Z 85.10 39.16%
97.0
0 270, L il 270 1690 208.0 2520 297
g e : e
miz--> 50 100 150 200 250 300
Abundance #59088: Decane, 2,3,5-trimethyl- T —
57.0 13.00 13.50
m/z 41.05 36.31%
- /Myxjﬂwf%J\K”J\AﬁV]\
70 990 1410
oN‘m““uk‘u‘w‘\Hm“”H_‘H_Hw — —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Hexane, 2,2,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.477 44.16 ug/l 216061 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 53
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 50
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 50
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 50
5 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 47
Abundance Scan 1912 (13.477 min): VY013590.D\data.ms (-1908) (- m/z 57.05 100.00%
57.0
20 MJ\NW
——
‘ 85.0 113.1 13.50
Ob el b b 2852070 /s 5600 40.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 T
13.50
29.0 m/z 43.05 32.14%
o1 ‘“ | lesg 1130
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14547: Heptane, 2,2-dimethyl-
57.0
——
13.50
5000 m/z 71.10 28.28%
29.0
o\\\\850“3°
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl- ——
57.0 13.50
m/z 41.10 24.49%
29.0
ob I 880 1120 4550
et ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31

Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 4 Naphthalene, decahydro-, tr... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.745  so.64 ug/l 247743 1,4-Dichlorobenzene-d4  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 CleWis 000493-02-7 95

2 Naphthalene, decahydro-
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18

138 C1eH18

000091-17-8 94
006248-88-0 74

4 Cyclodecene 138 C10H18 003618-12-0 72
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 68
Abundance Scan 1956 (13.745 min): VY013590.D\data.ms (-1950) (- m/z 67.05 100.00%
67.0
138.0
41.0 96.0
5000
P e
16 1551 13.50 14.00
ol “euuq%“;i‘u;hq““ m/z 138.00  80.68%
miz--> 20 40 60 80 100 120 140 160
Abundance #19465: Naphthalene, decahydro-, trans-
670 138.0
41.0 9.0
5000 s A
13.50 14.00
m/z 81.05 72.07%
H ‘\H MH\ ‘ Ll i‘lso ‘
O‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0 —— —
41.0 13.50 14.00
5000 m/z 68.05 68.89%
0 H}m‘W“H_H“_HWHH
m/z--> 20 40 60 80 100 120 140 160
Abundance #19514: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl- —— ——
95.0 13.50 14.00
m/z 69.05 66.19%
5000 55.0 MJWMAAAJAMJ\ﬁVMﬂyv
123.0
27.0 77
0 et — —
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_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Adamantane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.129  48.33 ug/l 236458 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane 136 C1OH16 000281-23-2 76
2 2,5-Methano-1H-indene, octahydro- 136 C1OH16 019026-94-9 50
3 1H-Inden-1-one, 2,3,4,5,6,7-hexa... 136 C9H120 022118-00-9 49
4 .gamma.-Terpinene 136 C1OH16 000099-85-4 47
5 Cyclohexane, 1-methylene-4-(1-me... 136 C1@H16 000499-97-8 38

Abundance Scan 2019 (14.129 min): VY013590.D\data.ms (-2015) (- m/z 136.05 100.00%

136.1
79.0
5000
41.0
109.1 i

| M ‘ 168.2 14.00 14.50
A m/z 79.05 54.24%

A RRL et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18011: Adamantane
136.0
5000 — —
14.00 14.50
410 m/z 93.00  52.21%
““““““‘\““““““ \‘\1\1\.5.‘0\\\“\\\\‘\\\\‘\\
m/z--> 20 80 100 120 140 160 180
Abundance #18118 2 5-Methano-1H- |ndene octahydro—
36.0
— —
14.00 14.50
5000 m/z 133.00 35.55%
107 0
0 WH_HMWWW

o

o

Miz--> 100 120 140 160 180
Abundance #18972: 1H- Inden 1-one, 2,3,4,5, 6 7—hexahydr0— ot ——
79.0 36.0 14.00 14.50

m/z 41.00 32.64%
5000
108 0
39.0

om_m\h 0. I T
m/z--> 20 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 2-Adamantan-1-yl-5-(4-nitro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.282 60.02 ug/l 293655 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Adamantan-1-yl-5-(4-nitro-1H-p... 315 C14H17N702 1000301-14-4 72
2 Tricyclo[3.3.1.1(3,7)]decane, 2-... 214 C1OH15Br 007314-85-4 72
3 4-(1-Adamantanecarboxamido)-2-et... 476 C30H40N203 143413-39-2 64
4 1-Adamantanemethanol 166 C11H180 000770-71-8 64
5 Adamantane-1-carboxylic acid 180 C11H1602 000828-51-3 64
Abundance Scan 2044 (14.282 min): VY013590.D\data.ms (-2042) (- m/z 135.05 100.00%
135.1
‘ 14.00 14.50
0“MpmhbHNu‘l“‘w‘“‘_““H““H““H““‘ m/z 93.00 24.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217989: 2-Adamantan-1-yl-5-(4-nitro-1H-pyrazol-3-yl)-2
135.0
5000 " ——
14.00 14.50
79.0 m/z 79.00 19.61%
0+ \“J‘ “H\Ih\ “\l \“L“\ T \1\8\5‘0\ \2\4\2‘9\ T \3‘1\5\\0\ LA B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91472: Tricyclo[3.3.1.1(3,7)]decane, 2-bromo-
135.0
— —
14.00 14.50
5000 m/z 150.05 12.25%
67.0
bl e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #333339: 4-(1-Adamantanecarboxamido)-2-ethyl-6-methy = T
135.0 14.00 14.50
m/z 136.00 10.14%
5000
39.0
ow\w\w?mH_469-‘9”‘_%??-F’Hwwmﬁ?@-s i e
m/z--> 50 100 150 200 250 300 350 400 450 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.391 63.95 ug/l 312902 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 83
2 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 56
3 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 53
4 2-(3-Methylbuta-1,3-dienyl)cyclo... 164 C11H160 1000191-75-5 50
5 3-Methyl-1-adamantanecarboxylic ... 194 C12H1802 1000504-38-9 47
Abundance Scan 2062 (14.391 min): VY013590.D\data.ms (-2056) (- m/z 149.00 100.00%
149.0
5000
93.0
57.1 — e
‘ 119.0 ‘ 14.00 14.50
Obreperrebictlh il W LT L 18222070 s 9300 33.10%
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 14.00 14.50
m/z 57.10 23.06%
67.0
O-\1\5\.(‘)\‘1‘\\‘M\‘\“\‘\“\‘\\““\\‘1”\‘\‘1:\[\2‘1\.9\\‘H‘H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52978: 1-Methyl-3-ethyladamantane
149.0
— —
14.00 14.50
5000 m/z 107.00 17.99%
93.0
55.0 1210 | 1780
o) ] S A e N N W s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39778: Adamantane, 1,3-dimethyl- — —
149.0 14.00 14.50
m/z 41.05 15.89%
5000 93.0 \,W\/\/\/\N\M/\/\/\
121.
olsow\wm‘)w N
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\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 Naphthalene, decahydro-2-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.416 54.68 ug/l 267528 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 90
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 68
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 58
4 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 55
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 46
Abundance Scan 2066 (14.416 min): VY013590.D\data.ms (-2064) (- m/z 95.00 100.00%
67.0 95.0 152.1
5000 41.0
119.0
——
14.50
— ,h: H -l L “H b 1822 2089 g 00 g9 50y
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 T
14.50
109.0 m/z 152.05  93.28%
0 ‘\i“‘\\‘h\u“H‘\‘\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl-
81.0
—=
55.0 152.0 14.50
5000 m/z 81.00 89.03%
29.0 109.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29381: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S P
95.0 14.50
m/z 82.05 71.34%
69.0
5000
152.0
Ol g 123.0 —
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\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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 1,3,6-Trimethyladamantane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.459  49.85 ug/l 243885 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 52
2 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 50
3 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 49
4 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 47
5 Tricyclo[3.3.1.1(3,7)-]decane, 1... 242 C12H19Br 000941-37-7 42

Abundance Scan 2073 (14.458 min): VY013590.D\data.ms (-2070) (- m/z 163.10 100.00%
163.1
5000 107.0 Aﬂ
41.0 71.0 -
H ‘ ‘ 1350 14.50
Ol w‘ A W““m ottt OO 2801 sz 107.00  48.95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52973: 1,3,6-Trimethyladamantane
1638.0
5000 107.0 T
14.50
55.0 81.0 m/z 41.00  28.23%
‘ H 135.0
O\\\‘\\‘\M“\1‘\\”‘”\\‘\\“‘\‘”\\“\\\‘\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86257: 1,2-Dimethyl-5-nitroadamantane
107.0 163.0
—r
14.50
5000 ITI/Z 43.10 26.62%
41.0
‘ 790‘
T O .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52975: 1,3,5-Trimethyladamantane T
163.0 14.50
m/z 71.05 22.82%
5000 107.0 A/\/\MMN\M
%080 | 1350 |
om‘HmwmmwMH_‘H‘mWmu”wawww ——
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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@ 2-Methyladamantane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.873 57.67 ug/1 282168 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyladamantane 150 C11H18 000700-56-1 90
2 Y-Methylbicyclo(4.3.0)non-6-en-8... 150 C1@H140 1000424-65-9 76
3 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 72
4 Phenol, 2,3,5,6-tetramethyl- 150 C10H140 000527-35-5 53
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 53

Abundance Scan 2141 (14.873 min): VY013590.D\data.ms (-2134) (- m/z 135.00 100.00%

135.0
5000 79.0
41.0 107.1 - el
14.50 15.00
166.1
0 | “:M‘ ‘ m‘\ el l 2089 ise.60  63.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27726: 2-Methyladamantane
79.0 135.0
5000 . 107.0 I T T
410 14.50 15.00
m/z 79.00 44.63%
O ‘\\l‘\\\!‘\\“\\‘\\\\’\\\\‘\\\\

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

Abundance #27585: Y-Methylbicyclo(4.3.0)non-6-en-8-one
135.0

r

— ——
190 1090 14.50 15.00
5000 ' m/z 67.00 29.97%

53.0 ‘
] I \‘\ |

miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #27772: Cyclohexene, 2-ethenyl-1,3,3-trimethyl- — —
135.0 14.50 15.00
m/z 41.00 24.90%

o

1

5000 93.0

‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

]

41.0

L sso

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY050323\
Data File : VY@13590.D

Acqg On : 03 May 2023 18:31
Operator : KP/MD

Sample : 02505-04

Misc : 3.41g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042423S.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|
2-Octene, 2,6-d... 12.642 49.1 ug/l 240489 4 13.422 244627 50.0
Carbonic acid, ... 13.282 49.3 ug/l 241300 4 13.422 244627 50.0
Hexane, 2,2,5-t... 13.477 44.2 ug/l 216061 4 13.422 244627 50.0
Naphthalene, de... 13.745 50.6 ug/l 247743 4 13.422 244627 50.0
Adamantane 14.129 48.3 ug/l 236458 4 13.422 244627 50.0
2-Adamantan-1-y... 14.282 60.0 ug/l 293655 4 13.422 244627 50.0
1,4-Dimethylada... 14.391 64.0 ug/l 312902 4 13.422 244627 50.0
Naphthalene, de... 14.416 54.7 ug/l 267528 4 13.422 244627 50.0
1,3,6-Trimethyl... 14.459 49.9 ug/l 243885 4 13.422 244627 50.0
2-Methyladamantan 14.873 57.7 ug/l 282168 4 13.422 244627 50.0

82Y042423S.M Thu May 04 13:50:09 2023 Page: 14



