LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 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\82Y060324S.M

Title : SW846 8260

Signal : TIC: VY@18523.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.205 59 63 72 rBV3 10723 24583  4.38% 0.585%
2 2.369 86 90 95 rBvV2 3411 7115 1.27% 0.169%
3 2.881 169 174 184 rVB7 4827 11701 2.08% 0.278%
4 3,235 226 232 238 rBV7 3822 8837 1.57% 0.210%
5 3.930 339 346 354 rBV 7925 20881 3.72% 0.497%
6 4.180 380 387 399 rVB3 6095 19142  3.41% 0.456%
7 4.698 458 472 482 rBV3 13274 49543  8.82% 1.179%
8 5.728 631 641 649 rBV5 5476 16538 2.94% 0.394%
9 6.692 791 799 804 rBV6 2869 8420 1.50% 0.200%
106 6.783 804 814 823 rVB6 3211 10549 1.88% 0.251%
11 6.966 835 844 852 rBV3 10069 29970 5.34% 0.713%
12 7.704 955 965 971 rBV 84879 202339 36.03% 4.816%
13 7.777 971 977 987 rVB2 86620 202868 36.12% 4.828%
14 7.984 1006 1011 1019 rBV7 3427 8394 1.49% 0.200%
15 8.130 1025 1035 1046 rBV 82941 192177 34.22% 4.574%
16 8.545 1093 1103 1110 rBV3 10613 24693 4.40% 0.588%
17 8.679 1117 1125 1133 rBV 152420 298763 53.19% 7.110%
18 8.771 1133 1140 1147 rVB3 12413 28492 5.07% 0.678%
19 8.917 1156 1164 1171 rBV9 3452 10080 1.79% 0.240%
20 9.173 1201 1206 1213 rVB3 7095 16624 2.96% 0.396%
21 9.600 1272 1276 1285 rVB9 2611 6192 1.10% 0.147%
22 9.813 1306 1311 1315 rBV4 5397 9558 1.70% 0.227%
23 9.953 1324 1334 1342 rBvVi10 5195 14367 2.56% 0.342%
24 10.063 1346 1352 1358 rBV6 4840 110653 1.97% 0.263%
25 10.173 1363 1370 1377 rBV 327183 561658 100.00% 13.367%
26 10.240 1377 1381 1386 rVB 16740 27092 4.82% 0.645%
27 10.368 1393 1402 1409 rBB4 13841 28745 5.12% 0.684%
28 10.514 1422 1426 1431 rVB6 3322 5859 1.04% 0.139%
29 10.575 1431 1436 1440 rBV2 3045 5851 1.04% 0.139%
30 11.081 1515 1519 1525 rVB3 5367 9924 1.77% 0.236%
31 11.209 1534 1540 1546 rBV4 8196 14691 2.62% 0.350%
32 11.282 1546 1552 1558 rVv8 4973 9475 1.69% 0.225%
33 11.380 1564 1568 1572 rBV3 4094 5968 1.06% 0.142%
34 11.483 1577 1585 1594 rBV 149594 256840 45.73% 6.113%
35 11.587 1596 1602 1606 rBV3 11397 20072 3.57% 0.478%
36 11.703 1613 1621 1626 rBV4 25720 57730 10.28% 1.374%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 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\82Y060324S.M
Title : SW846 8260
37 12.026 1663 1674 1681 rBV3 19496 49438 8.80% 1.177%
38 12.117 1685 1689 1693 rvv3 5366 7287 1.30% 0.173%
39 12.203 1698 1703 1704 rBv4 7062 10083 1.80% 0.240%
40 12.233 1706 1708 1716 rVB3 8588 16105 2.87% ©0.383%
41 12.331 1718 1724 1731 rBV 77712 133457 23.76% 3.176%
42 12.477 1743 1748 1754 rBV 111103 176215 31.37% 4.194%
43 12.581 1761 1765 1769 rVB6 5702 9033 1.61% 0.215%
44 12.648 1771 1776 1784 rVB7 8151 20882 3.72% 0.497%
45 12.733 1784 1790 1793 rBV5 15369 28652 5.10% 0.682%
46 12.806 1794 1802 1807 rVB4 39813 76367 13.60% 1.817%
47 12.892 1812 1816 1821 rVB3 9744 15394 2.74% 0.366%
48 12.971 1821 1829 1832 rBV3 7309 17109 3.05% 0.407%
49 13.038 1836 1840 1845 rBv3 13352 22101 3.93% 0.526%
50 13.117 1848 1853 1858 rBV 24442 36784 6.55% 0.875%
51 13.166 1858 1861 1867 rvVB8 4685 8692 1.55% 0.207%
52 13.245 1869 1874 1877 rBvVv7 5560 9599 1.71% 0.228%
53 13.288 1877 1881 1882 rBV4 4560 6611 1.18% 0.157%
54 13.337 1882 1889 1898 rVB6 45265 112438 20.02% 2.676%
55 13.422 1898 1903 1912 rBV2 61188 107394 19.12%  2.556%
56 13.495 1913 1915 1921 rVB4 7981 10179 1.81% 0.242%
57 13.568 1923 1927 1931 rBV2 12403 20826 3.71% 0.496%
58 13.623 1931 1936 1939 rBV2 22133 34451 6.13% ©0.820%
59 13.751 1952 1957 1960 rBv2 44120 64335 11.45% 1.531%
60 13.782 1960 1962 1966 rVB3 9823 13005 2.32% 0.310%
61 13.849 1971 1973 1976 rVV4 5504 8366 1.49% 0.199%
62 13.879 1976 1978 1981 rVVv4 7874 11637 2.07% 0.277%
63 13.910 1981 1983 1987 rVv4 8692 11075 1.97% 0.264%
64 13.965 1988 1992 1997 rVV4 14669 23051 4.10% 0.549%
65 14.013 1997 2000 2006 rVB7 4911 10120 1.80% 0.241%
66 14.081 2006 2011 2015 rBv4 15547 24005 4.27% 0.571%
67 14.202 2027 2031 2034 rBV6 4647 9463 1.68% 0.225%
68 14.257 2034 2040 2044 rVV9 14776 32177 5.73% 0.766%
69 14.379 2056 2060 2063 rBV4 14316 19897 3.54% 0.474%
70 14.422 2063 2067 2079 rVB6 14712 19782 3.52% 0.471%
71 14.526 2080 2084 2088 rBvV2 15045 23034 4.10% 0.548%
72 14.611 2094 2098 2102 rVB 39730 55317 9.85% 1.317%
73 14.672 2103 2108 2114 rBV4 21250 50162 8.93% 1.194%
74 14.727 2114 2117 2124 rVB4 18598 33141 5.90% 0.789%
75 14.843 2132 2136 2139 rBV6 7952 13816 2.46% 0.329%
76 14.940 2149 2152 2156 rBV6 8945 13004 2.32% 0.309%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 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\82Y060324S.M
Title : SW846 8260
77 15.056 2165 2171 2175 rVB9 8888 16944 3.02% ©.403%
78 15.233 2191 2200 2206 rBV 78681 161480 28.75% 3.843%
79 15.434 2229 2233 2240 rVB7 13589 24117 4.29% ©.574%
80 15.495 2240 2243 2248 rBV2 12188 22150 3.94% 0.527%
81 15.727 2277 2281 2286 rVB7 10205 18761 3.34% ©.447%
82 15.788 2287 2291 2292 rBV3 5779 6526 1.16% 0.155%
83 15.909 2308 2311 2317 rVB2 16353 29798 5.31% ©.709%
84 16.031 2326 2331 2336 rvVB9 9148 19435 3.46% 0.463%
85 16.166 2347 2353 2355 rBV8 4904 10206 1.82% ©0.243%
86 16.233 2358 2364 2368 rVW2 34672 72817 12.96% 1.733%
87 16.281 2368 2372 2381 rVB4 37415 76272 13.58% 1.815%
88 16.373 2381 2387 2391 rBV4 10205 22940 4.08% 0.546%
89 16.489 2399 2406 2411 rBV8 11873 30692 5.46% 0.730%
990 16.653 2426 2433 2440 rVB2 34371 75520 13.45% 1.797%
91 16.763 2445 2451 2455 rBV9 5568 12849 2.29% ©.306%
Sum of corrected areas: 4201775
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.M
Quant Title : SW846 8260

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

Abundance TIC: VY018523.D\data.ms

300000
250000
200000
150000
100000

50000
2.205 559 2881 3235 3.930 4.180 4.698 5.728 6.682¢

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

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY018523.D\data.ms

10.173
300000

250000

200000

8.679
150000 11.183

100000 7.70477 8130

50000 11.703

9.600 9.818.95606 '%M@ae 1,58

T1d 917 9.173

07— ——— P

= —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VY018523.D\data.ms

T
10.00 10.50 11.00 11.50

300000

250000

200000

150000

100000 15.233

162381 16653
15.931@5151 j%r) @%’61.1 .3BA489 6.7¢

50000

‘ ‘ T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 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\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 .alpha.-Pinene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.331  25.98 ug/1 133457  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 90
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 90
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 90
4 (+)-3-Carene 136 C10H16 000498-15-7 83
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 83

Abundance Scan 1724 (12.331 min): VY018523.D\data.ms (-1718) (| | m/z 93.10 100.00%

3

5000
39.1 — AR
H ‘ ‘ 121.1 12.00 12.50
Ol el u”m‘” bl 2991 sz o1.10 45.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18027: .alpha.-Pinene
93.0
5000 = | ‘JJ\N
39.0 12.00 12.50
m/z 92.20 35.34%
15 67.0 121.0
O \\‘\‘\\\\‘\\‘h“\“\“}\\"‘\\ ‘\‘\“‘\\\“\\\1‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
A\ Dasy
12.00 12.50
5000 ITI/Z 77 .00 31.31%
41.0 ‘ 121.0
AR I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- w‘/\ ‘ /‘M“”M
93.0 12.00 12.50
m/z 79.10 27.50%
5000
121.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 Benzeneethanol, .beta.-ethe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.623 16.04 ug/l 34451 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 72
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 53
3 Indane 118 C9H1e 000496-11-7 53
4 Deltacyclene 118 C9H1e 007785-10-6 50
5 1,3-Methanopentalene, 1,2,3,5-te... 118 C9H10 128600-88-4 47

Abundance Scan 1936 (13.623 min): VY018523.D\data.ms (-1931) (- m/z 117.05 100.00%
1171

AU

39.0 57.6 91.0 134.0 13.50 14.00
el 740l L] | 1542 9
0 bt A1 SR m/z 118010 49.13%
miz--> 20 40 60 80 100 120 140
Abundance #26260: Benzeneethanol, .beta.-ethenyl-
117.0
5000 \“M\ “A‘ — \A‘ /\\
13.50 14.00
91.0 m/z 115.00  39.37%
S om0 o || o
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #10195: Benzene, cyclopropyl-
117.0 )\M
ANVLNWLVEV: ST/
13.50 14.00
5000 ITI/Z 105.10 29.22%
91.0
o 2r0 210 e L ‘
m/z--> 20 40 60 80 100 120 140 /\/\jj\
Abundance #10181: Indane fx”“‘ L ﬁﬁf?/x
117.0 13.50 14.00

m/z 116.20 12.91%

5000

o150 390 630 gilo | Ll A AM\A/L

m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 Undecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.751  29.95 ug/1 64335 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 59
4 Tridecane 184 C13H28 000629-50-5 59
5 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 53

Abundance Scan 1957 (13.751 min): VY018523.D\data.ms (-1952) (- m/z 57.05 100.00%

57.0
5000

— ——
J&} 1380 13.50 14.00
H

ob— “ M““Hw‘m b 238 m/z 43.10 90.76%

m/z--> 50 100 150 200 250 300
Abundance #33077: Undecane
57.0

5000 — 5
13.50 14.00

m/z 41.00 58.95%

Ol\&_).\q‘\ ““‘\ ‘!‘ 990 T \ \]-‘5‘6\.(\) T ‘ T T ‘ T T T ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

T
13.50 14.00

5000 m/z 71.10 48.97%
‘ %7.0
ol— \“ ‘ ‘ ; u!\ ‘\h , ‘h‘ IN— ;5‘4‘0‘ — ‘2‘27"(‘) T
miz--> 100 150 200 250 300
Abundance #277469:Carbonk:add,emosyIWnerﬁer — —
57.0 13.50 14.00

m/z 85.05 31.37%
5000
I \‘

oL m\ | 1410 1820 2520 325 MWW
e E 5 A Ty

m/z--> 50 100 15 200 250 300 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 07

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
VY018523.D

Jun 2024 13:35

: SY/MD
. P2763-01
: 5.02g/5.0mL/MSVOA_Y/SOIL/A

7

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S .M
: SW846 8260

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 Dodecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.611  25.75 ug/1l 55317 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 92
2 Tetradecane 198 C14H30 000629-59-4 52
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 50
4 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 49
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 47

Abundance Scan 2098 (14.611 min): VY018523.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1
o *hf“ﬁjankAvJ\\ﬂwvv“f
g5.0 119.2
—— —
170.0 14.50 15.00
0 _Hwﬂ‘wuwhqwmm‘NWMuLVMH‘HMW‘H?RZ?_‘H‘H‘W m/z 43.10  74.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45479: Dodecane
43.0
71.0
5000 I ——
14.50 15.00
m/z 71.05 46.45%
‘ ‘ H 98.0 127.0 170.0
O ‘\‘\\\“\\\\‘\\“\\‘1\\\H‘\\U\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane
57.0
— —
14.50 15.00
5000 m/z 41.10 34.37%
85.0
29.0
0 ‘\‘ “\ u‘\ \H\ Il “‘11‘\‘3 0 141.0 169.0 198 0
e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl- —— —
57.0 14.50 15.00
m/z 119.15 28.02%
5000
85.0
290
0 L M%1a10 183021102300
_‘H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“ o oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00

82Y060324S.M Mon Jun 10 16:22:23 2024 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.672  23.35 ug/1 50162 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 55
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 55
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 55
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 49
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 49
Abundance Scan 2108 (14.672 min): VY018523.D\data.ms (-2103) (- m/z 119.10 100.00%
119.1
5000
I
41.0 91.0 rT L
65.1 148.2 2072 14.50 15.00
o bbb 2002 gz 134,200 39.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 /\ ‘ ‘J‘\‘ vl N\‘A(\l\‘fﬂ\‘
14.50 15.00
91.0 m/z 117.10 38.76%
41.0 g3 ‘ |
O \\\‘\‘\\\“\\w‘\“}‘\\\M‘\\\\‘m\\}“[‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
14.50 15.00
5000 ITI/Z 133.05 24.29%
91.0
39.0 65.0 ‘ ‘
ol L b b L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- bl = —
119.0 14.50 15.00
m/z 91.00 20.23%
5000
91.0
390 65.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82Y060324S.M Mon Jun 10 16:22:25 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 unknownl14.727 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.727  15.43 ug/1 33141 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 46
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 43
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 38
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 38
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 35

Abundance Scan 2117 (14.727 min): VY018523.D\data.ms (-2114) (- m/z 57.10 100.00%
57.

1
5000
119.2

—— —
97.0 148.3 14.50 15.00
OH— 39,‘ = H‘ I Al L b ,19714‘ e m/z 43.00  41.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — —
14.50 15.00

m/z 71.10  29.04%

29.0 98.0
L e Ly amossso
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0

—
14.50 15.00

o

5000 m/z 119.20 28.42%
29.0
85.0
‘ 126.0 171.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #145465: Oxalic acid, isobutyl octyl ester e —¥ /%f
57.0 14.50 15.00

m/z 41.00  25.20%

\\

o Lo H‘ 840 1120 157.0
I M S SR — —
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\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.233  75.18 ug/1 161480 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 N-Methyl-9-aza-tricyclo[6.2.2.0(... 185 C12H11NO 013131-19-6 78
4 1,2-Benzenedicarbonitrile 128 C8H4N2 000091-15-6 64
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 59
Abundance Scan 2200 (15.233 min): VY018523.D\data.ms (-2191) (- m/z 128.05 100.00%
128.1
5000
— —
51.1 750 102.1 162.3 15.00 15.50
Ol el ML 1828 207.00 e 107,10 10.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 g e o
15.00 15.50
m/z 129.00 10.03%
5.0 750 1020
O\‘\\\\‘\\‘\\‘w\\w“\\\\“\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: Azulene
128.0
VARSAVLY w1l
15.00 15.50
5000 m/z 102.10 8.54%
51.0 102.0
O‘WW‘N‘JMWLHW‘m“L“W‘ R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59959: N-Methyl-9-aza-tricyclo[6.2.2.0(2,7)]dodec-2,4,6 hpang 1
128.0 15.00 15.50
m/z 51.10 8.41%
5000
102.0
0“H"wﬁ%?ﬂmtﬂﬁ“‘ﬂ‘uw‘ﬂ‘H““W“‘}ﬁﬁg‘_“‘ \VMWMY“WW‘ PPkl
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\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 Furan, 2,3-dihydro-4-(1-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.233  33.90 ug/l 72817 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,3-dihydro-4-(1-methylpr... 126 C8H140 034379-54-9 59
2 Oxazole, 2,4-dimethyl- 97 C5H7NO 007208-05-1 50
3 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1010309-21-6 45
4 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 45
5 Thiophen-2-methylamine, N-(2-flu... 207 C11H1OFNS 1000310-35-2 45

Abundance Scan 2364 (16.233 min): VY018523.D\data.ms (-2358) (- m/z 97.10 100.00%
7.1

9
5000 57.1

e =
145.0 16.00 16.50

\\\‘\\\\““Lm‘h“ﬂ‘c“u\‘w\Hih‘\\‘c‘u"“\1‘\\,\“\\\}HH‘\\\\Z‘Q???,\ m/z 57.10  38.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #13153: Furan, 2,3-dihydro-4-(1-methylpropyl)-, (S)-
97.0

o

5000 41.0 I — I —
16.00 16.50
126.0 m/z 41.10 18.83%
18.0 69.0
0 \\‘\“"\M\\“‘\\\“\“\‘r‘\\““H\‘\“H‘H‘\‘\H’HH‘HH‘HH‘HH’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3328: Oxazole, 2,4-dimethyl-
97.0
I — I —
16.00 16.50
5000 ITI/Z 55.05 14.82%

o

42.0 68.0
R RRRE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #150332: Sulfurous acid, cyclohexylmethyl hexyl ester T —
97.0 16.00 16.50

m/z 43.10 9.10%

55.0
5000
29.0

‘ | 1270

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 2-Thiopheneacetic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.281  35.51 ug/1 76272  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Thiopheneacetic acid 142 C6H602S 001918-77-0 58
2 2(5H)-Furanone, 5-ethyl-3-hydrox... 142 C7H1003 000698-10-2 58
3 3-Thiopheneacetic acid 142 C6H602S 006964-21-2 53
4 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br 006294-40-2 46
5 Succinic acid, di(1l-cyclopentyle... 310 C18H3004 1000330-21-8 43
Abundance Scan 2372 (16.281 min): VY018523.D\data.ms (-2368) (| m/z 97.10 100.00%
97.1
5000
571 142.1
5 —
16.00 16.50
2243
Obrrrr ettty 1760 m/z 142.05  34.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22360: 2-Thiopheneacetic acid
97.0
5000 TS AN
142.0 16.00 16.50
45.0 m/z 57.10  28.42%
‘ ‘690
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“i\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22479: 2(5H)-Furanone, 5-ethyl-3-hydroxy-4-methyl-
97.0
—— —
57.0 16.00 16.50
5000 1420 m/z 141.00 25.82%
om,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22363: 3-Thiopheneacetic acid R R e
97.0 16.00 16.50
m/z 55.10 16.43%
5000
45.0 142.0
69.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample : P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.653  35.16 ug/l 75520 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 50
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 43
3 2,4,4-Trimethyl-1-pentanol, chlo... 242 C1@H17C1F202 1000447-27-2 38
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 37
5 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 35
Abundance Scan 2433 (16.653 min): VY018523.D\data.ms (-2426) (- m/z 57.10 100.00%
57.1
5000
113.2 \\\\‘\\\\‘\\\\‘
M ‘ 85‘2 145.2160.4 16.40 16.60
Ol ML 14521694 hyz 113,15 25.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104612: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 MM‘ N
16.40 16.60
113.0 m/z 97.10 21.95%
83.0
O \\\‘\\\\‘\\‘\‘1“\‘\“\\“1‘\\\‘\\1\‘\]\-\3\7‘9\\];§\8\9‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
R
16.40 16.60
5000 m/z 55.10 21.05%
290 85.0 1130
S I VO e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta; T
57.0 16.40 16.60
m/z 41.05 20.77%
5000
97.0
0 290‘\ ‘\ L 143.0 169.0 227.0
e e e e e e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY060724\
Data File : VY018523.D

Acqg On : 07 Jun 2024 13:35
Operator : SY/MD

Sample . P2763-01

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y060324S.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|
.alpha.-Pinene 12.331 26.0 wug/l 133457 3 11.490 256840 50.0
Benzeneethanol,... 13.623 16.0 ug/l 34451 4 13.422 107394 50.0
Undecane 13.751 29.9 wug/1 64335 4 13.422 107394 50.0
Dodecane 14.611 25.8 ug/l 55317 4 13.422 107394 50.0
Benzene, 1,2,3,... 14.672 23.4 ug/1 50162 4 13.422 107394 50.0
unknownl14.727 14.727 15.4 ug/1 33141 4 13.422 107394 50.0
Azulene 15.233 75.2 ug/l 161480 4 13.422 107394 50.0
Furan, 2,3-dihy... 16.233 33.9 ug/l 72817 4 13.422 107394 50.0
2-Thiopheneacet... 16.281 35.5 ug/1 76272 4 13.422 107394 50.0
2,4,4,6,6,8,8-H... 16.653 35.2 ug/l 75520 4 13.422 107394 50.0
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