LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1054-01

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

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\82Y010224S.M

Title : SW846 8260

Signal : TIC: VYQ16934.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.875 4 9 17 rVB3 7152 10273 1.28% 0.099%
2 2.259 63 72 77 rBvV2 6348 13111 1.63% 0.126%
3  3.967 344 352 363 rBvV2 3168 9015 1.12% ©0.087%
4 A.747 467 480 494 rBV2 12633 41071 5.11% ©.395%
5 5.777 638 649 659 rBvV3 7567 23400 2.91% 0.225%
6 7.003 840 850 862 rBV 8817 32548 4.05% 0.313%
7 7.734 961 970 976 rBV 81396 196199 24.40%  1.888%
8 7.807 976 982 994 rVB 150812 340196 42.31% 3.273%
9 8.161 1026 1040 1052 rBV2 73417 174981 21.76% 1.684%
10 8.703 1121 1129 1141 rBV 285015 563808 70.12% 5.425%
11 10.197 1364 1374 1381 rBV 330193 586639 72.96% 5.645%
12 10.587 1432 1438 1446 rBV 29022 52438 6.52% 0.505%
13 10.959 1492 1499 1511 rBV2 11205 23383 2.91% 0.225%
14 11.325 1554 1559 1566 rVB 13140 21918 2.73% 0.211%
15 11.502 1580 1588 1600 rBV 445361 718054 89.30% 6.909%
16 11.721 1614 1624 1633 rBV5 10242 20606 2.56% 0.198%
17 12.038 1665 1676 1686 rBV 13104 29066 3.61% ©0.280%
18 12.252 1707 1711 1721 rVB5S 6999 15921 1.98% 0.153%
19 12.422 1730 1739 1741 rVV4 7517 16021 1.99% 0.154%
20 12.495 1745 1751 1762 rVB2 266563 448481 55.78% 4.315%
21 12.678 1774 1781 1785 rVB 13086 25737 3.20% 0.248%
22 12.745 1785 1792 1795 rBV 57940 95078 11.82% 0.915%
23 12.776 1795 1797 1800 rVWV 35445 56154 6.98% 0.540%
24 12.819 1800 1804 1809 rVV2 165172 260500 32.40% 2.507%
25 12.867 1809 1812 1818 rVB3 15211 24077  2.99% 0.232%
26 12.983 1823 1831 1835 rBV 63228 113654 14.13% 1.094%
27 13.050 1838 1842 1848 rVB2 41536 63946 7.95% 0.615%
28 13.129 1848 1855 1860 rBV 104883 163228 20.30% 1.571%
29 13.190 1860 1865 1869 rVvV5 9682 19955 2.48% 0.192%
30 13.233 1869 1872 1873 rVV2 7728 9169 1.14% 0.088%
31 13.258 1873 1876 1880 rvB3 19962 29765 3.70% 0.286%
32 13.325 1880 1887 1891 rBvV3 66387 120325 14.96% 1.158%
33 13.373 1891 1895 1898 rvwv3 35727 53421 6.64% 0.514%
34 13.434 1898 1905 1914 rVvv2 417232 804068 100.00% 7.737%
35 13.514 1914 1918 1921 rVB2 21469 27429 3.41% 0.264%

36 13.636 1929 1938 1941 rBV2 156548 269530 33.52%  2.593%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1054-01

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

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\82Y010224S.M
Title : SW846 8260
37 13.672 1941 1944 1953 rVB4 103067 202625 25.20%  1.950%
38 13.757 1953 1958 1963 rBV = 224214 337571 41.98%  3.248%
39 13.831 1963 1970 1976 rVvV 65432 122687 15.26% 1.180%
40 13.892 1976 1980 1982 rVV 50895 72145 8.97% 0.694%
41 13.922 1982 1985 1990 rVvV 78355 120617 15.00% 1.161%
42 13.977 1990 1994 1999 rvwV 106757 152506 18.97% 1.467%
43 14.038 1999 2004 2007 rVB2 22967 38997 4.85% 0.375%
44 14.087 2007 2012 2017 rVB 135147 212623 26.44%  2.046%
45 14.166 2017 2025 2028 rBV6 21181 54038 6.72% 0.520%
46 14.221 2028 2034 2037 rBV3 36720 75593 9.40% 0.727%
47 14.263 2037 2041 2045 rW5 64664 138007 17.16%  1.328%
48 14.306 2045 2048 2051 rvV 50821 89583 11.14% 0.862%
49 14.343 2051 2054 2058 rvV 78813 103023 12.81% 0.991%
50 14.391 2058 2062 2065 rvVv 56473 77950  9.69% 0.750%
51 14.428 2065 2068 2074 rVB3 53624 68926 8.57% 0.663%
52 14.489 2074 2078 2080 rBV5 20598 29803 3.71% 0.287%
53 14.526 2081 2084 2088 rvv 47341 66961 8.33% 0.644%
54 14.574 2088 2092 2096 rVvv2 99572 176146 21.91% 1.695%
55 14.617 2096 2099 2104 rVB 141412 195771 24.35% 1.884%
56 14.690 2104 2111 2116 rBv4 211871 453327 56.38% 4.362%
57 14.739 2116 2119 2126 rVB4 58766 105176 13.08% 1.012%
58 14.843 2130 2136 2143 rVB 149823 241554 30.04%  2.324%
59 14.916 2144 2148 2149 rVWV3 20517 26376 3.28% 0.254%
60 14.952 2149 2154 2157 rVV3 74289 135629 16.87% 1.305%
61 14.989 2157 2160 2165 rVV 40509 67501 8.39% 0.649%
62 15.068 2166 2173 2178 rVB3 72597 157167 19.55% 1.512%
63 15.221 2192 2198 2201 rBV5 31403 63594 7.91% 0.612%
64 15.300 2207 2211 2216 rBV2 66759 113462 14.11% 1.092%
65 15.355 2216 2220 2231 rVV5 50033 174798 21.74% 1.682%
66 15.440 2231 2234 2242 rVB3 54757 95952 11.93% 0.923%
67 15.538 2242 2250 2257 rBV3 50776 110759 13.77% 1.066%
68 15.617 2257 2263 2267 rVB5 13054 23591 2.93% 0.227%
69 15.702 2268 2277 2278 rBV4 34259 69122 8.60% 0.665%
70 15.739 2278 2283 2291 rVB 121739 230576 28.68% 2.219%
71 15.824 2293 2297 2302 rBV5 11401 20347  2.53% 0.196%
72 15.897 2303 2309 2314 rBV3 24545 57030 7.09% 0.549%
73 16.044 2325 2333 2339 rBV2 62105 133116 16.56%  1.281%
74 16.239 2356 2365 2371 rVV3 51306 118970 14.80%  1.145%
75 16.306 2371 2376 2381 rVV3 28419 63221 7.86% 0.608%
76 16.367 2383 2386 2396 rVB4 15062 31037 3.86% 0.299%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

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\82Y010224S.M

Title : SW846 8260

77 16.507 2401 2409 2414 rBV7 18136 54664 6.80% 0.526%

78 16.635 2423 2430 2439 rVB4 13069 37184 4.62% 0.358%
Sum of corrected areas: 10392890
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.M
Quant Title : SW846 8260

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

Abundance TIC: VY016934.D\data.ms

400000
350000
300000
250000
200000
150000
100000

50000
875 2.259 3.967 4.747 5.777

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY016934.D\data.ms

11.502
400000

350000 10.197
300000 8.703

250000
200000
150000 7.807
100000 77

50000 10.587
7.003 I 10.959 11.325| | 11.721
0=

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11 50
Abundance TIC: VY016934.D\data.ms

400000
350000
300000
12.495
250000

200000

12.819
150000

100000

27
50000
1203&22&24 126

0 T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 1250 13.00 13550 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\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.M
Quant Title : SW846 8260

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

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

Peak Number 1 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.636 16.76 ug/l 269530 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 87
2 Indane 118 C9H10 000496-11-7 55
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 55
Abundance Scan 1938 (13.636 min): VY016934.D\data.ms (-1929) (- m/z 105.10 100.00%
105.1
5000
134.0
391 574 77"1 | ‘ ‘ 13.50 14.00
) BN Y W S A “‘:“ ML 2521 sz 117,010 72.24%
miz--> 20 40 60 80 100 120 140
Abundance  #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0
5000 Jk : WA
91.0 13.50 14.00
m/z 118.10 38.45%
390 63.0
O T \‘\ T \“i‘\ \“}‘ \“‘M\ \”1“‘ T \M T “‘\ T “ LA
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0 WVVJ\
Lo —4
13.50 14.00
5000 ITI/Z 115.05 27.51%
39.0 550 91.0
T T TR A A
m/z--> 20 40 60 80 100 120 140
Abundance #10195: Benzene, cyclopropyl-
117.0 13.50 14.00
m/z 134.00 23.83%
5000
91.0
51.0 ‘
Vo 0 o | | Ry
m/z--> 20 40 60 80 100 120 140 13.50 14.00

82Y010224S.M Tue Jan 09 13:53:42 2024 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.757  20.99 ug/l 337571 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 60
2 Decane 142 C10H22 000124-18-5 53
3 2-Piperidinone, N-[4-bromo-n-but... 233 C9H16BrNO 195194-80-0 52
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 50
5 Sulfurous acid, hexyl octyl ester 278 C14H3003S 1000309-13-0 50

Abundance Scan 1958 (13.757 min): VY016934.D\data.ms (-1953) (- m/z 57.10 100.00%

57.1
5000
85.2

“ 13?2 13.50 14.00
Obrrrprrrrfi ‘HMNJM%H‘W‘HJ_‘H‘H‘w‘u‘_‘u“ m/z 43.10 89.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 T S
13.50 14.00

20.0 8.0 m/z 41.10  53.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22066: Decane
57.0
— —
13.50 14.00
5000 ITI/Z 71.10 47 .80%
29.0 85.0
L o
O+t e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115232: 2-Piperidinone, N-[4-bromo-n-butyl]- —= 5
43.0 13.50 14.00

m/z 85.15 30.27%

5000
69.0
‘ 97.0
w \‘ | ,125.0 154.0179.0 205.0 233.0 | M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 Benzene, 2-butenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.087 13.22 ug/l 212623 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 83
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 60
Abundance Scan 2012 (14.087 min): VY016934.D\data.ms (-2007) (- m/z 117.10 100.00%
117.1
5000
91.1
T I
411 65.1 | ‘ L“ ‘ 14‘8'2 14.00
Ob b i b gl Ml w2 119,20 71.28%
miz--> 20 40 60 80 100 120 140 160
Abundance #16114: Benzene, 2-butenyl-
117.0
5000 — :
91.0 14.00
39.0 65.0 m/z 115.1@ 33.79%
0 \1\5\.(‘)\‘} T \““\ \“U‘\ “M‘\ \”1“‘ i “W T !“ T \.‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0
ANV ‘
14.00
5000 m/z 105.10 30.58%
91.0
39.0 ‘
65.0
0""‘V“"‘mu‘HV‘;M“w“ﬁﬁ‘lh‘%‘ﬂp“““
m/z--> 20 40 60 80 100 120 140 160
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- P
117.0 14.00
m/z 91.10 27.04%
5000
91.0
51.0 ‘
ol 200 A0 %o Al
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.574  10.95 ug/l 176146  1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 83
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
Abundance Scan 2092 (14.574 min): VY016934.D\data.ms (-2088) (| m/z 117.10 100.00%
117.1
5000
911 LW 14.50
39.1 64.2 ‘ 148.2 :
0 m‘H‘J_uhw‘l‘mm‘w:m ,m“u“_JH_WWZ‘Q?‘? m/z 132.05  37.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 14.50
51.0 m/z 115.10  28.81%
270" ‘ ‘
O\\\‘\\\\‘\\‘U\““U\\h\‘\1\\“H\\\’\‘Uf\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
T
14.50
5000 m/z 131.05 24.21%
R Y O )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- A A :
117.0 14.50
m/z 91.10 16.99%
5000
390 g50 910 ‘ ‘
S RN SV ) VAR
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\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.M
Quant Title : SW846 8260

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

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

Peak Number 5 unknownl4.617 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.617 12.17 ug/1 195771 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 42
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 35
3 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 35
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 30
5 Hexadecane 226 C16H34 000544-76-3 27
Abundance Scan 2099 (14.617 min): VY016934.D\data.ms (-2096) (- m/z 57.10 100.00%
57.1
119.1
5000
85.1
—= =
148.2 14.50 15.00
H \H\ \“ I | ‘ 170.3 207.1 9
O e sl e m/z 119.10 80.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 LR SR
85.0 14.50 15.00
m/z 43.10 80.20%
29.0 170.0
0L T \‘\‘\ \“‘1 T \“H“ T \“1 T “1‘\ T \H‘]\-:\LMZ\.‘O\”\ :\l\4‘1\\0\ T \‘\.\ BARRERREN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl-
57.0
=5 o
14.50 15.00
5000 85.0 m/z 71.10  52.82%
113.0 141.0
0 \\\‘\H\“1\\“‘\\“1\“1‘\H“H‘\‘w\\Hi‘uue’zq}o‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125950: Carbonic acid, undecyl vinyl ester S —
57.0 14.50 15.00
m/z 41.10 42.18%
5000
85.0
90 ||| 01810 1990
O bt A e e e e e o
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\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.690  28.19 ug/l 453327  1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 94
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 74

Abundance Scan 2111 (14.690 min): VY016934.D\data.ms (-2104) (- m/z 117.05 100.00%
1

.1
5000
91.0

51.0 ‘ 14.50 15.00

9.1 148.2

o“‘,“‘JNHWw‘ﬁww¢w‘ﬂcuw“Miww“‘s“}§§3 m/z 132.05  36.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

5000 —rl kAN
14.50 15.00

m/z 115.10  30.58%

39.0 65.0 91.0
obeee b e ‘M‘ agso
miz--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

T T
14.50 15.00

5000 m/z 119.10 26.34%
91.0
1.
ANETIL LR
mlz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene T T
117.0 14.50 15.00

m/z 131.05 18.05%

5000
91.0
390 650 ‘ M
0 de e ‘

T \
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.843 15.02 ug/l 241554  1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 42
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 40
4 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 38
5 Acetic acid, 2-phenylethyl ester 164 C10H1202 000103-45-7 38

Abundance Scan 2136 (14.843 min): VY016934.D\data.ms (-2130) (- m/z 104.10 100.00%

104.1
5000 132.2
= \

51.1 78.0 H ‘ 14.50 15.00
O bbbl b W 1663 2072 o35 20 49.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
14 50 15 00

m/z 91.10 42.68%
I

39.0 650 L
‘\\\\“\\w‘\““\\\‘\\‘}\‘ \\1‘\‘!“\‘\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36266: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro-
104.0

o

14. 50 15 00
5000 131.0 m/z 115.10 17.13%
160.0
39.0 8.0 ‘
ol bbbk b L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0 14. 50 15 00

m/z 117.10  15.87%

5000 132.0
51.0 78.0
N | \‘ L

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\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.068 9.77 ug/l 157167 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 83
5 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 83
Abundance Scan 2173 (15.068 min): VY016934.D\data.ms (-2166) (- m/z 131.05 100.00%
131.1
91.1 Lo !
15.00
51.1 72. 148.1
o R vdTLL A ““41‘4"'%‘ I ZTPT 882 s 133,00 25.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 - ‘
15.00
91.0 m/z 146.20  21.36%
390 @40
04 T \‘\ T \“‘\ \“i‘\ |W\ T \“‘ T \“\ T “‘\‘J\-]\-%P?\‘U‘! T ‘11 ‘\8\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
T 1
15.00
5000 m/z 115.10 15.70%
39.0 64.0 91.0
0\‘\M\\Mw\WM,WMH\H\\L\‘w;;%?\%!\}U%Q,\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- —— ‘
131.0 15.00
m/z 91.10 14.97%
5000
290 91.0
0 630 ‘
O S 1140 || as0 ML
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.355 10.87 ug/1 174798 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 59
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 50
3 1H-Inden-1-one, 2,3-dihydro-3-me... 146 C10H100 006072-57-7 43
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 42
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 41
Abundance Scan 2220 (15.355 min): VY016934.D\data.ms (-2216) (- m/z 117.10 100.00%
117.1
77.0 162.2
39.0 H ‘ 15.00 15.50
ol b b L) ‘h““w‘h L 28U 131,65 90.65%
miz--> 50 100 150 200 250
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000
15. 00 15 50
91.0 m/z 105.10 77.73%
39.0 ‘ ‘
O T T \ ‘\‘ “‘ \m \H ‘”\ ‘\‘ “H\ ‘\ M \M“‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
15. 00 15 50
5000 ITI/Z 106.05 71.08%
ol ‘m\HM \‘ \M HM‘\M“ T
mfz--> 50 100 150 200 250 /\ A
Abundance #24957: 1H-Inden-1-one, 2,3-dihydro-3-methyl- I
131.0 1500 1550
m/z 133.15 52.62%
5000 510
91.0
0 ‘\“\“ ‘\\“““Hh‘ h‘ H\ ‘ H‘ ‘H“ . R — ; ‘W\
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : P1e54-01

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

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.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 1H-1,3,2-Benzodiazaborole, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.739  14.34 ug/1 230576 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 70
2 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 70
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 52
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 49
5 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000529-34-0 43
Abundance Scan 2283 (15.739 min): VY016934.D\data.ms (-2278) (- m/z 118.10 100.00%
118.1
5000
39.1 77-1‘ Ml 1 ‘ 15.50 16.00
Obrrerrdbrbe bbb A AL 1808 2810013165 65.88%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 et L
15.50 16.00
91.0 m/z 146.20 64.94%
39.0 ‘
O\H‘\‘\\\“‘\\“}‘\"m\“‘\‘”’\H\“‘}‘H “\M\‘M\MH\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0
s =
15.50 16.00
5000 ITI/Z 117.15 50.20%
117.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- — —
131.0 15.50 16.00
m/z 105.10 38.20%
5000
39.0 91.0
O bkt bl b B M Y e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010824\
Data File : VY016934.D

Acqg On : 08 Jan 2024 14:05
Operator : SY/MD

Sample : Pl1e54-01

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

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010224S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Bicyclo[4.2.0]o... 13.636 16.8 ug/l 269530 4 13.434 804068 50.0
Undecane 13.757 21.0 ug/l 337571 4 13.434 804068 50.0
Benzene, 2-bute... 14.087 13.2 wug/l 212623 4 13.434 804068 50.0
Benzene, 2-ethe... 14.574 10.9 ug/l 176146 4 13.434 804068 50.0
unknownl14.617 14.617 12.2 ug/l 195771 4 13.434 804068 50.0
1H-Indene, 2,3-... 14.690 28.2 ug/l 453327 4 13.434 804068 50.0
Naphthalene, 1,... 14.843 15.0 ug/l 241554 4 13.434 804068 50.0
1H-Indene, 2,3-... 15.068 9.8 ug/l 157167 4 13.434 804068 50.0
Naphthalene, 1,... 15.355 10.9 ug/l 174798 4 13.434 804068 50.0
1H-1,3,2-Benzod... 15.739 14.3 ug/l 230576 4 13.434 804068 50.0
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