LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100623\
Data File : VY015869.D

Acqg On : 06 Oct 2023 17:57
Operator : SY/MD

Sample : 04767-09

Misc : 5.17g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y100523S.M

Title : SW846 8260

Signal : TIC: VY@15869.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.070 33 41 47 rBV 35192 49294 3.08% ©0.349%
2 2.235 66 68 77 rVB3 10691 16891 1.05% 0.119%
3 2.387 88 93 101 rBV 23153 49775 3.11% 0.352%
4 2.887 169 175 188 rVB 28289 62341 3.89% 0.441%
5 3.241 225 233 241 rBV2 7283 17197 1.07% 0.122%
6 3.972 339 353 375 rBV 12285 50935 3.18% 0.360%
7 4.186 379 388 398 rVB 23291 62083 3.88% 0.439%
8 4.710 461 474 499 rVB4 32787 142585 8.90%  1.008%
9 5.228 544 559 571 rBv4 5056 18839 1.18% 0.133%
106 5.740 633 643 654 rBv4 7751 24646 1.54% 0.174%
11 6.789 807 815 832 rVB2 9295 30097 1.88% 0.213%
12 7.002 837 850 863 rBV2 6753 23749 1.48% 0.168%
13 7.716 955 967 972 rBV 187152 450104 28.10% 3.183%
14 7.783 972 978 988 rVV 408723 945275 59.02% 6.684%
15 7.868 988 992 1002 rVB3 12278 28163 1.76% ©.199%
16 8.142 1028 1037 1051 rBV2 295304 785759 49.06% 5.556%
17 8.411 1074 1081 1091 rVB3 15617 41269 2.58% 0.292%
18 8.545 1097 1103 1110 rBv4 10057 22983 1.43% 0.163%
19 8.685 1117 1126 1141 rBV 580836 1133158 70.75% 8.012%
20 9.179 1194 1207 1216 rBV 159684 339383 21.19% 2.400%
21  9.453 1242 1252 1259 rBV6 6936 17359 1.08% 0.123%
22 9.606 1269 1277 1283 rVB4 8617 17995 1.12% 0.127%
23 9.819 1306 1312 1324 rVB3 13786 34276 2.14% 0.242%
24 9.935 1324 1331 1345 rBV4 8161 25099 1.57% 0.177%
25 10.179 1363 1371 1377 rBV 908125 1595740 99.63% 11.283%
26 10.240 1377 1381 1388 rVB 176743 296023 18.48% 2.093%
27 10.343 1393 1398 1399 rBV 14412 19274 1.20% 0.136%
28 10.520 1410 1427 1432 rBvV2 23877 54333 3.39% 0.384%
29 10.800 1468 1473 1477 rVB2 10899 16677 1.04% 0.118%
30 11.032 1507 1511 1515 rVV 22981 31538 1.97% 0.223%
31 11.e87 1515 1520 1525 rVV 58054 94352 5.89% 0.667%
32 11.203 1533 1539 1545 rBv2 23711 37469 2.34% 0.265%
33 11.282 1545 1552 1559 rVB7 7012 17047 1.06% 0.121%
34 11.489 1577 1586 1595 rBV 752537 1247324 77.87% 8.819%
35 11.593 1595 1603 1611 rVB2 22889 44721  2.79% ©0.316%

36 11.697 1611 1620 1626 rBV 110568 222510 13.89% 1.573%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100623\
Data File : VY015869.D

Acqg On : 06 Oct 2023 17:57
Operator : SY/MD

Sample : 04767-09

Misc : 5.17g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y100523S.M
Title : SW846 8260
37 12.026 1663 1674 1682 rBV2 89112 179508 11.21% 1.269%
38 12.203 1698 1703 1706 rBV3 20668 34063 2.13% 0.241%
39 12.233 1706 1708 1714 rVB4 16800 27112 1.69% 0.192%
40 12.331 1719 1724 1729 rVB2 31297 47121 2.94% 0.333%
41 12.477 1742 1748 1756 rBV 565880 905066 56.51% 6.399%
42 12.642 1770 1775 1783 rVB3 13815 31513 1.97% 0.223%
43 12.733 1783 1790 1793 rBV 25754 42808 2.67% 0.303%
44 12.806 1797 1802 1810 rVB2 53689 90717 5.66% 0.641%
45 12.971 1821 1829 1836 rBV 23071 40697 2.54% 0.288%
46 13.038 1836 1840 1848 rVB8 10102 18243 1.14% 0.129%
47 13.117 1848 1853 1858 rBV 72243 114615 7.16% ©0.810%
48 13.166 1858 1861 1866 rVB2 22147 31380 1.96% 0.222%
49 13.343 1881 1890 1892 rBV5 15747 36226 2.26% 0.256%
50 13.422 1897 1903 1913 rVB 653599 1075497 67.15% 7.604%
51 13.526 1916 1920 1929 rVB5 11877 20079 1.25% 0.142%
52 13.623 1929 1936 1940 rBV 28972 49244 3.07% 0.348%
53 13.660 1940 1942 1950 rVB4 16261 25601 1.60% 0.181%
54 13.751 1951 1957 1960 rBV4 16905 28799 1.80% 0.204%
55 13.806 1960 1966 1973 rVvv2 29705 58472 3.65% 0.413%
56 13.879 1974 1978 1981 rVv2 11162 19698 1.23% 0.139%
57 13.916 1981 1984 1988 rvVv 12057 18263 1.14% 0.129%
58 13.965 1988 1992 1997 rVB3 21797 35947  2.24%  0.254%
59 14.074 2005 2010 2015 rBv2 19859 37536 2.34% 0.265%
60 14.208 2027 2032 2037 rBV3 11827 17372 1.08% 0.123%
61 14.294 2043 2046 2049 rVV2 11720 18086 1.13% 0.128%
62 14.330 2049 2052 2056 rVB 15292 20950 1.31% 0.148%
63 14.574 2086 2092 2095 rBV5 10146 19852 1.24% 0.140%
64 14.672 2103 2108 2115 rBV3 30616 68447  4.27%  0.484%
65 14.751 2115 2121 2125 rVB7 9276 18049 1.13% 0.128%
66 14.830 2129 2134 2138 rBv4 14793 24999 1.56% 0.177%
67 14.940 2148 2152 2155 rBV4 12691 18194 1.14% 0.129%
68 15.050 2165 2170 2176 rVB4 10174 19886 1.24% 0.141%
69 15.233 2190 2200 2208 rBV 986517 1601718 100.00% 11.325%
70 15.336 2211 2217 2222 rBV2 24351 46875 2.93% 0.331%
71 15.525 2242 2248 2253 rBV4 8656 16272 1.02% 0.115%
72 15.684 2265 2274 2277 rBV8 10890 24229 1.51% 0.171%
73 16.031 2323 2331 2336 rBV5 9552 23476 1.47% 0.166%
74 16.220 2356 2362 2366 rBV5 11149 23923 1.49% 0.169%
75 16.287 2366 2373 2389 rVB 275456 567249 35.42% 4.011%

76 16.488 2398 2406 2414 rVB 279389 578959 36.15% 4.094%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100623\
Data File : VY@15869.D

Acqg On : 06 Oct 2023 17:57
Operator : SY/MD

Sample : 04767-09

Misc : 5.17g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y100523S.M
Title : SW846 8260

Sum of corrected areas: 14143004
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100623\
Data File : VY015869.D

Acqg On : 06 Oct 2023 17:57
Operator : SY/MD

Sample : 04767-09

Misc : 5.17g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100523S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VY015869.D\data.ms
800000
600000
400000
200000
oL 2079 238387 2887 3o4 3.9724.186 4.710 5.228 5.740 6.7
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\TT\\\‘\\\\‘\\/\_\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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: VY015869.D\data.ms
10.179
800000 11.489
600000 8.685
7.783
400000
8.142
200000 7.7 240
11.697
:H) 7
oL 7:002 868 9.459.606 9.88935 0.348.520 10.80011-0443085, |11.59
T T T T T [ — T T — T T 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: VY015869.D\data.ms
15.233
800000
13.422
600000 12.477
400000
16.2816.488
200000
12.026 (?L 13.117
1 31 % 166, 2R 650741208320 14 B 15.33
0 T ‘ \ﬁ\ T ‘12\. T T W 3\ ‘. T T ‘ 53\7 /\\/J\\/\/\#. T T @3‘%57959\\ \§5‘.52\5-6\84'\ 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\VY100623\
Data File : VY015869.D

Acqg On : 06 Oct 2023 17:57
Operator : SY/MD

Sample : 04767-09

Misc : 5.17g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100523S.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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.233  74.46 ug/l 1601720 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 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 87
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 64
5 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 64

Abundance Scan 2200 (15.233 min): VY015869.D\data.ms (-2190) (- m/z 128.05 100.00%
128.

3.1
5000
1500 1550
51.0 740 102.0 . .
Oberde Tl 1620 157,60 12.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13686: Naphthalene
128.0
5000 —— —
15.00 15.50
m/z 129.00 10.62%
510 750 1020 |
0\\\\‘\\\\‘\\‘\\‘\\\H}h‘\\\\“\\\\‘\ \\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13681: Azulene
128.0
— —
15.00 15.50
5000 ITI/Z 102.00 8.38%
510 102.0
28.0 : M
m/z--> 20 40 60 80 100 120 140 160
Abundance #13688: 1H-Indene, 1-methylene- —— -
128.0 15.00 15.50
m/z 126.10 7.24%
5000
51.0
‘ 750 1020
0“H““ﬁ“h‘wk‘w‘um‘pk“w‘ R T —— ——
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100623\
Data File : VY015869.D

Acqg On : 06 Oct 2023 17:57
Operator : SY/MD

Sample : 04767-09

Misc : 5.17g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100523S.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 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.287 26.37 ug/l 567249 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 1H-Indole-4-carbonitrile 142 C9H6N2 016136-52-0 46

Abundance Scan 2373 (16.287 min): VY015869.D\data.ms (-2366) (- m/z 142.00 100.00%

142.0
5000
1600 1650
63.0 : :
113.0
Orperrerriiin 0 Il 1739 2070 281C 1,711 60 85.79%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 U T
16.00 16.50
m/z 115.00 33.41%
o 390 710 1130 |
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
— —
16.00 16.50
5000 ITI/Z 143.05 12.37%
0270\ \\6\%:(\\)\\ ) 11\\'0 I
et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene e T
141.0 16.00 16.50
m/z 139.05 10.83%
5000

>
>

63.0
27.0 | 910
O b Ce e
miz--> 20 40 60 80 100120140160 180200220240 260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100623\
Data File : VY015869.D

Acqg On : 06 Oct 2023 17:57
Operator : SY/MD

Sample : 04767-09

Misc : 5.17g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100523S.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 Bicyclo[4.4.1]undeca-1,3,5,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.488 26.92 ug/l 578959 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91

Abundance Scan 2406 (16.488 min): VY015869.D\data.ms (-2398) (- m/z 142.00 100.00%

142.0
5000
116201640 16.60
63.0 : : :
113.0
Oyt e 20, 1782 2079 280 ;941 00 89.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 LN L L LA BN B
16.20 16.40 16.60
m/z 115.00 34.30%
O2’\\.\\“\\“\?‘3“\:3“\‘\‘!‘\\‘\H‘\"(\)\Hi\\\\‘\\H‘\H\‘\H\‘\\H‘\\H‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
 EERamaE e
16.20 16.40 16.60
5000 m/z 139.00 11.94%
0 39‘0‘ ]]\HO Al 11‘\'0 |
e et et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene R BURmE s S
141.0 16.20 16.40 16.60

m/z 143.00 11.88%

5000

63.0

027\‘0\‘w H‘H\‘\\ w\\Hugﬂ-}\.O\ - ‘\‘
T e T T T T T T T T T T L B o

m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60

S
P—
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100623\
Data File : VY015869.D

Acqg On : 06 Oct 2023 17:57
Operator : SY/MD

Sample : 04767-09

Misc : 5.17g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100523S.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|
Azulene 15.233 74.5 ug/l 1601720 4 13.422 1075500 50.0
Benzocyclohepta... 16.287 26.4 ug/l 567249 4 13.422 1075500 50.0
Bicyclo[4.4.1]u... 16.488  26.9 ug/l 578959 4 13.422 1075560 50.0
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