LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 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\82Y081423S.M

Title : SW846 8260

Signal : TIC: VY@15189.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.710 464 474 487 rBvV2 10326 31950 8.42% 0.752%
2 4.936 498 511 524 rVB2 3965 16254 4.28% 0.383%
3 5.740 641 643 651 rVB5 2066 4412 1.16% 0.104%
4 6.978 830 846 866 rBV 52901 172353 45.44%  4.057%
5 7.716 956 967 973 rBv2 49746 118767 31.31% 2.795%
6 7.789 973 979 991 rVB 81827 182572 48.13% 4.297%
7 8.142 1025 1037 1046 rBV 50597 114274 30.12%  2.690%
8 8.685 1118 1126 1139 rBV 124994 252001 66.43% 5.931%
9 10.179 1364 1371 1380 rBV 206215 349137 92.04% 8.217%
10 10.368 1396 1402 1408 rVB3 4810 8190 2.16% ©.193%
11 10.581 1431 1437 1441 rBV 11165 18389 4.85% 0.433%
12 10.947 1491 1497 1503 rBV2 15273 27603 7.28% 0.650%
13 11.038 1508 1512 1516 rVV3 3284 5265 1.39% 0.124%
14 11.093 1516 1521 1526 rVB4 3240 5403 1.42% 0.127%
15 11.276 1543 1551 1563 rVB7 9214 23339 6.15% 0.549%
16 11.380 1563 1568 1575 rBV3 7835 12188 3.21% 0.287%
17 11.489 1578 1586 1596 rBV 201216 322131 84.92%  7.582%
18 11.593 1596 1603 1606 rBV5 3291 5504 1.45% 0.130%
19 11.709 1611 1622 1630 rVV5 37826 82867 21.85% 1.950%
20 11.782 1630 1634 1639 rVB6 4557 7899 2.08% 0.186%
21 11.928 1653 1658 1663 rVB3 2338 4238 1.12% 0.100%
22 12.123 1682 1690 1694 rVB2 10402 16341 4.31% 0.385%
23 12.203 1698 1703 1705 rBV5 6071 10189 2.69% 0.240%
24 12.239 1705 1709 1715 rVV4 11706 22242 5.86% 0.523%
25 12.325 1718 1723 1725 rBV4 3413 4798 1.26% 0.113%
26 12.379 1728 1732 1733 rVWV4 5681 8076 2.13% 0.190%
27 12.416 1734 1738 1740 rVWV 14180 23155 6.10% 0.545%
28 12.440 1740 1742 1744 rVV2 12318 14304 3.77% 0.337%
29 12.483 1744 1749 1754 rVWW2 167257 263662 69.51% 6.206%
30 12.520 1754 1755 1760 rVB 17345 17623 4.65% 0.415%
31 12.648 1771 1776 1777 rBV3 4677 7312 1.93% 0.172%
32 12.733 1783 1790 1793 rBV 22834 38227 10.08% 0.900%
33 12.806 1793 1802 1808 rVVv2 119203 195241 51.47% 4.595%
34 12.861 1808 1811 1815 rVB4 9050 13622 3.59% 0.321%
35 12.971 1822 1829 1832 rBV2 18099 38112 10.05% ©.897%
36 13.038 1837 1840 1846 rVB2 24352 34385 9.06% 0.809%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 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\82Y081423S.M
Title : SW846 8260
37 13.117 1846 1853 1858 rBV 46222 72410 19.09% 1.704%
38 13.166 1858 1861 1866 rBV3 6435 9458  2.49%  0.223%
39 13.221 1867 1870 1872 rBvV3 6454 7533 1.99% 0.177%
40 13.312 1878 1885 1890 rBV6 20614 42266 11.14% 0.995%
41 13.361 1890 1893 1897 rVV2 21053 30812 8.12% ©.725%
42 13.422 1897 1903 1913 rVB 218718 379334 100.00% 8.928%
43 13.501 1913 1916 1923 rVB 18672 25451 6.71% 0.599%
44 13.568 1923 1927 1929 rBV5 3175 5405 1.42% 0.127%
45 13.623 1929 1936 1939 rBV3 14215 21828 5.75% 0.514%
46 13.666 1939 1943 1951 rVB3 15730 30296 7.99% 0.713%
47 13.751 1951 1957 1962 rBV 134634 188580 49.71% 4.438%
48 13.824 1965 1969 1973 rVB 10063 14595 3.85% 0.344%
49 13.885 1976 1979 1980 rBV 6674 7205 1.90% 0.170%
50 13.916 1980 1984 1989 rVB4 19722 32322 8.52% 0.761%
51 13.971 1989 1993 1997 rVB4 19540 28561 7.53% 0.672%
52 14.013 1997 2000 2005 rVB5 9101 13950 3.68% 0.328%
53 14.080 2005 2011 2016 rBV3 20146 31134 8.21% 0.733%
54 14.141 2016 2021 2027 rBV6 7257 15719 4.14% 0.370%
55 14.239 2027 2037 2039 rBV5 19601 48890 12.89% 1.151%
56 14.312 2046 2049 2056 rVB3 18993 37553 9.90% 0.884%
57 14.379 2056 2060 2064 rBV 21193 26530 6.99% 0.624%
58 14.416 2064 2066 2072 rVB5 7991 10519 2.77% 0.248%
59 14.477 2072 2076 2077 rBv4 3937 4219 1.11% 0.099%
60 14.562 2085 2090 2093 rBV4 4906 8705 2.29% 0.205%
61 14.611 2093 2098 2102 rVV 109791 145212 38.28%  3.418%
62 14.672 2103 2108 2114 rVV5 27541 62585 16.50% 1.473%
63 14.727 2114 2117 2124 rVV2 22606 37647 9.92% 0.886%
64 14.800 2127 2129 2132 rVV4 3968 6427 1.69% 0.151%
65 14.830 2132 2134 2139 rVB4 8331 11728 3.09% 0.276%
66 14.940 2148 2152 2156 rBV5 9410 13817 3.64% 0.325%
67 15.050 2164 2170 2175 rBV7 12424 26487 6.98% 0.623%
68 15.098 2175 2178 2181 rVV4 9050 15364 4.05% 0.362%
69 15.135 2181 2184 2191 rVB5 15852 26202 6.91% 0.617%
70 15.208 2191 2196 2206 rBVv4 22348 44392 11.70% 1.045%
71 15.318 2206 2214 2222 rBV3 12027 35988 9.49% 0.847%
72 15.434 2228 2233 2240 rVB 68817 104673 27.59% 2.464%
73 15.537 2242 2250 2255 rVVvie 8280 23864 6.29% 0.562%
74 15.604 2259 2261 2267 rVB6 6945 9343  2.46% 0.220%
75 15.726 2278 2281 2288 rVB5 7484 12180 3.21% 0.287%
76 15.885 2302 2307 2309 rBV5 5492 9696 2.56% 0.228%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 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\82Y081423S.M
Title : SW846 8260
77 15.964 2317 2320 2324 rVB5 4311 4721  1.24% 0.111%
78 16.013 2324 2328 2329 rBV2 7513 8781 2.31% 0.207%
79 16.086 2337 2340 2346 rVB6 6459 12321 3.25% ©.290%
80 16.153 2347 2351 2357 rVB3 6588 10781 2.84% ©.254%
81 16.232 2357 2364 2369 rVB9 3434 7021 1.85% ©.165%
82 16.360 2379 2385 2391 rBV2 25552 43861 11.56% 1.032%
83 16.470 2397 2403 2404 rBVe 3736 5644 1.49% 0.133%
84 16.531 2411 2413 2418 rVB6 2983 4719 1.24% 0.111%
Sum of corrected areas: 4248754
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\

: VY015189.D

: 18 Aug 2023 12:24

: SY/MD

: 04070-01

: 5.05g/5.2mL/MSVOA_Y/SOIL
: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.733 5.04 ug/l 38227 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Mesitylene 120 C9H12 000108-67-8 83
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 83
Abundance Scan 1790 (12.733 min): VY015189.D\data.ms (-1783) (- m/z 105.00 100.00%
105.0
5000
120.1
—
77.0 12.50 13.00
1
0 39\\\\ ?ﬁ\(‘) T [ O | N 140.2 9
T e m/z 120.10  27.85%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — /\M J\ :
120.0 12.50 13.00
m/z 77.00 11.10%
39.0 77.0
0 \\\‘\‘\ T \“‘\ \“1‘5\?‘-9\‘\ T \““ T \‘1 T “1‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 M
WY VRNV
12.50 13.00
5000 m/z 106.00 10.20%
120.0
77.0
0280, 200 80 I b
miz--> 20 40 60 80 100 120 140 A
Abundance #10728: Benzene, 1-ethyl-4-methyl- L ‘A ‘ o
105.0 12.50 13.00
m/z 78.90 8.50%
5000
120.0
77.0
| I N Y LN
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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, 1-methyl-3-(1-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.312 5.57 ug/1 42266 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70
2 o-Cymene 134 C1oH14 000527-84-4 38
3 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 38
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 38
5 p-Cymene 134 C1oH14 000099-87-6 38
Abundance Scan 1885 (13.312 min): VY015189.D\data.ms (-1878) (- m/z 119.00 100.00%
0
83.0
55.0
5000 J\
el JAAVLA
‘ ‘ h 40.1 13.00 13.50
SRR ] T m/z 83.05 79.79%
miz-> 20 40 60 80 100 120 140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 \M\ i —r
91.0 13.00 13.50
m/z 55.00 57.15%
39.0 650 ‘
04 \1\5‘\.?\‘1 T \“‘\ \“V\“‘M‘\ T \‘H‘ i “‘U\ \‘1” T T T T
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
— —
13.00 13.50
5000 m/z 41.00 51.71%
91.0
150 390 650 |
Y AR RO PR ROV -0
miz--> 20 40 60 80 100 120 140
Abundance #17023: 1,3,8-p-Menthatriene = T
119.0 13.00 13.50
m/z 82.10 36.49%
5000
91.0 ﬁ/\/\
41.0 ‘ ‘
65.0
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751  24.86 ug/l 188580 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane 170 C12H26 000112-40-3 78
4 Tridecane 184 C13H28 000629-50-5 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59

Abundance Scan 1957 (13.751 min): VY015189.D\data.ms (-1951) (- m/z 57.10 100.00%

57.1
5000
5 .
1350 1400
112.1 156.2
oww‘i‘mw u“wm“umww,‘l‘?’fﬂm_WWZ‘Q?‘Q m/z 43.05 85.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
5000 M A,
13.50 14.00
85.0 o
29.0 m/z 41.05 53.33%
‘\ ‘ L “ 1130  156.0
O\\\‘\\\\‘\\\\‘\\H\‘\\\\H‘\\i‘\’\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
— —
13.50 14.00
5000 ITI/Z 71.05 49,34%
85.0
29.0
o UL |30 1610 4650 1980
H“H“‘H‘ R A NI
m/z--> 20 40 60 80 100 120 140 160 180 200 ,ﬁfka
Abundance #45478: Dodecane = 7
57.0 13.50 14.00
m/z 85.10 33.40%
5000
85.0
ol b A g po seg 100 M Nl
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\

Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 unknownl4.239

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.239 6.44 ug/1 48890 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, isobutyl nonyl ester 272 C15H2804

2 Dotriacontane 451 C32H66
3 Undecane, 5,6-dimethyl- 184 C13H28
4 Hexatriacontane 507 C36H74

5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44

Abundance Scan 2037 (14.239 min): VY015189.D\data.ms (-2027) (-
57.0

1010309-37-4 47
000544-85-4 43
017615-91-7 43
000630-06-8 43
018344-37-1 43

m/z 57.05 100.00%

- M\J
112.2 Nonn )
Ui ‘H | ‘ o811 14.00 1450
ob A 2082 m/z 43.10  78.62%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
5000 LSS ),
14.00 14.50
m/z 41.00 50.31%
O\\'\‘\“ ”\‘\l‘l\4\\o\‘]—\7\l\o\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #325754: Dotriacontane
57.0
e o
14.00 14.50
5000 m/z 71.10  43.88%
0 J ‘ “ 1130 169.0 225.0 295.0 351.0 450.(
— "_““H““H“‘H‘,“H““w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59058: Undecane, 5,6-dimethyl- N P
57.0 14.00 14.50
m/z 55.00 36.47%
h W
H““‘“‘H““H““W“‘W““_““H““ e P
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\VY@81823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

14.611 19.14 ug/1l 145212  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 80
3 Tetradecane 198 C14H30 000629-59-4 72
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64

Abundance Scan 2098 (14.611 min): VY015189.D\data.ms (-2093) (- m/z 57.10 100.00%

57.1
5000
85.1
119.0 AL TE0n
H LT usorma 14.50 1500
0“‘W‘H,‘HJ,leM‘HH‘JM‘mﬁ‘_‘u“u“u‘w“u‘ m/z 43.10 85.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 et "
85.0 14.50 15.00
m/z 71.05 60.10%
290
L3120 4410 1700
O\\\’\\\\’\\\\’\\\\"\\\\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
Py s
14.50 15.00
5000 ITI/Z 41.10 48.78%
85.0
290\\ h ‘ h\ “‘11‘10 140.0 168.0 213.0
o“w‘:u,‘u‘w“w‘u‘,uw‘_‘H\‘H‘_“W‘H“H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane T —
57.0 14.50 15.00
m/z 85.10 35.55%
5000
85.0
290
oL 120 aa10 1egg 1580
H‘,H“,H“,H“,H“,H“‘H“‘H“‘H“‘H“‘H“‘ e prot
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\VY@81823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.672 8.25 ug/1 62585 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0H14 076089-59-3 76
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 70
3 o-Cymene 134 C1eH14 000527-84-4 70
4 p-Cymene 134 C1eH14 000099-87-6 70
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70
Abundance Scan 2108 (14.672 min): VY015189.D\data.ms (-2103) (- m/z 119.10 100.00%
119.1
5000
91.0 e AN
55.0 148.2 168.3 14.50 15.00
0! : m/z 134.00 30.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 /\ S
14.50 15.00
91.0 m/z 117.00  23.58%
41.0
O\\\’\‘\\\"‘\\“M\’W"\\\““Hi‘\‘mm‘w\\1\\7"0\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
14.50 15.00
5000 m/z 91.00 19.49%
91.0
o AN OVt O TSR VMBS IBE ! LRSS
miz--> 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene T —
119.0 14.50 15.00
m/z 133.05 18.84%
5000 91.0
39.0 65.0 ‘
o‘1‘5‘5?“"“,m‘w,‘h‘m‘wmﬂ:m“:“}mu_m_m A UAEA e
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\VY@81823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24

Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title : SW846 8260

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

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.M

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 Hexadecane, 2,6,11,15-tetra...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.208 5.85 ug/1 44392  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42
2 Undecane, 3,6-dimethyl- 184 C13H28
3 Tridecane, 4-methyl- 198 C14H30
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44

Abundance Scan 2196 (15.208 min): VY015189.D\data.ms (-2191) (-
57.1

000504-44-9 78
017301-28-9 72
026730-12-1 64
1000309-19-3 64
018344-37-1 64

m/z 57.10 100.00%

- AvmevaAJ\/xJAwww\W
1
8511131 e —
| ‘ | 1542 15.00 1550
Ay — A ol a1 1822 w/z 43.10  61.51%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 — L
85.0 15.00 15.50
200 113.0 169.0 m/z 71.10 61.31%
0 \\\‘\‘\‘\\“‘\\\ “\w”l\“l\\\“\\‘H\‘\\]-\?4‘]\.\0\\‘\}\\‘\]_\?Z\O\\\‘\\\\‘\\\?‘G\?\(\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
e —
15.00 15.50
5000 m/z 41.05 43.74%
29.0 85.0
b L M0 15501849
rrr et A e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74016: Tridecane, 4-methyl- 7 —
43.0 15.00 15.50
m/z 56.00 27.33%
5000
71.0
0 ! ‘ | 1990 1571550153 ¢
e e e e e e e e e —— ——
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.434  13.80 ug/l 104673 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 80
4 Dodecane 170 C12H26 000112-40-3 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72

Abundance Scan 2233 (15.434 min): VY015189.D\data.ms (-2228) (- m/z 57.10 100.00%
57.1

5000
85.0
—T
15.50
112.1 184.1
om_H‘Uuw!uu:“u“1‘H‘”_mu‘_u‘lf“lﬁwmwwm_m m/z 43.05 80.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 ]
15.50
29.0 m/z 71.05 63.69%
J \ ‘ ” L \1120 141.0 184.0
O\\\‘\\\\‘}\\"\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
—
15.50
5000 85.0 m/z 41.05 49.08%
29.0
o by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“w‘u‘,u‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane T
57.0 15.50
m/z 84.95 36.91%
5000 85.0
29.0
om_‘\"_Ww\_m‘wﬁ?ﬁ?&%&?&@99}%‘?9”_m AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.360 5.78 ug/1 43861 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Dodecane 170 C12H26 000112-40-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Nonadecane 268 C19H40 000629-92-5 78
5 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 78

Abundance Scan 2385 (16.360 min): VY015189.D\data.ms (-2379) (- m/z 57.05 100.00%
57.0

5000

%

85.0
B ERRSESECEE ST
J‘M H | ‘1122 1401 1503 1983 16.0016.2016.4016.60
0 bt e e R e m/z 43.85 80.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 L B B R R R |
85.0 16.0016.2016.4016.60
290 m/z 71.10 67.82%
\\\’\\1\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
R R EERC
16.0016.2016.4016.60
5000 m/z 41.00 49,52%

| ) 120 1410 1700
|

R e a e  RARRE R
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #59028: Tridecane R EmAmEAE S
57.0 16.0016.2016.4016.60

m/z 84.95 38.93%

o
N
— ©
AO
[o2]
(4]
o

5000 85.0

L 120 aeo a0
™

m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60

-
-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY015189.D

Acqg On : 18 Aug 2023 12:24
Operator : SY/MD

Sample : 04070-01

Misc : 5.05g/5.2mL/MSVOA_Y/SOIL

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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|
Benzene, 1l-ethy... 12.733 5.0 ug/l 38227 4 13.422 379334 50.0
Benzene, 1-meth... 13.312 5.6 ug/l 42266 4 13.422 379334 50.0
Undecane 13.751 24.9 wug/l 188580 4 13.422 379334 50.0
unknown14.239 14.239 6.4 ug/l 48890 4 13.422 379334 50.0
Dodecane 14.611 19.1 ug/l 145212 4 13.422 379334 50.0
1,3-Cyclopentad... 14.672 8.3 ug/l 62585 4 13.422 379334 50.0
Hexadecane, 2,6... 15.208 5.8 ug/l 44392 4 13.422 379334 50.0
Tridecane 15.434 13.8 ug/l 104673 4 13.422 379334 50.0
Tetradecane 16.360 5.8 ug/l 43861 4 13.422 379334 50.0
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