LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092123\
Data File : VY015670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

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\82Y091923S.M

Title : SW846 8260

Signal : TIC: VY@15670.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.716 461 475 486 rBV2 18635 61170 9.21% 0.544%
2 5.741 632 643 655 rBv4 11563 33593 5.06% 0.299%
3 6.972 834 845 864 rBV 16518 53035 7.99% 0.472%
4 7.716 956 967 972 rBV2 97340 227312 34.23% 2.021%
5 7.789 972 979 989 rVB 160721 372327 56.06%  3.311%
6 8.136 1021 1036 1047 rBV2 101039 243412 36.65% 2.164%
7 8.325 1055 1067 1073 rBV 4597 10835 1.63% 0.096%
8 8.685 1117 1126 1137 rBV 241493 491361 73.98% 4.369%
9 9.185 1202 1208 1213 rVB6 4102 7713 1.16% 0.069%
10 9.612 1272 1278 1286 rVB2 3813 7682 1.16% 0.068%
11  9.752 1291 1301 1307 rBV5S 4737 10986 1.65% 0.098%
12 9.959 1327 1335 1337 rBV2 4173 7822 1.18% 0.070%
13 10.179 1364 1371 1378 rBV ~ 392889 664140 100.00% 5.906%
14 10.246 1378 1382 1387 rVB 9215 15320 2.31% 0.136%
15 10.368 1394 1402 1408 rVB3 9015 16695 2.51% 0.148%
16 10.575 1431 1436 1443 rBV 15850 30052 4.52% 0.267%
17 10.947 1491 1497 1505 rVB 29234 50446 7.60%  0.449%
18 11.093 1516 1521 1526 rBV2 7345 11287 1.70% 0.100%
19 11.288 1543 1553 1556 rBV6 6718 17974 2.71% 0.160%
20 11.319 1556 1558 1563 rVB3 5691 6676 1.01% ©.059%
21 11.380 1563 1568 1573 rBV 7070 11354 1.71% 0.101%
22 11.489 1579 1586 1596 rBV 349577 567598 85.46% 5.047%
23 11.709 1612 1622 1626 rBV3 22630 51695 7.78% 0.460%
24 12.008 1662 1671 1673 rBV5 13527 33107 4.98% 0.294%
25 12.124 1686 1690 1694 rVB2 8607 11331  1.71% 0.101%
26 12.203 1694 1703 1705 rBV4 13760 29657 4.47% 0.264%
27 12.233 1706 1708 1714 rVB4 10103 17158 2.58% 0.153%
28 12.337 1714 1725 1730 rBV 41693 87188 13.13% 0.775%
29 12.416 1735 1738 1740 rBV2 7386 9168 1.38% 0.082%
30 12.483 1743 1749 1754 rBV2 265709 414754 62.45% 3.688%
31 12.575 1759 1764 1768 rBV7 7640 13843 2.08% 0.123%
32 12.642 1771 1775 1783 rVB4 24166 53585 8.07% 0.476%
33 12.733 1783 1790 1797 rBV8 26500 86402 13.01% 0.768%
34 12.806 1797 1802 1808 rBV4 94957 156600 23.58%  1.392%
35 12.953 1821 1826 1831 rBV6 19810 39304 5.92% 0.349%
36 13.008 1831 1835 1836 rvv2 12382 14819 2.23% 0.132%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092123\
Data File : VY015670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

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\82Y091923S.M
Title : SW846 8260
37 13.038 1836 1840 1848 rVB2 44561 75658 11.39% 0.673%
38 13.123 1848 1854 1858 rBV3 26988 47251 7.11% 0.420%
39 13.166 1858 1861 1865 rBv2 25510 42606 6.42% 0.379%
40 13.251 1872 1875 1878 rVB4 10046 11558 1.74% 0.103%
41 13.318 1878 1886 1890 rBV5 63053 132570 19.96% 1.179%
42 13.361 1890 1893 1897 rBvV3 43985 61700 9.29% 0.549%
43 13.428 1897 1904 1912 rVB 290037 511689 77.05% 4.550%
44 13.501 1912 1916 1921 rVB3 47338 60377 9.09% 0.537%
45 13.562 1923 1926 1930 rVB3 19912 26488 3.99% 0.236%
46 13.617 1931 1935 1939 rBV2 28183 52711 7.94% 0.469%
47 13.666 1940 1943 1947 rBV2 19613 28866 4.35% 0.257%
48 13.751 1951 1957 1961 rBV 378856 590703 88.94% 5.253%
49 13.794 1961 1964 1968 rVB 43901 57541 8.66% 0.512%
50 13.855 1971 1974 1980 rBV5 37340 64036 9.64% 0.569%
51 13.916 1980 1984 1988 rBV4 59934 102788 15.48% 0.914%
52 13.965 1989 1992 1997 rVB3 90374 135842 20.45% 1.208%
53 14.013 1997 2000 2006 rVB2 77923 119909 18.05% 1.066%
54 14.074 2006 2010 2015 rBV6 83238 138036 20.78% 1.227%
55 14.141 2015 2021 2027 rBV6 105881 259535 39.08% 2.308%
56 14.202 2027 2031 2033 rBV4 58896 98301 14.80% 0.874%
57 14.269 2034 2042 2048 rBV6 194552 624111 93.97% 5.550%
58 14.385 2056 2061 2064 rBv4 137339 236749 35.65% 2.105%
59 14.422 2064 2067 2071 rVV4 159081 239771 36.10% 2.132%
60 14.477 2071 2076 2081 rVB6 92532 186718 28.11% 1.660%
61 14.611 2094 2098 2103 rVB 276982 368588 55.50%  3.278%
62 14.678 2104 2109 2113 rBV4 160734 332755 50.10% 2.959%
63 14.733 2114 2118 2124 rVB3 281521 466472 70.24% 4.148%
64 14.946 2149 2153 2157 rVB2 153562 225889 34.01% 2.009%
65 15.007 2159 2163 2166 rBvV2 120621 209487 31.54% 1.863%
66 15.214 2193 2197 2202 rBV 171913 251567 37.88% 2.237%
67 15.275 2203 2207 2214 rBV7 129274 290224 43.70%  2.581%
68 15.440 2230 2234 2239 rBV3 118958 203545 30.65% 1.810%
69 16.159 2348 2352 2357 rVB5 155749 268953 40.50% 2.392%
70 16.476 2399 2404 2410 rVB3 191310 374288 56.36% 3.328%

71 16.598 2420 2424 2439 rVB3 118229 411293 61.93% 3.657%

Sum of corrected areas: 11245976
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@92123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29

Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.M
: SW846 8260

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

Abundance
500000

TIC: VY015670.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Carbonic acid, prop-1l-en-2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751 57.72 ug/1 590703 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 64
2 Undecane 156 C11H24 001120-21-4 60
3 Tetradecane 198 C14H30 000629-59-4 58
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 52
5 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 52
Abundance Scan 1957 (13.751 min): VY015670.D\data.ms (-1951) (- m/z 57.10 100.00%
57.1
5000
85.1
—T —
109.1 13‘8'1 13.50 14.00
0 k4982 m/z 43.10  87.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 R —
13.50 14.00
20.0 85.0 m/z 41.10  55.32%
ol ‘h ‘h‘ 1110 1540 1820  227.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33081: Undecane
57.0
—— —
13.50 14.00
5000 m/z 71.10 50.45%
29.0 85.0
0 “ H\ \‘ \‘ I 113 0 156 0
‘H“_“w“u“u“u“_“w“H“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane — —
57.0 13.50 14.00
m/z 55.00  34.25%
5000
85.0
29.0
R Y Y el i M P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 unknownl4.142 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.142  25.36 ug/l 259535 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 30
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 27
3 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 27
4 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 27
5 Oxalic acid, 6-ethyloct-3-yl pro... 272 C15H2804 1000309-34-0 27

Abundance Scan 2021 (14.141 min): VY015670.D\data.ms (-2015) (| | m/z 57.10 100.00%

57.1
5000 109.1
L \H\

I
14.00 14.50
— L ” ‘wu SO E— m/z 41.10  69.85%

mi/z--> 50 150 200 250
Abundance #197437. Decane, 1,1'-oxybis-
57.0

5000 — e
14.00 14.50
1120 m/z 55.05 62.64%
0 15-0‘\‘ b i \“ \ 171.0 2130 2850 296.(
T T T T [ ‘ \ T T T T T ‘ T T T T ‘
m/z--> 50 150 200 250
Abundance #59040. Dodecane, 4-methyl-
43.0
— —
14.00 14.50
5000 85.0 m/z 43.10 57.51%

141.0
ok, ‘\“ \‘\‘h‘ Wi n“ N U - ‘18‘4"0‘ T
m/z--> 50 100 150 200 250
Abundance i i

#90201: Tridecane, 2,5-dimethyl- T ——
57.0 14.00 14.50

m/z 71.05 47.70%

- W
99.0
1400
260, | ‘ ‘ 197.0

o‘”w‘”m“‘” e : ‘
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Cyclohexane, pentyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.270 60.99 ug/l 624111 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 60
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 55
3 Cyclohexane, undecyl- 238 C17H34 054105-66-7 47
4 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 46
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 43

Abundance Scan 2042 (14.269 min): VY015670.D\data.ms (-2034) (- m/z 83.10 100.00%

83.1
55.1
135.0
5000

—— ——
‘ M ‘ 14.00 14.50
Obrrrprerefiedl “Hmv‘m“‘““‘1‘””_Wwww m/z 55.10  78.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
5000 — ——
14.00 14.50
m/z 82.05 77 .59%

29.0 154.0
O' ’\1”\\“1\H“]_\]\-]\_\.(‘)H\\‘\H‘\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13250: Cyclohexane, (1-methylethyl)-
55.0 82.0

7
14.00 14.50

5000 m/z 135.00 54.07%
27.0 126.0
0 ‘H"HHL“H‘JH‘,H‘H‘1mwwHH_m_ww_ww_
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121344: Cyclohexane, undecyl-
83.0 14.00 14.50

m/z 41.10 50.11%

55.0
5000
29.0

0 M‘ | MH | 1110 1540 238.
SR R T W it 1/ R — —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.611 36.02 ug/l 368588 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Tetradecane 198 C14H30 000629-59-4 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Undecane 156 C1l1H24 001120-21-4 72
5 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 64
Abundance Scan 2098 (14.611 min): VY015670.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1
5000 A/W\V\[Ulw
‘ \l 119.1 1450 15.00
170.2 . . :
oMw\‘w!‘w:“",ww‘wwHW,W?RHHwa%‘?‘l‘n- m/z 43.10  84.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45478: Dodecane
57.0
5000 — —
14.50 15.00
m/z 71.05 62.44%
O\H‘HH‘{HH"\\“}\"1\HH‘\()\”]\_%TH()‘H\\]‘.\7\9\’0\H\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane
57.0
—— —
14.50 15.00
5000 m/z 41.10 44.72%
oL IO L5 amo  aseo MM
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane 7 —
57.0 14.50 15.00
m/z 85.10 33.35%
B /UVAKAJ\AJ\fﬂVthJJA
270
o \‘ L 1% 1410 1g30 2260
e e A e e e —— —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 unknownl4.678 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.678 32.52 ug/1l 332755 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 38
2 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 38
3 2-(3-Methyl-2,5-dihydro-1H-pyraz... 127 C6H13N3 1000387-20-9 35
4 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 35
5 Trans-1-methyl-2-nonyl-cyclohexane 224 C16H32 1000371-47-8 35

Abundance Scan 2109 (14.678 mln) VY015670.D\data.ms (-2104) (- m/z 97.10 100.00%

5000 119.1 M\M\W
—— ——
. 14.50 15.00
orrﬁfjmjﬁLﬁ“LﬂHbL L ' m/z 55.00  77.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43585: Cyclohexane, 1-methyl-2-pentyl- MW
55.0 97.0

5000 — e
14.50 15.00
m/z 69.18  49.20%
168.0
O' ‘\h\“\\"‘\\\“\\‘\\‘\\]\-3\?.\0\\\‘\!\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #43586: Cyclohexane, 1-methyl-3-pentyl-

97.0

55.0
14.50 15.00
5000 /Z 119.05 48.96%
29.0
168.0
0 1250 L

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13426: 2-(3-Methyl-2,5-dihydro-1H-pyrazol-1-yl)ethan-1 ‘ 1

97.0 14.50 15.00

m/z 41.10 47.27%

42.0
5000
69.0

‘ | “ 127.0
(- m‘h_‘m,‘u“H“HH_MH_MWH_m_m — —
miz--> 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©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 unknownl14.733 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.733  45.58 ug/1 466472  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 42
2 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 27
3 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 22
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 22
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 22
Abundance Scan 2118 (14.733 min): VY015670.D\data.ms (-2114) (- | m/z 57.10 100.00%
57.1
119.1 151.1
—— —
| H‘ H ‘ ‘ 1643 1450 15.00
Olrerrr bl MWMUW btk e Mz 43,10 52.42%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 —r ——
14.50 15.00
m/z 71.10 50.61%
29.0 98.0
O \\\‘\H\‘\\“‘\\\“ ‘\\HH“U\H“‘\\1‘\‘\%4‘]7\(\)\‘\\\]-\8‘\4.\9‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126388: Octane, 1,1'-oxybis-
57.0
— —
14.50 15.00
5000 m/z 41.10 43.47%
29.0 1120
| 1430 1ms0 2200
HWH‘WH"HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158617: Heptadecane, 2,6-dimethyl- —— ——
57.0 14.50 15.00
m/z 55.00 40.07%
5000
85.0
113.0
0 H il H‘ . | 1410 1820 2250253.0
HwHH‘HHMH‘_HWH‘WHHM‘HMHW‘HWHH‘HHMH‘_H‘ —— ——
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Adamantane, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.275 28.36 ug/l 290224  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 53
2 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 53
3 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 47
4 4-(2-Methyl-cyclohex-1-enyl)-but... 164 C11H160 041437-92-7 47
5 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 46

Abundance Scan 2207 (15.275 min): VY015670.D\data.ms (-2203) (- m/z 149.05 100.00%

149.1
5000
57.1 930
s R
‘ ‘ 182 ( 15.00 15.50
0 b 3828 2811 57.10 33.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
5000 —— —
93.0 15.00 15.50

m/z 41.10 30.99%

41.0
O \H‘\‘\‘\\“‘\HH\’\“\‘\\H"\\‘\‘\‘\‘LH‘H\\‘H‘\\‘1\\\‘\\\\’\\\\‘\\\\‘HH‘H\\‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
—r —r
15.00 15.50
5000 m/z 93.00 29.55%

o

41.0 93.0
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #39816: 1,3-Cyclohexadiene, 1,3,5,5,6,6-hexamethyl- —— ——
149.0 15.00 15.50

m/z 95.10  28.56%

5000

£

T T
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.159 26.28 ug/l 268953 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 58
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 53
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 52
4 Decane, 3-methyl- 156 C1l1H24 013151-34-3 52
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 43
Abundance Scan 2352 (16.159 min): VY015670.D\data.ms (-2348) (- 57.10 100.00%
57.1
5000 M/\’\]LM&N
137.1
‘ “ ‘ 0.2 16 OO 16 50
ob— H ‘L“ \Mh‘ d H m‘ HH \ \H\‘ ‘\\’21‘2‘4‘ — ‘2‘8‘1-‘1‘ 71.10 85.42%
miz-> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000
16 00 16 50
m/z 43.10 54.24%
0 127.0
0 T T “‘\ ‘\‘ “ ‘\ h‘ \“‘\q‘r‘ \H T “\ T ‘ T ?‘8\‘3.\0’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #59040: Dodecane, 4-methyl-
43.0
—— —
16.00 16.50
5000 85.0 m/z 41.10 49.69%
N R N R
miz--> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo- —— —
57.0 16.00 16.50
m/z 55.05 41.31%
5000
99.0 1550
S 1 T 12 1 B
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 unknownl6.476 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.476  36.57 ug/1 374288 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethylpentyloxy- 208 (C9H21C10Si 1000363-04-4 30
2 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C1@H18 006248-88-0 30
3 2-Propenyl-3-vinyloxirane 110 C7H100 070597-49-8 27
4 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 27
5 1H-Purin-2-amine, 6-methoxy-N-me... 179 C7H9N50 050704-44-4 25

Abundance Scan 2404 (16.476 m|n) VY015670.D\data.ms (-2399) (- m/z 81.10 100.00%

5000

16.20 16.40 16.60

0. 2002 hm/z 179.20  74.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85788: Silane, chlorodiethylpentyloxy-
179.0
109.0
5000 \\\‘\\\\‘\\\\‘\\\\‘
69.0 16.20 16.40 16.60
m/z 55.05 59.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19520: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81.0
123.0 S
16.20 16.40 16.60
so00] 410 m/z 41.10 56.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6585 2-Propenyl-3-vinyloxirane T mmmm e
55.0 16.20 16.40 16.60
m/z 69.05 53.48%
81.0
5000
110.0
o‘ i e T
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©092123\
Data File : VY@15670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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 unknownl6.598 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.598 40.19 ug/l 411293  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.2]octane, 1-iodo- 236 C8H13I 000931-98-6 22
2 3,5,9-Trimethyl-deca-2,4,8-trien... 194 C13H220 1000188-00-3 22
3 Bicyclo[2.2.1]heptane, 2-hexyl- 180 C13H24 061141-60-4 18
4 Phenanthridine 179 C13HSN 000229-87-8 18
5 (7E,9E)-Dodecadienal 180 C12H200 097475-10-0 18
Abundance Scan 2424 (16.598 min): VY015670.D\data.ms (-2420) (| | m/z 179.20 100.00%
109.1 179.2
5000 551
I R ARSI
‘ 14&HL ‘ 16.20 16.40 16.60
0! bl bl 2103 2804 n/z 109.10  87.95%
miz--> 50 100 150 200 250
Abundance #119049: Bicyclo[2.2.2]octane, 1-iodo-
109.0
5000 670 L L B
16.20 16.40 16.60
m/z 95.10 53.40%
27'0“ H 236.0
O T T “H\ ‘\H m\‘m‘\ M \‘h ‘ ‘! h4;“‘° T T T T T T T ‘\ T T T T
m/z--> 50 100 150 200 250
Abundance #69273: 3,5,9-Trimethyl-deca-2,4,8-trien-1-ol
109.0
I R A I RS
41.0 16.20 16.40 16.60
5000 m/z 55.10 50.63%
90 150.0 1940
0! M‘h L. \l\ - ‘\‘ ‘ —
m/iz--> 50 100 150 200 250
Abundance #55010: Bicyclo[2.2.1]heptane, 2-hexyl- e N E A
95.0 16.20 16.40 16.60
m/z 41.10 49.39%
5000
41.0
180.0
oL Add bl gero 10 I
m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092123\
Data File : VY015670.D

Acqg On : 21 Sep 2023 12:29
Operator : SY/MD

Sample : 04499-01

Misc : 5.08g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y091923S.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|
Carbonic acid, ... 13.751 57.7 ug/l 590703 4 13.428 511689 50.0
unknown14.142 14.142 25.4 ug/l 259535 4 13.428 511689 50.0
Cyclohexane, pe... 14.270 61.0 ug/l 624111 4 13.428 511689 50.0
Dodecane 14.611 36.0 ug/l 368588 4 13.428 511689 50.0
unknownl14.678 14.678 32.5 ug/l 332755 4 13.428 511689 50.0
unknown14.733 14.733 45.6 ug/l 466472 4 13.428 511689 50.0
Adamantane, 1,3... 15.275 28.4 ug/l 290224 4 13.428 511689 50.0
Dodecane, 2,6,1... 16.159 26.3 ug/l 268953 4 13.428 511689 50.0
unknownl16.476 16.476 36.6 ug/l 374288 4 13.428 511689 50.0
unknownl6.598 16.598 40.2 ug/l 411293 4 13.428 511689 50.0
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