LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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\82Y042122S.M

Title : SW846 8260

Signal : TIC: VY@08505.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.746 633 644 645 rBvV3 720 1332 1.26% ©0.112%
2 7.716 959 967 973 rBV3 7651 17527 16.64% 1.475%
3 7.789 973 979 992 rVB 14660 32221 30.58% 2.711%
4 8.142 1023 1037 1045 rVB4 6644 19372 18.39% 1.630%
5 8.685 1119 1126 1136 rVB 19564 39295 37.30% 3.307%
6 10.179 1365 1371 1379 rVB 29669 51163 48.56% 4.305%
7 11.282 1548 1552 1557 rBV5S 1742 3303 3.14% 0.278%
8 11.380 1564 1568 1574 rBV2 1718 2548  2.42% 0.214%
9 11.489 1579 1586 1592 rBV2 24509 40253 38.21% 3.387%
10 11.678 1612 1617 1619 rBv4 1021 2034 1.93% 0.171%
11 11.709 1619 1622 1631 rVV4 9182 17500 16.61% 1.473%
12 11.782 1631 1634 1642 rVBS5S 1607 2280 2.16% 0.192%
13 11.934 1653 1659 1663 rVB4 1196 2125 2.02% 0.179%
14 12.001 1663 1670 1672 rBV3 3942 6941 6.59% 0.584%
15 12.026 1672 1674 1678 rVB2 3455 4770 4.53% 0.401%
16 12.123 1685 1690 1694 rVB2 5015 6932 6.58% 0.583%
17 12.203 1698 1703 1705 rVVv4 3121 5207 4.94% 0.438%
18 12.239 1705 1709 1714 rVWV4 5988 12452 11.82% 1.048%
19 12.282 1714 1716 1719 rVV3 1206 1148 1.09% 0.097%
20 12.331 1719 1724 1725 rWV5 922 1352 1.28% 0.114%
21 12.379 1725 1732 1734 rVV5 3866 8557 8.12% ©.720%
22 12.416 1734 1738 1740 rVV 7417 12502 11.87% 1.052%
23 12.440 1740 1742 1745 rVV3 6545 8511 8.08% 0.716%
24 12.483 1745 1749 1753 rW 17746 28295 26.86% 2.381%
25 12.520 1753 1755 1760 rVV 7079 9869 9.37% 0.830%
26 12.575 1760 1764 1766 rVV5 1127 1634 1.55% 0.137%
27 12.648 1772 1776 1783 rVB6 4233 9275 8.80% 0.780%
28 12.733 1783 1790 1793 rBVS8 4217 9941 9.44% 0.836%
29 12.806 1793 1802 1807 rVvVv2 59813 99833 94.76% 8.401%
30 12.861 1808 1811 1816 rVB4 7580 11201 10.63% 0.943%
31 12.916 1816 1820 1821 rBV3 1282 1638 1.55% ©0.138%
32 12.971 1821 1829 1833 rBV5 7427 21892 20.78% 1.842%
33 13.007 1833 1835 1837 rvv2 4369 5205 4.94% 0.438%
34 13.044 1837 1841 1848 rVB 21662 32455 30.81% 2.731%
35 13.105 1848 1851 1853 rBV3 2989 4161 3.95% 0.350%
36 13.166 1857 1861 1867 rBV4 5784 9256 8.79% 0.779%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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\82Y042122S.M
Title : SW846 8260
37 13.221 1867 1870 1872 rBvV2 5307 6821 6.47% ©.574%
38 13.318 1878 1886 1890 rBv4 18902 38632 36.67% 3.251%
39 13.367 1890 1894 1897 rBvV3 11780 16378 15.55% 1.378%
40 13.398 1897 1899 1900 rBV2 5960 5003 4.75% 0.421%
41 13.428 1900 1904 1907 rVVv2 23381 29749 28.24%  2.503%
42 13.501 1913 1916 1921 rVB 12200 16194 15.37% 1.363%
43 13.568 1923 1927 1930 rBV6 2618 4319 4.10% 0.363%
44 13.623 1932 1936 1940 rVB2 9206 11964 11.36% 1.007%
45 13.666 1940 1943 1952 rVB3 9524 18066 17.15% 1.520%
46 13.751 1952 1957 1962 rBV 69956 105356 100.00%  8.865%
47 13.794 1962 1964 1966 rBV3 4279 4476  4.25% 0.377%
48 13.916 1979 1984 1989 rBV5 10456 18791 17.84% 1.581%
49 13.971 1989 1993 1997 rVB2 12232 18755 17.80% 1.578%
50 14.019 1997 2001 2006 rVB4 9623 14675 13.93% 1.235%
51 14.080 2006 2011 2016 rBV3 15460 23877 22.66% 2.009%
52 14.147 2016 2022 2027 rBV6 7171 14881 14.12% 1.252%
53 14.208 2027 2032 2033 rBV5 4762 6621 6.28% ©.557%
54 14.257 2033 2040 2046 rVV8 16820 48585 46.12%  4.088%
55 14.312 2046 2049 2057 rVB6 10074 24578 23.33% 2.068%
56 14.385 2057 2061 2064 rBV3 11584 16386 15.55% 1.379%
57 14.422 2064 2067 2071 rVB4 10069 14295 13.57% 1.203%
58 14.477 2073 2076 2079 rBV5 3296 5036 4.78% 0.424%
59 14.617 2094 2099 2104 rVB2 17860 24361 23.12% 2.050%
60 14.684 2104 2110 2114 rVV4 17653 39134 37.14% 3.293%
61 14.733 2114 2118 2126 rVB2 15837 28441 27.00%  2.393%
62 14.836 2126 2135 2144 rVB8 9879 24594 23.34% 2.069%
63 14.946 2148 2153 2156 rBV7 4391 6241 5.92% 0.525%
64 15.050 2166 2170 2171 rBV4 4250 5978 5.67% 0.503%
65 15.092 2175 2177 2180 rVV3 1121 1267 1.20% 0.107%
66 15.214 2192 2197 2201 rBV2 7398 11398 10.82% 0.959%
67 15.300 2205 2211 2214 rBV7 3174 5671 5.38% 0.477%
68 15.348 2215 2219 2220 rBV4 2245 2351  2.23% ©.198%
69 15.440 2230 2234 2241 rVB8 3185 7062 6.70% 0.594%
70 15.513 2243 2246 2247 rBV2 1896 2197 2.09% 0.185%
71 15.611 2257 2262 2267 rVB6 2263 3933  3.73% 0.331%
72 15.690 2273 2275 2278 rBV4 1200 1126 1.07% 0.095%
73 15.726 2278 2281 2289 rVB6 3704 7106 6.74% 0.598%
74 15.891 2306 2308 2311 rVVv4 1113 1184 1.12% ©.100%
75 16.037 2325 2332 2338 rBV7 2210 4518 4.29% 0.380%
76 16.159 2347 2352 2357 rVB6 1138 1506 1.43% 0.127%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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\82Y042122S.M

Title : SW846 8260

77 16.226 2360 2363 2367 rBV4 1181 18106 1.72% ©.152%

78 16.470 2399 2403 2409 rBV2 666 1116 1.06% 0.094%
Sum of corrected areas: 1188412
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\

: VY008505.D

: 26 Apr 2022 15:40

: KP/MD

: N2555-01

: 5.10g/5.0mL/MSVOA_Y/SOIL
. 15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VY008505.D\data.ms

5.746

Time-->
Abundance

70000

60000

50000

40000

30000

20000

10000

LI T L L L L L L L L I L L L L L L L L L L L L B L L A B BN B

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
TIC: VY008505.D\data.ms

10.179
11.489
8.685
11.709

11.2838

0
Time-->
Abundance

70000

60000

50000

40000

30000

20000

10000

11.

—— — —— —T T ‘
9.00 9.50 10.00 10.50 11.00 11.50
TIC: VY008505.D\data.ms

13.751

12.806

13.428

14.257 141a15784
l&@ﬁiDBO
‘.

733
14.836
l‘l“ iln g ‘l Q § ‘v‘ %5 8b4. ﬁass% 16, 470

.214
3048
‘ l‘a.

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 Octane, 3,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.044  54.55 ug/l 32455 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 78
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
3 Decane, 4-methyl- 156 C1l1H24 002847-72-5 72
4 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 64
5 4-Methyl-3-heptanol, trifluorocac... 226 C10H17F302 1000365-51-8 64

Abundance Scan 1841 (13.044 min): VY008505.D\data.ms (-1837) (- m/z 71.10 100.00%

431 711
5000
113.1 ‘ U ‘
Lol st [ ams -
L e m/z 43.10  85.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22097: Octane, 3,3-dimethyl-
71.0
5000 oL :
43.0 13.00
113.0 m/z 57.10 66.97%
15.0 ‘
O\\\‘\‘\\\“\\\\‘\\M\‘\‘\\\‘\\1\‘\‘\\\‘\\\\‘\
m/z--> 20 80 100 120 140 160
Abundance #22125. Heptane, 3,3,5-trimethyl-
71.0
I \
13.00
5000 43.0 m/z 41.05 48.06%
113.0
o240 | 1Ll eo T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl- T
43.0 13.00
1.0 m/z 70.00  43.77%
5000
112.0
o2l L ogo 1ol
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 Cyclohexane, butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.318 64.93 ug/l 38632 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 58
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 52
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 50
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 50
5 Succinic acid, cis-hex-3-enyl ei... 480 C30H5604 1000353-42-1 50
Abundance Scan 1886 (13.318 min): VY008505.D\data.ms (-1878) (- m/z 83.05 100.00%
3.0
55.0
119.1
5000
— —
‘ ‘ ‘ ‘ 13.00 13.50
0 Ml L e m/z 55.00 76.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — ——
13.00 13.50
m/z 82.10 66.26%
29.0 140.0
O\\\\‘\\\\‘H\\\M!‘\‘\\\“\\\\"1\]\-]\-;(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13260: Cyclohexane, (1-methylethyl)-
3.0
55.0 V\M/R‘M‘ gl
13.00 13.50
5000 m/z 119.10 59.14%
27.0 ‘ 126.0
0‘m‘uHNH“H‘_1‘”“”H,HH‘mWme‘uwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis- — - /\‘ A,
83.0 13.00 13.50
55.0 m/z 41.05 51.85%
5000
29.0 139.0
b L g g j109.0 194.0 222.0
e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

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

Peak Number 3 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.751 177.07 ug/1 105356 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Tetradecane 198 C14H30 000629-59-4 72
3 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 64
4 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 58
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 53

Abundance Scan 1957 (13.751 min): VY008505.D\data.ms (-1952) (-~  m/z 57.05 100.00%
57.0

5000
85.0
e e
H 112.2 13‘8.2 13.50 14.00
Ot R R e RN m/z 43.10  90.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 e PR
85.0 13.50 14.00
9.0 m/z 41.85  64.32%
‘ H ‘ 113.0 156.0
O \\\‘\‘\\\‘}\\h“\‘\‘}\"!‘\\\H‘\\U\‘\‘\\\‘\\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
e e
13.50 14.00
5000 m/z 71.05  60.32%
85.0
29.0
ob | Ad i 4 MI30 1410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #91843: Carbonic acid, nonyl vinyl ester P —
43.0 13.50 14.00
m/z 85.05 37.03%
71.0
5000
97.0 126.0 M
bbbl b ey b 1710 At 4
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\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 10
R.T. EstConc Area Relative to ISTD R.T.
14.080 40.13 ug/l 23877 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 87
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 70
Abundance Scan 2011 (14.080 min): VY008505.D\data.ms (-2006) (-  m/z 117.10 100.00%
117.1
5000 910 JK A/\
57.0 :
390 148.1 ool L g
Ik wtse e AL
0 m_m_m‘ L APIELE G L Wl by m/z 119.05 82.54%
m/z--> 20 80 100 120 140
Abundance #16162. Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 \/\\ T A T /\
91.0 14.00
51.0 m/z 105.10 51.84%
0\\\‘\\\\‘\\“H\"M\\m‘\\‘}\“H\\!“\\4\?\\\\
m/z--> 20 40 80 100 120 140
Abundance #16168.Benzene,14neﬂwh2{2¢n0penwy
117.0 M
VAURPWAN A
14.00
5000 m/z 115.00 40.97%
91.0
39.0 65.0
o220 u“ - ,‘H‘ ww‘“‘ rei “‘1“ : !“ wl“h o
miz--> 20 40 80 100 120 140 M\ {\ MM /\(\
Abundance #16144:Benzene,(24nethyh1¢x0peny0— ‘Aﬂ ‘ ‘W‘ -
117.0 14.00
m/z 91.00 37.19%
5000 91.0
39.0 65.0
0 ‘1‘5‘:?“: ‘ “ “w,“\“ w‘:”“ RN !“ “1““‘ AR
m/z--> 20 40 60 80 100 120 140 1400

82Y042122S.M Wed Apr 27 13:08:11 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 trans-Decalin, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.257 81.66 ug/l 48585 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 64
2 Cyclopentylcyclohexane 152 C11H20 001606-08-2 60
3 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 50
4 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 50
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 49

Abundance Scan 2040 (14.257 min): VY008505.D\data.ms (-2033) (- m/z 83.10 100.00%

55.0 83.1
152.2
5000
1oL 1400 1450
e / '
ol Al m/z 55.85  89.23%
m/z--> 20 40 60 80 100 120 140
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 — ——
14.00 14.50
29.0 109.0 J m/z 41.05 86.34%
| ulllll 1l Ll L | r
O\\\‘\H\\"‘\\\Hl‘\ \\\\“\\H\\“\\l?,\?\\\‘\‘\
m/z--> 20 40 60 80 100 120 140
Abundance #29484: Cyclopentylcyclohexane
82.0
—— —
550 14.00 14.50
5000 ITI/Z 95.10 82.61%
152.0
27.0 H ‘ 109.0
I 1 Y N
miz--> 20 40 60 80 100 120 140
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)- e ——
55.0 83.0 14.00 14.50
m/z 82.05 79.71%
5000 111.0
27.0 ” ‘
Ol ol —r5 —
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 Sulfurous acid, butyl undec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.312  41.31 ug/1 24578 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 50
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 47
3 Nonane 128 C9H20 000111-84-2 47
4 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 47
5 1-Iodoundecane 282 C11H23I 004282-44-4 47

Abundance Scan 2049 (14.312 min): VY008505.D\data.ms (-2046) (-  m/z 43.10 100.00%

43.1
5000
85.1
— —
“ ‘ H\ ‘ 12‘?-1 168.1 207.2 14.00 14.50
Olvrrprrrefr ity mml"‘MJ‘1‘H_Hwm_wwwww m/z 57.00  85.34%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
5000 L e
85.0 14.00 14.50
m/z 41.05 48.32%
29.0
LB Lo w0 g
\\\’\\\\‘1\\\’\1\\‘\\\\‘\\\\‘HH‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
— —r
14.00 14.50
5000 m/z 69.00  37.10%
85.0
29.0
oLl \ | [1130141016801970 5310761,
et e et e e e e e
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #14520: Nonane “ —
43.0 14.00 14.50
m/z 85.10 34.41%
5000
85.0
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\

Data File : VY@08505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 Dodecane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.617 40.94 ug/l 24361 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 78
2 Octacosane 394 (C28H58 000630-02-4 47
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 47
4 Nonadecane 268 C19H40 000629-92-5 46
5 Pentadecane 212 C15H32 000629-62-9 43

Abundance Scan 2099 (14.617 min): VY008505.D\data.ms (-2094) (-
57.1

m/z 57.10 100.00%

w0 e AJﬁAAJhVVAJKNA”LANWMmA
— —
‘ “ ‘ ‘ 14.50 15.00
ol A gl ““ m/z 43.10  77.77%
mlz--> 50 100 150 200 250 300 350
Abundance #45478: Dodecane
57.0
5000 — ——
14.50 15.00
# m/z 71.05 61.08%
170.0
Ol\s\q\““‘\‘\H‘\“\‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
14.50 15.00
5000 ITI/Z 119.10 50.62%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
i S m e e
m/z--> 50 100 150 200 250 300 350
Abundance #45495: Undecane, 5-methyl- ‘ 4\ ‘ .
43.0 14.50 15.00
m/z 41.00 42.50%
5000
5.0
o L1 aa00
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 Cyclopropane, 1l-methyl-1-ph... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.684 65.77 ug/l 39134 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
2 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 78
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 60
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C1OH12 003333-13-9 55
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 55
Abundance Scan 2110 (14.684 min): VY008505.D\data.ms (-2104) (-  m/z 117.10 100.00%
1171
5000 N/\
a il bl
148.0 1682 14.50 15.00
ol : m/z 119.10  69.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11y7.0 /U\J\/\/\
5000 ‘ /\\ —— f/\\ B,
91.0 14.50 15.00
51.0 m/z 115.10 42.07%
27.0 ' ‘
O\H‘\‘\H“"‘\\“U\““H\?\swp‘\M\‘MH ‘\‘U\‘\‘\\\\‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
Ll i
JAEVUAIIR AT
14.50 15.00
5000 m/z 97.00 41.47%
91.0
51.0
27.0 H
0 H“uhuhh‘ MM?%“Ji‘ﬂM‘ e
miz--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene T —
117.0 14.50 15.00
m/z 132.20  32.55%
5000
91.0
39.0
e, T 1 r\
0\H‘\‘\H‘,\\“1‘\“1‘”1““\M\“MH ‘\1“\‘\‘\\\\‘\\\\ A M"“ MA‘/\\
m/z--> 200 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\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 unknownl4.733 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.733  47.80 ug/l 28441 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 47
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 43
3 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 43
4 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 43
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 38
Abundance Scan 2118 (14.733 min): VY008505.D\data.ms (-2114) (-  m/z 57.10 100.00%
57.1
119.1 —r —r—
h ‘ ‘ 151.2 2069 14.50 15.00
owwwu_mwﬂ‘_w_m‘HH,Jm‘www”w m/z 71.10  46.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane
57.0
85.0
5000 e -
14.50 15.00
m/z 43.10 35.75%
0 H L 014101600 1070 2400
H\‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH’\\\\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59070: Undecane, 6,6-dimethyl-
57.0
—— —
14.50 15.00
5000 m/z 41.05 30.24%
113.0
29.0
oL ee0 | 14101700
e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester —— ——
57.0 14.50 15.00
m/z 55.10 24.74%
5000
85.0 113.0
0 2200 Ll | 1410 1830
‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_“W‘H‘W‘H‘H‘W‘H‘_‘H‘H P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@42622\
Data File : VY@08505.D

Acqg On : 26 Apr 2022 15:40

Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
: 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.836 41.34 ug/l 24594  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 87
2 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 47
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 38
4 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 35
5 Styrene 104 C8H8 000100-42-5 27

Abundance Scan 2135 (14.836 min): VY008505.D\data.ms (-2126) (- m/z 104.10 100.00%
104.1
5000 132.1
78.0
5%1 | “ ‘ ‘ “ H 151.2 14.50 15.00
bbb b Al b U T myz 132,05 50.23%
m/z--> 20 60 80 100 120 140 160
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
f\f\ AM/\/\ A
5000 A PV EANBE
132.0 14.50 15.00
8.0 m/z 91.85 36.21%
280 510 ‘ ‘
O \\\‘\‘1 } \“ T \“}‘\““H\ \H}“‘ T \‘} T ‘M\ T 1“ \‘1“‘\ ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #16637: 4-Methylpyrrolo[1,2-a]pyrazine
132.0
P P
14.50 15.00
m/z 115.00 19.94%
5000 104.0
520 78.0
0 ““H“M“W‘MW“N““W M““‘ R
miz--> 20 40 60 80 100 120 140 160 M /\M M /L
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro- L N anies
104.0 132.0 14.50 15.00
m/z 103.00 17.60%
5000
51.0 78.0
a0, | )L d
NI IR NNPON N SN g o
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042622\
Data File : VY008505.D

Acqg On : 26 Apr 2022 15:40
Operator : KP/MD

Sample : N2555-01

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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|
Octane, 3,3-dim... 13.044 54.5 ug/l 32455 4 13.428 29749 50.0
Cyclohexane, bu... 13.318 64.9 ug/l 38632 4 13.428 29749 50.0
Undecane 13.751 177.1 wug/l 105356 4 13.428 29749 50.0
Benzene, 2-ethe... 14.080 40.1 ug/l 23877 4 13.428 29749 50.0
trans-Decalin, ... 14.257 81.7 ug/l 48585 4 13.428 29749 50.0
Sulfurous acid,... 14.312 41.3 ug/l 24578 4 13.428 29749 50.0
Dodecane 14.617 40.9 ug/l 24361 4 13.428 29749 50.0
Cyclopropane, 1... 14.684 65.8 ug/l 39134 4 13.428 29749 50.0
unknown14.733 14.733 47.8 ug/l 28441 4 13.428 29749 50.0
Naphthalene, 1,... 14.836 41.3 ug/l 24594 4 13.428 29749 50.0
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