LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10emL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

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_ X\Method\82X050525W.M

Title : SW846 8260

Signal : TIC: VX046450.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.599 67 84 86 rBv4 7317 26890 3.51% 0.369%
2 5.385 692 705 718 rBV2 46919 142639 18.62% 1.957%
3 5.543 720 731 744 rW 72994 210163 27.44% 2.883%
4 5,952 788 798 815 rBV 57526 154969 20.23% 2.126%
5 6.757 921 930 945 rBV 127368 316109 41.27% 4.336%
6 8.647 1233 1240 1248 rBV 268905 436028 56.92% 5.981%
7 10.049 1465 1470 1486 rBV 277386 400443 52.28% 5.493%
8 11.079 1634 1639 1649 rBV 225132 308272 40.24%  4.229%
9 12.018 1789 1793 1799 rBV 274519 364073 47.53% 4.994%
10 12.420 1856 1859 1863 rBV 45241 48976 6.39% 0.672%
11 12.682 1899 1902 1906 rBV3 10385 13451 1.76% ©.185%
12 12.896 1933 1937 1942 rBVS5S 12725 24629 3.22% 0.338%
13 12.975 1946 1950 1954 rVB3 21007 26097 3.41% 0.358%
14 13.042 1957 1961 1964 rBV 17476 22173 2.89% 0.304%
15 13.207 1985 1988 1993 rBV6 11695 16726 2.18% 0.229%
16 13.262 1993 1997 2001 rBV 171401 209477 27.35% 2.873%
17 13.383 2013 2017 2020 rBV 55285 72958 9.52% 1.001%
18 13.493 2032 2035 2041 rBV7 8960 16367 2.14% 0.225%
19 13.591 2047 2051 2052 rBV4 10456 15861 2.07% 0.218%
20 13.676 2063 2065 2066 rBV2 18376 15216 1.99% ©0.209%
21 13.731 2071 2074 2077 rVV3 33396 41208 5.38% ©0.565%
22 13.768 2077 2080 2082 rVB 33592 30193 3.94% 0.414%
23 13.798 2082 2085 2087 rVB2 19086 18344 2.39% 0.252%
24 13.841 2087 2092 2098 rVB 116595 164869 21.52% 2.262%
25 13.902 2099 2102 2106 rBV5 19783 31647 4.13% 0.434%
26 13.993 2114 2117 2118 rBV3 12420 15463 2.02% 0.212%
27 14.036 2120 2124 2128 rVV 376973 419377 54.75% 5.753%
28 14.097 2132 2134 2137 rVV2 22125 27971 3.65% 0.384%
29 14.133 2138 2140 2143 rVB3 21885 22504 2.94% 0.309%
30 14.188 2146 2149 2151 rVB 22160 25680 3.35% 0.352%
31 14.408 2182 2185 2187 rBvV2 33353 41788 5.46% ©.573%
32 14.469 2192 2195 2197 rBv2 39601 42023 5.49% 0.576%
33 14.499 2197 2200 2206 rVB2 84605 130387 17.02% 1.789%
34 14.560 2207 2210 2215 rVB2 53201 78907 10.30% 1.082%
35 14.609 2215 2218 2221 rBV 185879 238111 31.08%  3.266%

36 14.755 2238 2242 2245 rBV 536161 619420 80.86% 8.497%

82X050525W.M Tue Jun 03 15:48:13 2025 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10emL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

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_ X\Method\82X050525W.M
Title : SW846 8260
37 14.841 2253 2256 2260 rBvV4 39392 51253 6.69% 0.703%
38 14.956 2273 2275 2283 rVB4 45607 83944 10.96% 1.151%
39 15.097 2294 2298 2302 rBV3 44613 82956 10.83% 1.138%
40 15.176 2308 2311 2313 rBV2 42474 50430 6.58% 0.692%
41 15.212 2313 2317 2321 rW 254971 326323 42.60% 4.476%
42 15.273 2324 2327 2331 rVB2 73587 93595 12.22% 1.284%
43 15.371 2340 2343 2346 rBV3 52271 68682 8.97% 0.942%
44 15.414 2347 2350 2355 rVV5 76166 117484 15.34% 1.612%
45 15.487 2356 2362 2368 rVB2 505794 766001 100.00% 10.507%
46 15.609 2378 2382 2386 rBV 117894 197363 25.77% 2.707%
47 15.645 2386 2388 2397 rVB 81429 134289 17.53% 1.842%
48 15.737 2400 2403 2411 rVB3 48161 76084 9.93% 1.044%
49 16.084 2456 2460 2466 rBV6 46790 104945 13.70% 1.440%
50 16.371 2500 2507 2513 rVB2 133017 244792 31.96% 3.358%
51 16.590 2540 2543 2549 rVB3 37007 66685 8.71% 0.915%
52 16.651 2550 2553 2558 rVB2 23946 35878 4.68% 0.492%
Sum of corrected areas: 7290113
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

1 Q2161-01
: 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE
: 19 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\

: VX046450.D
: 02 Jun 2025 17:32

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

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

Abundance
600000

500000

400000

300000

200000

100000

0

TIC: VX046450.D\data.ms

5.38?'543 5.952

1.599

Time-->

1.20 1.40 1.60 1.80 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

Abundance
600000

500000

400000

300000

200000

100000

0
Time-->

TIC: VX046450.D\data.ms

11.079

6.757

— —T —T = T T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance
600000

500000

400000

300000

200000

100000

TIC: VX046450.D\data.ms
14.755 15.487

14.036

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.262  28.77 ug/l 209477 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1997 (13.262 min): VX046450.D\data.ms (-1993) (- m/z 57.05 100.00%

57.0
5000
85.1
O

13.00 13.50
112.1 170.2
0 m‘mMw”_“‘m!HJ‘_m_}‘4‘1“1‘“w_uwzulﬁ?m m/z 43.10  87.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0

5000 e e
85.0 13.00 13.50

m/z 71.05 54.75%

29.0
||| 1120 1410 1700
\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
s

o

13.00 13.50
5000 m/z 41.05 52.73%
85.0
29.0
0 \ ‘ l u“i 113.0 141.0 169.0 197.0 226.0
e R R B B e B R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane T —
57.0 13.00 13.50

m/z 85.10  29.93%

5000
85.0
29 0
0 H |, | 11801410 169.0 198.0

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_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Tridecane, 7-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.841 22.64 ug/l 164869 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 90
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 78
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 72
Abundance Scan 2092 (13.841 min): VX046450.D\data.ms (-2087) (- m/z 57.10 100.00%
57.1
- u/i&
== —
‘ 870 11F1 1551 1083 13.50 14.00
ol e e o 20 1983 sz 71,05 80.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 pes —
112.0 13.50 14.00
m/z 43.10 66.74%
85.0
O \\\’\\\\‘i‘}\\hh“\\‘M\“U\\\‘\\\‘\‘\\\\‘\]-\5\\5.‘0\\\1\8‘\3.\0\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
= =
13.50 14.00
5000 m/z 41.10 39.77%
29.0
‘ ‘ gso 1130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester — —
57.0 13.50 14.00
m/z 56.00 21.91%
5000
85.0 113.0
290 | | 155.0
0“‘Wﬂ‘qh‘“u‘M‘Hm‘ﬂw‘¢W“‘W“ﬂ}‘u“u“_“W‘ e e
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_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.036 57.60 ug/l 419377  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Dodecane 170 C12H26 000112-40-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Undecane 156 C11H24 001120-21-4 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2124 (14.036 min): VX046450.D\data.ms (-2120) (- m/z 57.10 100.00%
57.1
5000
T \
14.00
1121 184.2
o“W‘H‘W‘NHHWWWHJL‘H‘H%ﬁ¥}‘_“W‘H‘_‘H?§9§ m/z 43.05 87.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 1 T
14.00
29.0 m/z 71.10 59.84%
\‘ | ‘ \‘ I \1120 1410 18710
O\\\‘\\\\‘}\\"\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
T \
14.00
5000 m/z 41.10 51.45%
85.0
29. O
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane — ‘
57.0 14.00
m/z 85.05 36.85%
5000
85.0
29.0
H‘_‘H‘H‘,‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘w =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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, 2,6,11-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.609 32.70 ug/l 238111 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 93
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 87
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Octane, 2-methyl- 128 C9H20 003221-61-2 76
Abundance Scan 2218 (14.609 min): VX046450.D\data.ms (-2215) (|  m/z 57.10 100.00%
57.1
5000
85.1
T =
127.1 14.50 15.00
160.2
0 H‘_‘HHHuu‘”M‘muM‘Jw_ﬁuwuu‘_‘}?f?n??%?u‘ m/z 71.05 81.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 gac =
85.0 14.50 15.00
m/z 43.10 63.04%
290 169.0
O \\\‘\‘\‘\\"\\\ “\‘}Hl\“‘\\\\““\\‘U\‘\‘\:!-\4.‘1\\()\\‘\\\\‘\]\_\9\7‘\()\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
— —
14.50 15.00
5000 85.0 m/z 41.10 48.55%
29.0 ‘ 127.0
obrd ) 25501880
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 14.50 15.00
m/z 85.10 32.79%
5000
290 85.0
127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.755 85.07 ug/l 619420 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Dodecane 170 C12H26 000112-40-3 90
4 Tridecane 184 C13H28 000629-50-5 90
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90

Abundance Scan 2242 (14.755 min): VX046450.D\data.ms (-2238) (] ' m/z 57.10 100.00%

57.1
5000 85.1
T

1450 15.00
113.1 141.2 198.3 -
“w‘H‘W‘J“M‘J‘NWH‘W‘H‘_‘H}QQﬁ‘H“H‘E?ﬁ‘ m/z 43.10  85.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0

5000 sl —.
85.0 14.50 15.00

29.0 m/z 71.10 65.36%

\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
T

o

o

14.50 15.00
5000 85.0 m/z 41.10 51.74%
29.0
0 H‘ “\ il HH\ ‘11 141 0 169.0 197.0 226 0
H“H“_““‘H“H“H“_“w“H,‘H‘,H“““w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane 7 —
57.0 14.50 15.00

m/z 85.10 42.02%

5000
85.0
29.0 1700
ﬂ I W L Hll%0 141.0 - T ™

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.212  44.82 ug/1 326323 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 94
2 Hexadecane 226 C16H34 000544-76-3 93
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
4 Dodecane 170 C12H26 000112-40-3 87
5 Decane, 5-propyl- 184 C13H28 017312-62-8 87
Abundance Scan 2317 (15.212 min): VX046450.D\data.ms (-2313) (- | m/z 57.10 100.00%
57.1
- M
99.0 == -
141.2 15.00 15.50
183.2
[— M‘N MJ Lo fu 832 2282 h/; 4310 98.73%
miz--> 50 100 150 200 250 300
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 — ~
15.00 15.50
113.0 m/z 71.10 83.44%
183.0
0 \“\ “\“‘\“‘ \“\‘\ 1‘ T \‘\ T \2‘\26\9‘ LA B
miz--> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
== —
15.00 15.50
5000 m/z 41.10 46.69%
99.0
2260
o150 L L L L1 10 a0 200
m/iz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester — ——
57.0 15.00 15.50
m/z 85.10 44.69%
) M/\
o i L, w\ (14101820 2520 325 e L
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Pentadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.487 105.20 ug/1 766001 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Undecane 156 C11H24 001120-21-4 83
3 Hexadecane 226 C1l6H34 000544-76-3 81
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 2362 (15.487 min): VX046450.D\data.ms (-2356) (- m/z 57.10 100.00%
57.1
- o VﬂvﬁJ&#VVAM«\W,V¥/yA
156.1 e
15.50
113.1 212 3
0 el A g L 1832 m/z 43.10  82.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90190: Pentadecane
57.0
5000 T
85.0 15.50
290 m/z 71.10 61.45%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
T
15.50
m/z 41.10 47.96%
5000 71.0
0 \‘ | |990 1270 1560
H"H‘w“H,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane —
57.0 15.50
m/z 85.10 39.66%
5000 85.0
29.0
oL 180 1410 1690 17,0 2260
“W‘H“H‘“‘H‘H“_‘H“H‘_“W‘H“H‘w“u‘u“ T
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_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.609  27.10 ug/l 197363 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
Abundance Scan 2382 (15.609 min): VX046450.D\data.ms (-2378) (- m/z 156.10 100.00%
156.1
115.0 : A
51.0 60 15.50 16.00
0 HM#%%TW m/z 141.05 95.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 ‘ ‘ LN
15.50 16.00
115.0 m/z 155.05  28.08%
76.0 ‘
51.0
O \\\‘2\7‘\-\0\"\\“\ \“‘h\‘\‘\“lh‘\‘\‘\\“\\\}‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
= o
15.50 16.00
5000 m/z 115.00 24.72%
60 115.0
51.0 /6 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33157: Naphthalene, 1,7-dimethyl- —— —
156.0 15.50 16.00
m/z 128.00  20.20%
- M
77.0 115.0
o202t R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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, 2,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.645 18.44 ug/l 134289 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93

Abundance Scan 2388 (15.645 min): VX046450.D\data.ms (-2386) (- m/z 156.10 100.00%

156.1
5000
e

1151 190.2 15.50 16.00
\‘\ \\H h ‘H \h i L. \H‘ : 224.4 m/z 141.05 68.08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0

5000 M= =
15.50 16.00

m/z 155.10  33.44%

O\\\‘\\\\’\\‘\‘\‘H‘\\“\“\\\\‘\\\\‘\‘\‘\\“\\‘ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
=

o

15.50 16.00
5000 m/z 153.00 14.83%
115.0
27.0 510 |
0 H“uw‘,‘H“MHNW~M“‘H“JL‘H“ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33134: Naphthalene, 1,7-dimethyl- —— 1
156.0 15.50 16.00

m/z 115.10  13.70%

5000
115.0
70070 L

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH B27-SOIL-SAMPLE

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.371  33.62 ug/l 244792  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 99
2 Tetradecane 198 C14H30 000629-59-4 87
3 Dodecane 170 C12H26 000112-40-3 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2507 (16.371 min): VX046450.D\data.ms (-2500) (- m/z 57.05 100.00%
57.0
- MM/\\
R A AR
99.0 155.1 2262 16.0016.2016.4016.60
ol b b by U7 107.02262 2810 . 43,05 84.50%
miz-> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
5000 L LA B AL R R
16.0016.2016.4016.60
m/z 71.05 69.26%
99.0
27,0
O T T H\ ‘\“ “ ‘\ ”H‘ \‘“‘\ H“ \“ T “]\_4}.‘() T \18\3.\0‘ \2\2‘6\.0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #74006: Tetradecane
57.0
R ARARRE
16.0016.2016.4016.60
5000 m/z 41.10 46.77%
27.0
U110 a0 o
ol b e
miz--> 50 100 150 200 250
Abundance #45480: Dodecane R R
57.0 16.0016.2016.4016.60
m/z 85.10 42.55%
5000
27.0 98.0 170.0
B O O A S
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060225\
Data File : VX046450.D

Acqg On : 02 Jun 2025 17:32

Operator : JC/MD

Sample : Q2161-01

Misc : 5.16g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X050525W.M
Quant Title : SW846 8260

Standard--- |
Resp Conc|

364073
364073
364073
364073
364073
364073
364073
364073
364073

50.
50.
50.
50.
50.
50.
50.
50.
50.

B27-SOIL-SAMPLE

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
| --Internal
TIC Top Hit name RT EstConc Units Response |# RT
Dodecane 13.262 28.8 wug/l 209477 4 12.024
Tridecane, 7-me... 13.841 22.6 ug/l 164869 4 12.024
Tridecane 14.036 57.6 ug/l 419377 4 12.024
Dodecane, 2,6,1... 14.609 32.7 ug/l 238111 4 12.024
Tetradecane 14.755 85.1 ug/l 619420 4 12.024
3-Ethyl-2,6,10-... 15.212 44.8 ug/l 326323 4 12.024
Pentadecane 15.487 105.2 wug/l 766001 4 12.024
Naphthalene, 2,... 15.609 27.1 wug/l 197363 4 12.024
Naphthalene, 2,... 15.645 18.4 wug/l 134289 4 12.024
Hexadecane 16.371 33.6 ug/l 244792 4 12.024
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