LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 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 D\Method\82D032922S.M

Title : SW846 8260

Signal : TIC: VDO72620.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.967 509 518 526 rVB3 5620 16550 1.06% 0.118%
2 7.914 1009 1019 1024 rBV 238134 577013 36.94% 4.098%
3 7.973 1024 1029 1040 rVB 326108 734853 47.04% 5.219%
4 8.326 1076 1089 1099 rVvB3 221492 538883 34.50% 3.827%
5 8.856 1169 1179 1192 rBV 533481 1099531 70.39% 7.809%
6 10.332 1421 1430 1444 rBV 859807 1562078 100.00% 11.094%
7 11.449 1611 1620 1627 rVB 8433 27458 1.76%  0.195%
8 11.638 1643 1652 1664 rBV 833906 1405726 89.99% 9.984%
9 11.844 1685 1687 1691 rVV5 10587 16808 1.08% 0.119%
10 12.144 1730 1738 1747 rBV9 19482 69525 4.45% 0.494%
11 12.255 1754 1757 1763 rVB4 11164 16848 1.08% 0.120%
12 12.349 1766 1773 1774 rBV6 13366 23697 1.52% 0.168%
13 12.620 1813 1819 1829 rVB 620758 1017762 65.15% 7.229%
14 12.785 1843 1847 1854 rVB9 17690 38320 2.45% 0.272%
15 12.867 1854 1861 1864 rBV8 16602 35248 2.26% 0.250%
16 12.938 1864 1873 1881 rVV3 93206 218176 13.97%  1.550%
17 12.996 1881 1883 1888 rVB5 18662 24342 1.56% 0.173%
18 13.085 1893 1898 1901 rBV5 16917 28008 1.79% 0.199%
19 13.173 1910 1913 1919 rVB6 36752 50956 3.26% 0.362%
20 13.385 1946 1949 1952 rVB5 13554 16569 1.06% 0.118%
21 13.444 1954 1959 1964 rBV8 31290 67190 4.30% 0.477%
22 13.491 1964 1967 1972 rVVé6 33487 61336 3.93% 0.436%
23 13.561 1973 1979 1987 rVB 772951 1291507 82.68% 9.173%
24 13.632 1988 1991 1997 rVB2 34319 43838 2.81% 0.311%
25 13.702 1997 2003 2007 rBV8 20304 45223  2.90% ©0.321%
26 13.749 2008 2011 2015 rVV5 15636 24170 1.55% 0.172%
27 13.802 2016 2020 2023 rVB3 15804 24164 1.55% 0.172%
28 13.879 2028 2033 2038 rBV2 203366 323849 20.73%  2.300%
29 14.038 2055 2060 2064 rBVS5 36781 65586 4.20% 0.466%
30 14.096 2067 2070 2075 rVV3 43316 64654  4.14%  0.459%
31 14.143 2075 2078 2083 rVB6 38968 60330 3.86% 0.428%
32 14.208 2085 2089 2094 rBv4 46887 73916 4.73% 0.525%
33 14.273 2094 2100 2106 rBVS 32865 72168 4.62% 0.513%
34 14.396 2106 2121 2125 rBV6 111094 349082 22.35%  2.479%
35 14.438 2125 2128 2136 rVB5 53390 97642 6.25% 0.693%
36 14.508 2136 2140 2144 rBV4 63284 88007 5.63% 0.625%

82D032922S.M Thu Apr 21 12:32:30 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 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 D\Method\82D032922S.M
Title : SW846 8260
37 14.555 2144 2148 2153 rVB5 53994 87231 5.58% 0.620%
38 14.608 2155 2157 2161 rVB5 17502 21961 1.41% 0.156%
39 14.738 2173 2179 2186 rBV 297050 446666 28.59% 3.172%
40 14.808 2186 2191 2196 rVV5 87511 210209 13.46% 1.493%
41 14.855 2196 2199 2206 rVB3 157049 280685 17.97%  1.994%
42 15.073 2233 2236 2241 rVB7 43632 62000 3.97% 0.440%
43 15.179 2250 2254 2260 rBVS8 51230 119014 7.62% 0.845%
44 15.267 2266 2269 2277 rVB7 93334 182955 11.71%  1.299%
45 15.349 2277 2283 2291 rBV 177710 334287 21.40% 2.374%
46 15.579 2317 2322 2331 rVB2 370636 628559 40.24% 4.464%
47 15.690 2332 2341 2346 rVV8 78967 230438 14.75% 1.637%
48 15.755 2350 2352 2362 rVB6 75111 125230 8.02% 0.889%
49 15.896 2371 2376 2381 rVBS 50412 103470 6.62% 0.735%
50 16.261 2434 2438 2443 rVB5 71461 131311 8.41% 0.933%
51 16.326 2444 2449 2456 rBV2 121898 212944 13.63% 1.512%
52 16.414 2458 2464 2470 rVBS 55984 124417 7.96% 0.884%

53 16.537 2479 2485 2491 rBV 271043 507441 32.48% 3.604%

Sum of corrected areas: 14079831
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDo41922\

: VDO72620.D

: 19 Apr 2022 13:00

: VA/SY

: N2462-03

: 5.02G/5.00m1/MSVOA_D/SOIL
: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

TIC: VD072620.D\data.ms

4.967

0
Time-->
Abundance

800000

700000

600000

500000

400000

300000

200000

100000

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 6.80

TIC: VD072620.D\data.ms
10.832 11.638

8.856

7.973

7.9 8.326

0
Time-->
Abundance

800000

700000

600000

500000

400000

300000

200000

100000

0
Time-->

82D032922S .M

11.449 | | 11.

e — = P T =
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VD072620.D\data.ms

12.620

T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\

Data File : VD@72620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 2-Hexyl-1-octanol

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.938 8.45 ug/1 218176 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Hexyl-1-octanol 214 C14H300

12

2 Hexadecane, 1,1-bis(dodecyloxy)- 595 C40H8202
3 Decane 142 C1OH22

4 2-Decene, (E)- 140 C10H20

5 Cyclodecane 140 C10H20

Abundance Scan 1873 (12.938 min): VD072620.D\data.ms (-1864) (-

019780-79-1 86
056554-64-4 72
000124-18-5 58
020063-97-2 50
000293-96-9 50

m/z 43.10 100.00%

43.1
5000
T
207.1 13.00
0 b il ﬂ TR -t m/z 57.1@  99.98%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #92365: 2-Hexyl-1-octanol
57.0
5000 IR
13.00
111.0 m/z 41.05 72.47%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #346339: Hexadecane, 1,1-bis(dodecyloxy)-
43.0
—
13.00
5000 m/Z 55.00 62.20%
i 10802220 poro 4080
miz—> 0 50 100 150 200 250 300 350 400
Abundance #22066: Decane —
57.0 13.00
m/z 71.10 49.33%
5000
1, I{. 2,
I Ty ] T

m/z--> 0 50 100 150 200 250 300 350 400

82D032922S.M Thu Apr 21 12:32:32 2022

13.00

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Undecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.879 12.54 ug/1 323849 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 76
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
3 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 50
4 Tridecane 184 C13H28 000629-50-5 50
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 50

Abundance Scan 2033 (13.879 min): VD072620.D\data.ms (-2028) (- m/z 57.10 100.00%
57.1

5000
85.0
39 — ——
ol : ”“H“M‘mu‘um“‘ m/z 43.05 81.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 — ——
850 13.50 14.00
29.0 m/z 41.10 55.00%
‘ ‘ 113.0 156.0
O\\\‘\‘\\\‘}\\M“\‘\‘}\“!‘\\\H‘\\U\‘\‘\\\‘\\\l‘\
m/z--> 40 60 80 100 120 140 160
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
— ——
13.50 14.00
5000 m/z 71.10 46.83%
85.0
0 26‘b | 671&) I, 111.0128.0
H‘_H“H‘“H‘“HH‘HH‘HH‘HH_
m/z--> 60 80 100 120 140 160
Abundance #59089: Decane, 2,3,8-trimethyl- — —
57.0 13.50 14.00
m/z 55.05 29.69%
5000 85.0
290 ‘ ‘ 1110 1410
0H“““H"H‘MH‘:“WuH“H‘H‘HH;‘HH_ — —r—
miz--> 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Cyclodecene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.396  13.51 ug/1 349082 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodecene, 1-methyl- 152 C11H20 066633-38-3 60
2 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 55
3 2-Decalone, c&t 152 C1eH160 004832-17-1 49
4 Camphor 152 C1eH160 000076-22-2 43
5 5-Dodecyne 166 C12H22 019780-12-2 38

Abundance Scan 2121 (14.396 min): VD072620.D\data.ms (-2106) (- m/z 55.10 100.00%

55.1 83.1
152.2
5000
109.0
— —
14.00 14.50
32 191.2
0 228, l e m/z 41,85 93.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29481: Cyclodecene, 1-methyl-
81.0
55.0
5000 — —
109.0 152.0 14.00 14.50
20.0 m/z 83.10 90.12%
0' \\‘\h\“\\“\\%}\2\8\-&\“\\\‘\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29499: Decalin, syn-1-methyl-, cis-
41.0 81.0
— —
152.0 14.00 14.50
5000 ITI/Z 43.10 86.47%
109.0
o o laese |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29096: 2-Decalone,c&t T —
53.0 81.0 108.0 152.0 14.00 14.50
m/z 82.15 81.65%
- \\MJ\A/VMM
o o o VAT
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 3
R.T. EstConc Area Relative to ISTD R.T.

14.738 17.29 ug/1 446666 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Undecane 156 C11H24 001120-21-4 80
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 64

Abundance Scan 2179 (14.738 min): VD072620.D\data.ms (-2173) (- m/z 57.10 100.00%
57.1

5000
85.1
— —
| H ||, s Ly 1450 15.00
O ol el e b b e b ST 0 m/z 43,05 74.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 o —
85.0 14.50 15.00
m/z 71.10 60.56%
290
L 120 1ag 1100
0\\\‘\\\\‘\\\\“\\‘\\“\\\\H‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane
57.0
— —
14.50 15.00
5000 m/z 41.05 43.99%
85.0
29.0
“ ‘ 113.0 156.0
om_mw,H‘H_m”_mh_m_H!,w_m,w_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane T —
57.0 14.50 15.00
m/z 85.10  33.63%
5000 85.0
29.0
0 H‘ i HH\ H‘ll 141.0 169.0 197.0 2260
“w“u“u ‘H“_"w“u“u“u“w“w“u“u"H“ —r —
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_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 unknownl14.855 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.855 10.87 ug/l 280685 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 46
2 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 46
3 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 45
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 41
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 38

Abundance Scan 2199 (14.855 min): VD072620.D\data.ms (-2196) (- m/z 57.10 100.00%
57.1

119.1 s R
H 4 ‘ 1512 o 14.50 15.00
Ol A 8BAL ALl 13823 28Le ot g1 15 s2.e5%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester
57.0
5000 = R
14.50 15.00
113.0 m/Z 43.10 50.09%
0 \2‘3‘-9““!!\‘1“f“f‘hf‘\“U\\f“‘\\‘J‘\‘\\\\‘:\L\E)\\s‘-g\\’\\\\‘\\\\‘\\2\:3\?\'9\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22105: Octane, 3,5-dimethyl-
57.0
— -
14.50 15.00
5000 m/z 41.10 29.49%
L=
0‘_Mwmﬂﬁﬁmﬂkﬂkm“_}ﬁ%q‘uuwuw‘uwuuw‘uwuwu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43519: 2-Undecene, 5-methyl- P ——
57.0 14.50 15.00
m/z 119.10 21.97%
5000
2710 112.0
\T I ‘ | 168.0
O bbb e e e e — —f—
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_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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, 2-ethylhexy...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.349 12.94 ug/1 334287 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S
3 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
5 Octane, 2,6-dimethyl- 142 C10H22

Abundance Scan 2283 (15.349 min): VD072620.D\data.ms (-2277) (-
57.0

5000

85.1 113.2
“ \‘\H‘ \“ | “ Ly 14‘5.% L1 183'1207'1

| A s ,
L et L T ARARARRARRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #312401: Sulfurous acid, 2-ethylhexyl hexadecyl ester
57.0

o

5000

113.0

290
| ‘\‘ 141.0 169.0 225.0

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0

‘ 85.0
.

o

5000

113.0
85.0
290
‘M || 1410 239.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #295472: Sulfurous acid, 2-ethylhexyl tetradecyl ester
57.0

o

5000

113.0

85.0
290 ‘\ Lol ‘\‘ 141.0 168.0 197.0

1000309-19-9 80
1000309-20-0 80
1000309-19-7 72
1010309-19-2 72
002051-30-1 72

m/z 57.05 100.00%

:

15.00 15.50
m/z 71.05 81.69%

:

15.00 15.50
m/z 43.10 52.70%

;

15.00 15.50
m/z 41.10 34.93%

:

15.00 15.50
m/z 55.10  26.26%

! i Saae
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.579  24.33 ug/1 628559 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane 170 C12H26 000112-40-3 86
5 Pentacosane 352 C25H52 000629-99-2 80

Abundance Scan 2322 (15.579 min): VD072620.D\data.ms (-2317) (- m/z 57.10 100.00%
57.1

- W
1550 |
99.2 184.3 . :
141.3
ol ““‘w‘u bt et s 281wz 43100 79.93%
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
5000 —T— ‘
15.50
2710 m/z 71.10 63.01%
LLLL[%90 aa0 1810
0" ‘“‘\ ““““‘ i \“\\\‘\ LA B S
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
T \
15.50
5000 m/z 41.10 45.,22%
99.0
710 | 11%°, 410 sss0 2200
o—tt ey A e
m/z--> 50 100 150 200 250
Abundance #74006: Tetradecane T ‘
57.0 15.50
m/z 85.05 39.01%
5000
27,0
PLLLL®S w0 oo
o—t 7
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\

Data File : VD@72620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.M

Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl5.690

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.690 8.92 ug/l 230438 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual

3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14

Abundance Scan 2341 (15.690 min): VD072620.D\data.ms (-2332) (-
57.1
131.0

5000

207.1282.1

Ot
m/z--> 0 50 100150200250300350400450500550600650

Abundance #349148: Octatriacontyl pentafluoropropionate
57.0
5000
9.0
O T \J\ l ‘ \]\ J%f4 “\‘W !5\ ‘T T \‘2\8\%‘9\3\\5‘5\;9\?%\9\.9\ T \53\%‘0\\ TT ‘ TTT \?Z\S\‘(

m/z--> 0 50 100150200250300350400450500550600650

Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0
5000
9.0
0 J‘ | J%“ 222.0 306.0 391.0 5040  650.0
RN R e e e o RS ARRRRRRRR=RREA

m/z--> 0 50 100150200250300350400450500550600650

1 Octatriacontyl pentafluoropropio... 697 C41H77F502
2 Hexatriacontyl pentafluoropropio... 669 C39H73F502

1000351-89-1 43
1000351-89-0 43
000638-36-8 20
053172-84-2 20
006682-71-9 18

m/z 57.10 100.00%

T —7
15.50 16.00

m/z 131.00  84.20%

— —
15.50 16.00
m/z 71.10 77.70%

-

T =
15.50 16.00
m/z 105.10  62.89%

3

Abundance #176405: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 15.50 16.00
m/z 55.05 60.43%
- MWW
%2 a0
Ottt et ot e e e e

m/z--> 0 50 100150200250300350400450500550600650
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.326 8.24 ug/1 212944  1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 58
3 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 53
4 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 53
5 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 53

Abundance Scan 2449 (16.326 min): VD072620.D\data.ms (-2444) (-  m/z 57.10 100.00%

57.1
5000
 EEEma RS S
L“ﬁ ‘97-1 127.2 183.2 16.0016.2016.4016.60
bl L TURT2126 2820 g1 19 87.16%
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 L L L B R
16.0016.2016.4016.60
m/z 43.05 48.99%
97.0 127.0
20 L L 183.0
O\\\‘\“‘\H\“\H‘\\‘\\‘\\\‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #126390: Octane, 1,1'-oxybis-
57.0

16.0016.2016.4016.60

5000 m/z 41.10 37.03%
111.0
U T I
Miz--> 50 100 150 200 250
Abundance #90199: Tetradecane, 3-methyl- R AAARRREEER
57.0 16.0016.2016.4016.60
m/z 85.20  35.35%
5000
99.0 183.0
P I . T AL
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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 2
R.T. EstConc Area Relative to ISTD R.T.

16.538 19.65 ug/1 507441 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tridecane 184 C13H28 000629-50-5 91
3 Dodecane 170 C12H26 000112-40-3 90
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 90
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 2485 (16.537 min): VD072620.D\data.ms (-2479) (- m/z 57.10 100.00%

57.1
5000 85.0
‘ 16.20 1640 16.60
112.2 141.2 198.4 . : :
om_H‘_H1‘H‘:‘_‘m“_mu‘wm_Wl‘b‘?‘l_ww m/z 43.10  78.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 LI L L L B B L
85.0 16.20 16.40 16.60
290 m/z 71.05 59.33%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
L e
16.20 16.40 16.60
5000 85.0 ITI/Z 85.05 42.49%
29.0
‘ | H ‘ 1120 1410 1840
S| S Y Y U N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane e
57.0 16.20 16.40 16.60
m/z 41.10 42.14%
5000
85.0
29.0 170.0
ol b L L 1120 aarg 00 T e W
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD041922\
Data File : VD072620.D

Acqg On : 19 Apr 2022 13:00
Operator : VA/SY

Sample : N2462-03

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D032922S.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|
2-Hexyl-1-octanol 12.938 8.4 ug/l 218176 4 13.561 1291510 50.0
Undecane 13.879 12.5 ug/l 323849 4 13.561 1291510 50.0
Cyclodecene, 1-... 14.396 13.5 wug/l 349082 4 13.561 1291510 50.0
Dodecane 14.738 17.3 ug/l 446666 4 13.561 1291510 50.0
unknown14.855 14.855 10.9 ug/l 280685 4 13.561 1291510 50.0
Sulfurous acid,... 15.349 12.9 ug/l 334287 4 13.561 1291510 50.0
Tridecane 15.579 24.3 wug/l 628559 4 13.561 1291510 50.0
unknown15.690 15.690 8.9 ug/l 230438 4 13.561 1291510 50.0
Dodecane, 2,6,1... 16.326 8.2 ug/l 212944 4 13.561 1291510 50.0
Tetradecane 16.538 19.6 ug/l 507441 4 13.561 1291510 50.0
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