LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acq On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vial : 18 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\82Y121724S.M

Title : SW846 8260

Signal : TIC: VY020639.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.812 9 15 32 rVB 685064 941421 15.63% 1.304%
2 7.634 960 970 976 rBV 151205 363505 6.04% 0.503%
3 7.707 976 982 993 rVB 250084 569026 9.45% 0.788%
4 8.061 1028 1040 1051 rBV 131759 290727 4.83% 0.403%
5 8.609 1122 1130 1146 rBV 395128 795313 13.20% 1.101%
6 10.103 1367 1375 1383 rBV 648517 1082929 17.98% 1.500%
7 11.414 1583 1590 1601 rVB 557746 909367 15.10% 1.259%
8 11.603 1616 1621 1624 rBV 42032 72334 1.20% 0.100%
9 11.639 1624 1627 1635 rVB4 57911 116647 1.94% 0.162%
10 11.932 1667 1675 1686 rBVvV7 42746 145325 2.41% 0.201%
11 12.170 1709 1714 1722 rVB5 35414 76799 1.28% 0.106%
12 12.407 1748 1753 1757 rBV3 417350 656993 10.91% 0.910%
13 12.450 1757 1760 1765 rVB3 59697 96726 1.61% 0.134%
14 12.566 1776 1779 1786 rVB2 74070 124186 2.06% 0.172%
15 12.651 1786 1793 1796 rBvV4 60572 121136 2.01% 0.168%
16 12.731 1796 1806 1811 rBv2 534372 1004540 16.68% 1.391%
17 12.785 1811 1815 1820 rVB 165879 264398 4.39% 0.366%
18 12.840 1820 1824 1826 rBvV3 69499 108595 1.80% 0.150%
19 12.871 1826 1829 1833 rVB2 72712 97957 1.63% 0.136%
20 12.932 1833 1839 1840 rBv3 111341 199925 3.32% 0.277%
21 12.962 1840 1844 1851 rVB 352495 569750 9.46% 0.789%
22 13.035 1851 1856 1861 rBV5 48969 112256 1.86% 0.155%
23 13.096 1861 1866 1867 rBV2 88425 132473 2.20% 0.183%
24 13.243 1882 1890 1893 rBV3 408164 996792 16.55% 1.380%
25 13.285 1893 1897 1900 rVV2 299750 448605 7.45% 0.621%
26 13.346 1900 1907 1914 rVB3 705021 1389905 23.08% 1.925%
27 13.425 1915 1920 1923 rBV2 298721 438811 7.29% 0.608%
28 13.529 1934 1937 1940 rBV3 54929 80555 1.34% 0.112%
29 13.560 1940 1942 1946 rVB2 90340 102134 1.70% 0.141%
30 13.627 1946 1953 1954 rBV4 139621 273802 4.55% 0.379%

31 13.675 1954 1961 1965 rBV2 2706582 4197883 69.70%
32 13.718 1965 1968 1972 rVB2 327135 419830 6.97%
33 13.773 1972 1977 1983 rBvV4 277320 577333 9.59%
34 13.840 1983 1988 1993 rBv4 282688 678301 11.26%
35 13.938 2001 2004 2009 rVB2 367489 494631 8.21%
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36 13.999 2009 2014 2018 rBV5 141409 277146  4.60%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acq On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vial : 18 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\82Y121724S.M
Title . SW846 8260
37 14.066 2019 2025 2029 rVV2 318881 609734 10.12% 0.844%
38 14.114 2029 2033 2036 rVV3 389552 628452 10.43% 0.870%
39 14.175 2036 2043 2050 rVV7 1548671 3801720 63.12% 5.265%
40 14.236 2050 2053 2059 rVV3 587451 845716 14.04% 1.171%
41 14.303 2060 2064 2067 rVV2 425756 649732 10.79%  ©.900%
42 14.340 2067 2070 2075 rVB 897415 1242303 20.63% 1.720%
43 14.395 2075 2079 2086 rVB3 468169 819431 13.60% 1.135%
44 14.468 2087 2091 2094 rBV4 125084 236640 3.93% 0.328%
45 14.535 2097 2102 2109 rVV 3342949 4706494 78.14% 6.518%
46 14.602 2109 2113 2116 rVV2 716528 1112630 18.47% 1.541%
47 14.651 2116 2121 2127 rVB 2334796 3649462 60.59% 5.054%
48 14.724 2128 2133 2136 rBV4 366742 655329 10.88% ©0.908%
49 14.767 2136 2140 2149 rVV4 821459 1943816 32.27%  2.692%
50 14.852 2149 2154 2159 rVB6 475386 959954 15.94%  1.329%
51 14.907 2159 2163 2166 rBv4 209260 409265 6.79% ©.567%
52 14.956 2166 2171 2176 rVv4 551522 1216490 20.20% 1.685%
53 15.011 2176 2180 2182 rVV2 514981 900432 14.95% 1.247%
54 15.053 2183 2187 2193 rVB3 1175331 2196832 36.47% 3.042%
55 15.126 2193 2199 2203 rBV 2293946 3691242 61.29% 5.112%
56 15.175 2203 2207 2215 rVB5 348485 892907 14.82% 1.237%
57 15.346 2230 2235 2241 rBV 4237546 6023066 100.00%  8.341%
58 15.413 2243 2246 2248 rVV4 290611 464217 7.71% 0.643%
59 15.450 2249 2252 2257 rVV3 631069 1112507 18.47% 1.541%
60 15.510 2257 2262 2268 rVB2 1024072 1887465 31.34% 2.614%
61 15.864 2317 2320 2324 rBv2 308879 476548 7.91% 0.660%
62 15.919 2324 2329 2335 rVW5 691247 1709389 28.38% 2.367%
63 15.986 2335 2340 2346 rVB4 679938 1482083 24.61% 2.052%
64 16.053 2346 2351 2359 rVB 1516260 2674814 44.41% 3.704%
65 16.254 2378 2384 2389 rBV 3086922 5451255 90.51% 7.549%

66 16.358 2397 2401 2405 rBV3 284518 531164 8.82% ©.736%

Sum of corrected areas: 72209145
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

Abundance TIC: VY020639.D\data.ms
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Abundance TIC: VY020639.D\data.ms
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Abundance TIC: VY020639.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 unknownl.812 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.812 82.72 ug/1 941421  Pentafluorobenzene 7.707

Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,3,3,3-Tetrafluoroprop-1-ene 114 C3H2F4 1000389-53-0 10
2 Butenamide, N,N-dimethyl- 113 C6H11NO 023135-18-4 9
3 Ethyl diazoacetate 114 C4H6N202 000623-73-4 9
4 2-Pentenoic acid, 2-methyl- 114 C6H1002 003142-72-1 9
5 3-Pyridinol 95 C5H5NO 000109-00-2 9

Abundance  Scan 15 (1.812 min): VY020639.D\data.ms (-9) (-) m/z 69.00 100.00%

69.0 g5
5000
e
45‘-(" 1.801.902.002.102.20
Ol bt e 2982 m/z 95.00  85.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7966: 1,3,3,3-Tetrafluoroprop-1-ene
114.0
64.0
5000 BN R R RN
1.801.902.002.102.20
0y
33.0 m/z 63.95 66.667%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
\‘\\H‘HH‘HH‘HH‘HH‘
41.0 1.801.902.002.102.20
5000 ' 98.0 m/z 114.00  62.64%
\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #8001: Ethyldiazoacetate NN RR R R AR R
m/z 113.00 30.11%
M j\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.676 151.01 ug/1 4197880 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 Carbonic acid, prop-1l-en-2-yl tr... 284 C17H3203 1000382-90-8 80
3 Decane 142 C10H22 000124-18-5 64
4 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
5 Tetradecane 198 (C14H30 000629-59-4 64

Abundance Scan 1961 (13.675 min): VY020639.D\data.ms (-1954) (- m/z 57.10 100.00%

57.1
5000
. =
‘ JL 1382 13.50 14.00
Olrrrrrroihs _Jw”\““1“\”“‘“_‘” 4680 2071 28LC . 43,10  86.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33078: Undecane
43.0
5000 RN T
13.50 14.00
85.0 m/z 41.10 50.32%
0 127.01560
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
13.50 14.00
5000 m/z 71.10 48.79%

\H‘\H\‘\H\‘HH‘\\H‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #22068: Decane

m/z 55.10  31.40%

J o

=

m/z-->
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\

: VY020639.D

: 18 Dec 2024 16:27

: SY/MD

: P5299-02

: 7.22g/5.0mL/MSVOA_Y/SOIL/A
: 18 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M

: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 3 trans-Decalin, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.175 136.76 ug/1 3801720 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 97
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
3 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 74
4 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 68
5 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 68

Abundance Scan 2043 (14.175 min): VY020639.D\data.ms (-2036) (- m/z 81.10 100.00%
81.1 152.2
41.1
5000
09.1 — —
H ‘ . 14.00 14.50
0 ‘Uu‘H1‘“Um_HM_Hﬁ”?wwwww%ﬁq‘ m/z 152.20  88.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
41.0 152.0
5000 T ] T
14.00 14.50
09.0 m/z 67.10 80.71%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
41-0 81-0 152.0
T ‘ T T ‘ T
14.00 14.50
5000 m/z 55.10 77 .20%
\‘HH \\\\‘\\\\‘\H\‘\H\‘\\H‘\\\\‘\H\‘HH‘HH‘HH‘HH TTTT]TT
m/z-->
Abundance #29494: cis-Decalin, 2-syn-methyl- ‘ I
m/z 95.10 73.91%
H \M Jl H‘ L | L\M\
\‘HH‘HH‘HH‘\H ‘HH‘HH‘HH‘HH TTTTTT T T[T T[T T ITTIITT
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.535 169.31 ug/1 4706490 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Undecane 156 C11H24 001120-21-4 72
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 72
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 2102 (14.535 min): VY020639.D\data.ms (-2097) (-  m/z 57.10 100.00%
57.1
- MJUL
FS:L ‘14‘50‘ |
: 170.2 :
ol JL | adar2 SO 2800 hp 43.10 80.30%
m/z--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
5000 S :
14.50
m/z 71.10 57.12%
270 || 9801570 1700
o—t—— T
m/z--> 50 100 150 200 250
Abundance
57.0
10 \
14.50
5000 m/z 41.10 44 .92%

T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-o> W

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester ‘ I

m/z 85.10  33.79%

s
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 5 Undecane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.651 131.29 ug/1 3649460 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 60
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 49
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 45
5 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 43

Abundance Scan 2121 (14.651 min): VY020639.D\data.ms (-2116) (- m/z 57.10 100.00%

57.1
5000

— 2
8T1 TSRy 166.2 14.50 15.00
ob 388 My W T 1412y | 1852 g0 10 43.07%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0

5000 = SR
14.50 15.00

m/z 43.10 42.48%

29.0 ‘ 98.0
w‘u\"\‘\““\“_‘\\7‘9‘.9””\‘_‘1“_”134‘1‘-9”_“1?%4;9
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0

T ‘ T T ‘ T
14.50 15.00

o

5000 m/z 41.10 34.63%
T ‘ L ‘ T TT ‘ T T ‘ T T T TT ‘ L ‘ T TT ‘ T TT TTT
m/z-->
Abundance #135263: Sulfurous acid, butyl octyl ester ‘ ‘
\‘ \H H\ ‘\‘ b I
T ‘ L ‘ T ‘ 1T ‘ L ‘ T T ‘ L T TT T TT TTT
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 Dodecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.053 79.03 ug/1 2196830 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl- 184 (C13H28 001560-97-0 64
2 Cyclohexane, butyl- 140 C1eH20 001678-93-9 43
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 35
4 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 22
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 18
Abundance Scan 2187 (15.053 min): VY020639.D\data.ms (-2183) (-  m/z 43.10 100.00%
43.1| 83.1
o J\_\/\/\/\_J\ﬂ\
T T \
15.00
O lrrrprrrrfibes m/z 57.10  99.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 S :
15.00
99.0 141.0 m/z 83.10 95.12%
27.0‘ ‘ ‘
0 A A~
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
83.0
T \
15.00
5000 m/z 82.10 78.07%
\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #13247: Cyclohexane, (1-methylethyl)- ‘
;A;A;:lthwvjﬁ;;;f
M M \H\ M Il ‘
\H‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Octane, 2,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.126 132.79 ug/1l 3691240 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 81
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
4 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64
5 Undecane, 6,6-dimethyl- 184 (C13H28 017312-76-4 59

Abundance Scan 2199 (15.126 min): VY020639.D\data.ms (-2193) (- m/z 57.10 100.00%

57.1
5000
113.1 B LI
‘ ‘ ‘ H 166.2 199 3 2804 15.00 15.50
Olrerprresbhetlh el Bl e RO 280 m/z 71,10 80.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22107: Octane, 2,6-dimethyl-
57.0
5000 T —
15.00 15.50
270 113.0 m/z 43.10 56.05%
O ez
A B a2 e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
T ‘ T T ‘ T
15.00 15.50
5000 m/z 41.10 38.20%

\H‘\H\‘\H\‘H\\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z-->

Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester I I

m/z 56.10  25.69%

s

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.346 216.67 ug/1 6023070 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 80
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 80
5 Dodecane 170 C12H26 000112-40-3 80
Abundance Scan 2235 (15.346 min): VY020639.D\data.ms (-2230) (-  m/z 57.10 100.00%
57.1
> J\J\J\Jﬂ\#
1556 i5%d
99.1 184.2 : : :
- ‘MHM LT a2 1882 981 4310 77.02%
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
5000 P .
15.00 15.50
27.0 m/z 71.10 59.91%
L0 a0 1840
0t M‘“uw‘”wuu"“ A A
m/z--> 50 100 150 200 250
Abundance
57.0
‘ T T ‘ T
15.00 15.50
5000 m/z 41.10 41.24%
T T T T T T T T ‘ T T T T ‘ T T T T T T T T T T T T
m/z-->
Abundance #74005: Tetradecane I
m/z 85.10 37.32%
T \“\ ‘H‘\ ‘!‘ \“‘\ ““ \H At T I — W\JM
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 Dodecane, 2,6,10-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.053 96.22 ug/1 2674810 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Octane, 2-methyl- 128 C9H20 003221-61-2 81
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 78
Abundance Scan 2351 (16.053 min): VY020639.D\data.ms (-2346) (- m/z 57.10 100.00%
57.1
5000 WMU\,\
97.1 127.2 iG‘Od |
' ' 183.2 ’ :
oWJ“mum”whu:“w‘“_“Hu_Hwwm“2‘1‘?"3‘”””_?%1‘:- m/z 71.10 87.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 S :
16.00
m/z 43.10 54.32%
28.0 ‘ 97.0 127.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
T \
16.00
5000 m/z 41.10 37.13%
\‘HH HH‘HH‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH TTTT TT
m/z-->
Abundance #90204: Dodecane, 2,7,10-trimethyl- ‘ I
m/z 85.10 37.11%
\\‘ \‘\ H\ \‘\ l T M
\‘HH‘HH‘HH‘HH‘HH‘HH‘HH TTTT[TTT T[T T T[T T T [TT T T TTITIT[TIT
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acqg On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.254 196.10 ug/1 5451260 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 90
3 Tridecane 184 (C13H28 000629-50-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90

Abundance Scan 2384 (16.254 min): VY020639.D\data.ms (-2378) (- m/z 57.10 100.00%

57.1
5000
\ [

99.1
198.3
0b— h“p“u i, T S m/z 43.10  75.82%

m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0

5000 T T
16.00 16.50

m/z 71.10 64.74%

99.0
LT amo w0
m/z--> 50 100 150 200 250
Abundance
57.0

T ‘ T T ‘ T
16.00 16.50

5000 m/z 85.10 41.84%

T T T T T T T T ‘ T T T T ‘ T T T T T T T T T T T T
g MM/\L
Abundance #59029: Tridecane

m/z 41.10 39.18%

.

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121824\
Data File : VY020639.D

Acq On : 18 Dec 2024 16:27
Operator : SY/MD

Sample : P5299-02

Misc : 7.22g/5.0mL/MSVOA_Y/SOIL/A

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.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|
unknownl.812 1.812 82.7 wug/l 941421 1 7.707 569026 50.0
Undecane 13.676 151.0 wug/l 4197880 4 13.346 1389910 50.0
trans-Decalin, ... 14.175 136.8 wug/l 3801720 4 13.346 1389910 50.0
Dodecane 14.535 169.3 ug/l 4706490 4 13.346 1389910 50.0
Undecane, 2,6-d... 14.651 131.3 wug/l 3649460 4 13.346 1389910 50.0
Dodecane, 2-met... 15.053 79.0 ug/l 2196830 4 13.346 1389910 50.0
Octane, 2,6-dim... 15.126 132.8 wug/l 3691240 4 13.346 1389910 50.0
Tridecane 15.346  216.7 ug/l 6023070 4 13.346 1389910 50.0
Dodecane, 2,6,1... 16.053 96.2 ug/l 2674810 4 13.346 1389910 50.0
Tetradecane 16.254 196.1 wug/l 5451260 4 13.346 1389910 50.0
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