LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 21  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\82Y090924S.M

Title : SW846 8260

Signal : TIC: VY@19515.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.824 13 17 26 rVB3 34995 64408 1.31% 0.187%
2 2.172 68 74 83 rBv 106525 179753 3.64% 0.522%
3 4.610 463 474 494 rBV6 31232 129999 2.63% 0.377%
4 5.640 630 643 656 rBV3d 32321 103004 2.09% 0.299%
5 6.683 807 814 827 rVB3 29563 98965 2.01% 0.287%
6 7.634 959 970 975 rBV 311177 765338 15.51% 2.222%
7 7.701 975 981 991 rVB 513737 1213145 24.59% 3.522%
8 7.914 1007 1016 1025 rBvV2 21974 54332 1.10% 0.158%
9 8.067 1031 1041 1053 rBV2 459548 1247305 25.28% 3.621%
10 8.469 1098 1107 1117 rVB 67530 137928 2.80% 0.400%
11  8.609 1119 1130 1145 rBV 842504 1691028 34.27% 4.909%
12 9.103 1200 1211 1218 rBV 99819 222901 4.52% 0.647%
13 9.286 1235 1241 1248 rBvV 36761 69942 1.42% 0.203%
14  9.749 1311 1317 1327 rVB2 42873 95865 1.94% 0.278%
15 9.884 1331 1339 1350 rVB2 37946 88642 1.80% 0.257%
16 10.103 1368 1375 1381 rVV 1342800 2336661 47.36% 6.784%
17 10.170 1381 1386 1398 rVV 1003122 1713138 34.72% 4.973%
18 10.298 1398 1407 1414 rVB 116414 207220 4.20% 0.602%
19 11.206 1548 1556 1566 rVB3 48279 98799 2.00% 0.287%
20 11.310 1566 1573 1582 rVB 31168 56655 1.15% 0.164%

21 11.414 1582 1590 1602 rBV 1220558 1995543 40.44%
22 11.517 1602 1607 1615 rVB 185777 293301 5.94%
23 11.621 1615 1624 1635 rBV 813774 1569248 31.80%
24 11.956 1667 1679 1690 rBV 546488 1003715 20.34%
25 12.133 1702 1708 1711 rBV5 29694 52410 1.06%
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26 12.407 1747 1753 1758 rBV 860697 1316608 26.
27 12.596 1780 1784 1788 rVB 41013 68387 1
28 12.657 1788 1794 1797 rBV 165975 270183 5.48%
29 12.688 1797 1799 1802 rVV2 91343 121894 2
30 12.731 1802 1806 1812 rVB2 262686 413226 8
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31 12.895 1827 1833 1841 rBV2 82866 171853 3.48%
32 13.042 1851 1857 1862 rBV 418780 650065 13.17%
33 13.090 1862 1865 1870 rVB3 42031 64592  1.31%
34 13.285 1886 1897 1900 rBV6 73702 200455  4.06%
35 13.346 1900 1907 1916 rVB2 1076263 2118331 42.93%
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36 13.426 1916 1920 1921 rBV 79732 97062 1.97% 0.282%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 21  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\82Y090924S.M
Title : SW846 8260
37 13.548 1935 1940 1943 rBV3 117121 174823 3.54% 0.508%
38 13.584 1943 1946 1952 rVB2 93767 141170 2.86% 0.410%
39 13.676 1957 1961 1964 rBV 139673 181219 3.67% 0.526%
40 13.724 1964 1969 1974 rBV 276591 425416 8.62% 1.235%
41 13.791 1977 1980 1985 rVV2 48662 68443 1.39% 0.199%
42 13.889 1992 1996 2002 rVB2 67494 109768 2.22% 0.319%
43 13.999 2009 2014 2018 rBv4 44822 67118 1.36% 0.195%
44 14.163 2037 2041 2051 rVV3 116626 290023 5.88% 0.842%
45 14.255 2053 2056 2060 rvV 51778 80493 1.63% 0.234%
46 14.303 2060 2064 2073 rVB3 49987 124229 2.52% 0.361%
47 14.529 2097 2101 2105 rVB 198065 253843 5.14% 0.737%
48 14.590 2105 2111 2117 rBV2 82589 185120 3.75% ©.537%
49 14.651 2117 2121 2128 rVB4 59033 113726 2.30% 0.330%
50 14.962 2166 2172 2176 rBV5 36775 74544 1.51% 0.216%
51 15.047 2182 2186 2191 rVB3 60684 101056 2.05% 0.293%

52 15.139 2192 2201 2211 rBV 2892670 4934137 100.00% 14.3247%

53 15.236 2212 2217 2222 rVB 75288 131735 2.67% 0.382%
54 15.340 2224 2234 2241 rVB 477445 729740 14.79%  2.119%
55 15.444 2243 2251 2255 rBV8 42728 105740 2.14%  ©.307%
56 15.626 2277 2281 2289 rVB2 39027 69085 1.40% 0.201%
57 15.773 2300 2305 2309 rBV3 92369 177568 3.60% ©.516%
58 15.858 2314 2319 2322 rW 71948 112888 2.29% ©.328%
59 15.901 2322 2326 2333 rVV2 144431 259324 5.26% ©0.753%
60 15.980 2334 2339 2345 rVB3 103011 189875 3.85% ©.551%
61 16.041 2345 2349 2356 rBV 118188 198483 4.02% ©.576%
62 16.175 2363 2371 2377 rBV 606194 1161501 23.54% 3.372%
63 16.242 2377 2382 2394 rVB 900134 1617766 32.79% 4.697%
64 16.364 2394 2402 2408 rBV 440952 1023834 20.75% 2.972%
65 16.577 2432 2437 2442 rBV5 37760 90643 1.84% ©.263%

66 16.742 2458 2464 2468 rBV3 111494 270467 5.48% 0.785%

Sum of corrected areas: 34445678
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

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

Abundance TIC: VY019515.D\data.ms
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Abundance TIC: VY019515.D\data.ms
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Abundance TIC: VY019515.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 1-Propene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.172 7.41 ug/1 179753  Pentafluorobenzene 7.707

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
2 2-Butene 56 C4H8 000107-01-7 80
3 1-Butene 56 C4H8 000106-98-9 49
4 2-Butene, (Z)- 56 C4H8 000590-18-1 49
5 Cyclobutane 56 C4H8 000287-23-0 43
Abundance  Scan 74 (2.172 min): VY019515.D\data.ms (-68) (-) m/z 41.10 100.00%
41.1
5000
1.80 2.00 2.20 2.40
C
Ol U089 959 1309 2165 n/z 39.10  62.24%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #210: 1-Propene, 2-methyl-
41.0
5000
1.80 2.00 2.20 2.40
m/z 56.05 54.96%
0 \‘\J\-\S\.‘O\‘H‘\\“l‘\\”\“‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #194: 2-Butene
41.0
R RN
1.80 2.00 2.20 2.40
5000 m/z 55.10 26.22%
14.0 m
0" e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #198: 1-Butene =
41.0 1.80 2.00 2.20 2.40
m/z 40.10  13.25%
- ijwamww/\WW%wmwwwwN
ol 150
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.657 6.38 ug/1 270183 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1794 (12.657 min): VY019515.D\data.ms (-1788) (- 105.10 100.00%

105.1

5000
771 12.50 13.00
39.0
O LS Ll 3232 1689 o 10005 29.40%

m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0

5000 — AL

39.0 77.0 . .
0 H““‘ . “‘\‘ ‘\‘;\5‘?"9‘ . “\\‘ . “; . ‘\;“ P e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0
P

12.50 13.00
5000 91.10 12.16%
0 15.0 390 590 77‘\0 ‘ \‘ Lol
T A B B e o I S
m/z--> 20 40 60 80 100 120 140 160
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 12.50 13.00
m/z 106.00 8.79%
5000
I Ty I 'R " NP RN B P O
m/z--> 20 40 60 80 100 120 140 160 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.724 10.04 ug/l 425416  1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 81
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 81
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 74
5 2-Methylphenylacetylene 116 CSH8 000766-47-2 74
Abundance Scan 1969 (13 724 min): VY019515.D\data.ms (-1964) (- m/z 115.05 100.00%
7.1 11%.1
5000 /\
164.1 T ‘ T T T T ‘ T
H 89‘-0 ‘ 13.50 14.00
Oty a L 1891207219665 96.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9542: Indene
116.0
5000 j\f T T
13.50 14.00
m/z 57.10 91.92%
39.0 630 g9
O \\\‘\‘\\1“‘\\”\\““‘\\\\‘\\\\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9546: Benzene, 1-propynyl-
115.0
— —
13.50 14.00
5000 m/z 41.10 37.17%
63.0 890
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene T T
115.0 13.50 14.00
m/z 39.10 20.81%
B J\/\”/MM
63.0 89.0
39.0
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\VY@91124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39

Operator : SY/MD

Sample P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 4 Disulfide, (1-methylethyl) ... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.163 6.85 ug/1 290023 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, (1-methylethyl) (1,1-... 164 C7H16S2 043022-60-2 64
2 Isopropyl isobutyl disulfide 164 C7H16S2 067421-82-3 50
3 Disulfide, butyl (1-methylethyl) 164 C7H16S2 072437-53-7 38
4 t-Butylthiothioacetic acid, S-t-... 220 C1@H200S2 1000189-14-7 36
5 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 22

Abundance Scan 2041 (14.163 min): VY019515.D\data.ms (-2037) (- m/z 57.10 100.00%
57.1
108.0 164.1 AL AL
“ 81.0 1371 14.00 14.50
Ol el o3y L2001 s 41,10 4e.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40163: Disulfide, (1-methylethyl) (1,1-dimethylethyl)
57.0
5000 — .
29.0 14.00 14.50
m/z 43.10  26.49%
‘ “ 108.0 164.0
O \\\‘\\\\i‘\‘\\w”‘\‘\\\“\\\\‘\1\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40150: Isopropyl isobutyl disulfide
57.0
— =
14.00 14.50
5000 ITI/Z 164.10 19.87%
29.0
164.0
122.0 ‘
0“‘_L“ "M‘u“H“EHJ‘H“H“‘H“_“‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40161: Disulfide, butyl (1-methylethyl) 7 T
57.0 14.00 14.50
m/z 107.95 17.02%
5000 29.0
122.0 164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.340 17.22 ug/1 729740  1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Dodecane 170 C12H26 000112-40-3 86
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
Abundance Scan 2234 (15.340 min): VY019515.D\data.ms (-2224) (- | m/z 57.10 100.00%
57.1
- e WJJLM
T =
15.00 15.50
112.1 184.3
om_H‘U‘uw!u””mp!‘H”_m_}f"‘lulwmWH%F’?%W m/z 43.10 83.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane
57.0
5000 s e
290 85.0 15.00 15.50
m/z 71.10 64.74%
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
= =
15.00 15.50
5000 m/z 41.10 46.60%
85.0
29.0
0 m_‘:“““uw,u“‘m“!"Mﬁ‘lﬁﬁﬁl‘g}‘699”12?‘9”_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane - —
57.0 15.00 15.50
m/z 85.05 37.96%
5000 85.0
29.0
oL 180 1410 1690 17,0 2260
“w“u“u ‘H“_“w"H“H“H“M“w“u“u“u“ — s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

82Y090924S.M Thu Sep 12 15:48:17 2024 Page: 8



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

01

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
VY019515.D

1 Sep 2024 17:39

: SY/MD

. P
: 5
02

hod
le

ry

3911-05
.03g/5.0mL/MSVOA_Y/SOIL/B
1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Pentadecane, 6-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.901 6.12 ug/1 259324  1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 6-methyl- 226 Cl16H34 010105-38-1 64
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 52
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 50

Abundance Scan 2326 (15.901 min): VY019515.D\data.ms (-2322) (- m/z 57.10 100.00%

o

m/z--> 20 40 60 80 100120140160180200220240260280

57.1
5000
85.1 — s
154. 15.50 16.00
113.1 210.0 :
ow‘Hﬂhﬂhdmuwmh‘H_H‘_HM_}ﬁ%QWHH‘HH_‘H_?gﬁr m/z 43.10  54.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107231: Pentadecane, 6-methyl-
57.0
5000 — A
15.50 16.00
85.0 m/z 41.10 43.61%
0 ‘ L ‘ p13.o 15496, 02110
\’HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59035: Undecane, 5-ethyl-
57.0
= P
15.50 16.00
5000 m/z 71.10 28.71%
29.0 85.0
P

Abundance #74017: Tridecane, 2-methyl- ‘

43.0 15.50 16.00
m/z 85.10  21.90%
5000
71.0
155.0

W‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW“ = e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.175 27.42 ug/1 1161500 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2371 (16.175 min): VY019515.D\data.ms (-2363) (- | m/z 142.00 100.00%
142.0
5000
1600 1650
63.1 : -
113.0
Ol ittt L 17692001 2811 o941 00 83.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 T

—— ]
16.00 16.50
m/z 115.05 34.36%

39.0 710 11l-0 I
’\\\\[\\f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
—

— ‘
16.00 16.50
5000 m/z 139.05 10.93%

o

63.0
270\ gl 113.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — —
141.0 16.00 16.50

m/z 143.05 10.62%

o

5000

63.0
270‘ 1 \‘\ L 7102 h‘

m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Tetradecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.242  38.18 ug/l 1617776  1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 2382 (16.242 min): VY019515.D\data.ms (-2377) (- m/z 57.10 100.00%

57.1
5000

T —
16.00 16.50

99.1
198.3
oh ‘Mqﬂ‘w‘ﬁu”\‘”‘%49%‘ 2808y 43,10 79.98%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 e .
16.00 16.50

m/z 71.10 65.02%

240 99.0
O T T ‘\ ‘\“ ‘ H‘\ ‘!‘ \“‘ T ““ IH T “]\.4}"0 T T T 1\9?.0\ T T T ‘ T T T T
mi/z--> 50 100 150 200 250
Abundance #107217: Hexadecane

57.0

ldOO ldSO
5000 ITI/Z 41.05 45.75%
27.0
ol L LU0 20 seso 7m0 mJ\M
m/z--> 50 100 150 200 250
Abundance #59029: Tridecane 7 1
57.0 16.00 16.50

m/z 85.10  41.83%

5000
210‘ 99.0
0 “ \‘\ H\ ‘!\ ‘\‘ I L \1410 1840

: g
miz--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39

Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.364 24.17 ug/1 1023830 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 93

004453-90-1 93
002443-46-1 87

4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10

Abundance Scan 2402 (16.364 min): VY019515.D\data.ms (-2394) (- m/z 142.00 100.00%

142.0
5000 115.1

431, 1 16.0016.2016.4016.60
Ob il bl 9go 4 UL 1681 1043 7140 65 92.56%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 R Rmmaa
115.0 16.0016.2016.4016.60
m/z 115.05 40.01%

o

500 /10 920 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0

16.0016.2016.4016.60
5000 m/z 71.10 12.38%

115.0
30.0 030 89.0 I
N L .
20 40 60 80 100 120 140 160 180 200

16.0016.2016.4016.60

m/z 143.05 11.74%

|

m/z-->
Abundance #22141: Benzocycloheptatriene
141.0
115.0
5000
63.0 890
m/z--> 20 40 60 80 100 120 140 160 180 200

16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.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 Pentadecane, 7-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.742 6.38 ug/1 270467 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 80
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64
3 Pentadecane 212 C15H32 000629-62-9 60
4 Dodecane 170 C12H26 000112-40-3 59
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 55
Abundance Scan 2464 (16.742 min): VY019515.D\data.ms (-2458) (- | m/z 57.10 100.00%
57.1
5000 L/V\
L BT e
h | 11‘22 1632 1973 ' 16.40  16.60
Ok | 18321973 281001 10 68.17%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 LN B I B B B
16.40 16.60
m/z 43.10 64.47%
27, 112.0
O\H‘H‘\\‘\H\"HH}\’M\H‘H!‘\‘\\]-\4\‘9:\(\)\‘\\]\-\8’2\\\0\2’\]_\]\-\‘()\\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141064: Heptadecane, 7-methyl-
57.0
L B e e
16.40 16.60
5000 ITI/Z 41.10 42 .74%
112.0
oHw‘?‘mh"‘Hw‘l‘HUH!“‘H";H‘w‘M“2‘9‘7‘9‘2??‘9“””_‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane — T
57.0 16.40 16.60
m/z 85.10  38.04%
5000
99.0
ob T AL pr0 agmeiz0 e
m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091124\
Data File : VY@19515.D

Acqg On : 11 Sep 2024 17:39
Operator : SY/MD

Sample : P3911-05

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL/B

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S .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|
1-Propene, 2-me... 2.172 7.4 ug/l 179753 1 7.707 1213150 50.0
Benzene, 1l-ethy... 12.657 6.4 ug/l 270183 4 13.346 2118330 50.0
Indene 13.724 10.0 ug/l 425416 4 13.346 2118330 50.0
Disulfide, (1-m... 14.163 6.8 ug/l 290023 4 13.346 2118330 50.0
Tridecane 15.340 17.2 ug/l 729740 4 13.346 2118330 50.0
Pentadecane, 6-... 15.901 6.1 ug/l 259324 4 13.346 2118330 50.0
Naphthalene, 2-... 16.175 27.4 ug/l 1161500 4 13.346 2118330 50.0
Tetradecane 16.242 38.2 wug/l 1617770 4 13.346 2118330 50.0
Naphthalene, 1-... 16.364 24.2 ug/l 1023830 4 13.346 2118330 50.0
Pentadecane, 7-... 16.742 6.4 ug/l 270467 4 13.346 2118330 50.0
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