LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

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_Y\methods\82Y082924S.M

Title : SW846 8260

Signal : TIC: VY@19425.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.628 960 969 975 rBV 63715 150783  3.23% 1.227%
2 7.707 975 982 990 rVB 102644 238126 5.10% 1.938%
3 8.067 1030 1041 1051 rBV3 67957 171126  3.67%  1.393%
4 8.610 1121 1130 1141 rBV 156068 315928 6.77% 2.571%
5 10.109 1368 1376 1381 rBV 251447 440244  9.43%  3.583%
6 10.170 1381 1386 1394 rVV 153998 268224 5.75%  2.183%
7 10.298 1398 1407 1413 rVB2 25062 49621 1.06% 0.404%
8 11.414 1584 1590 1598 rBV 180743 296145 6.34%  2.410%
9 11.518 1602 1607 1616 rBV 39372 66323 1.42% 0.540%
10 11.627 1616 1625 1635 rBV 241587 449255 9.62% 3.657%
11 11.957 1667 1679 1690 rBV 170233 314957 6.75% 2.564%
12 12.261 1719 1729 1731 rBV4 20125 48648 1.04% 0.396%
13 12.408 1748 1753 1758 rVB 122249 181263 3.88% 1.475%
14 12.658 1789 1794 1798 rVWV 56712 103121 2.21% ©.839%
15 12.737 1802 1807 1812 rVB2 107117 172237 3.69% 1.402%
16 12.895 1827 1833 1841 rBV 27598 51670 1.11% 0.421%
17 13.042 1852 1857 1863 rBV 160330 245627 5.26%  1.999%
18 13.347 1900 1907 1910 rBV 146312 246483 5.28% 2.006%
19 13.377 1910 1912 1917 rVV 87483 114459 2.45% 0.932%
20 13.548 1932 1940 1943 rBV2 32391 53779 1.15% 0.438%
21 13.676 1955 1961 1965 rBV 77979 106761 2.29% 0.869%
22 13.731 1965 1970 1975 rVV 94828 154868 3.32% 1.261%
23 13.798 1976 1981 1984 rVv4 24389 49897 1.07% 0.406%
24 14.529 2097 2101 2106 rVB 108001 144360 3.09% 1.175%
25 14.590 2106 2111 2117 rBV4 40424 85721 1.84% 0©.698%
26 14.651 2117 2121 2127 rVB4 28770 51135 1.10% 0.416%
27 15.047 2183 2186 2193 rVB3 40084 62127 1.33% 0.506%

28 15.145 2193 2202 2212 rBV 2847576 4667619 100.00% 37.992%
29 15.243 2213 2218 2224 rVB 63833 121134 2.60% 0.986%
30 15.340 2229 2234 2242 rVB 339574 501474 10.74%  4.082%

31 15.450 2244 2252 2256 rBV9 27284 67496 1.45% ©.549%
32 15.779 2301 2306 2309 rBv4 34875 63695 1.36% ©.518%
33 15.907 2323 2327 2334 rVW2 41955 78412 1.68% 0.638%
34 15.980 2334 2339 2346 rVB3 42111 86685 1.86% ©.706%
35 16.047 2346 2350 2356 rBV 42975 67714 1.45% 0.551%

36 16.175 2364 2371 2378 rBV 423387 806623 17.28% 6.565%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

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_Y\methods\82Y082924S.M
Title : SW846 8260

37 16.249 2378 2383 2395 rVB 304300 539133 11.55% 4.388%
38 16.370 2395 2403 2409 rBV 273068 593445 12.71% 4.830%
39 16.748 2459 2465 2469 rBv4 24886 59554  1.28% 0.485%

Sum of corrected areas: 12285872
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VYe9e324\
: VY019425.D

: 03 Sep 2024 13:40

: SY/MD

: P3787-05

: 5.10g/5.0mL/MSVOA_Y/SOIL/B

: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: VY019425.D\data.ms

Time-->

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 6.40 6.60

Abundance

2500000

2000000

1500000

1000000

500000

TIC: VY019425.D\data.ms

%0 11.4141.627

0
Time-->

8.610 10.
1@ o O s

I
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: VY019425.D\data.ms
15.145

15.340 16'175@370

Time-->

11.957 13.042
| ol ons " oMy 14 isogib2saso 1o msm /| e
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_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.658 20.92 ug/l 103121 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1794 (12.658 min): VY019425.D\data.ms (-1789) (- 105.05 100.00%
105.1
5000
39.1 550 (1 1562 12.50 13.00
bt 224 b bl 1298 1562 m/z 120.10  31.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

5000 —a AL

m/z 77.10 10.76%

O \1\5\?\\\3\9“(\)\‘\5\8‘9‘\\\“‘\\‘\\““\\‘\H“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

e
1250 1300
5000 91.10  10.67%
ol180. 0 590 7]
m/z--> 20 40 60 80 100 120 140 160
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 12.50 13.00

m/z 106.05 8.74%

5000
77.0
ol150 390580 7 j&ﬂ\ A |

m/z--> 20 40 60 80 100 120 140 160 12.50 13.00

82Y082924S.M Wed Sep 04 13:04:18 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 8
R.T. EstConc Area Relative to ISTD R.T.
13.676 21.66 ug/l 106761 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Tridecane 184 C13H28 000629-50-5 86
3 Decane 142 C1OH22 000124-18-5 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1961 (13.676 min): VY019425.D\data.ms (-1955) (- m/z 57.05 100.00%
57.

0
5000
85.1

T
156.3 13.50 14.00
0 ‘H““ﬂh‘ﬂq‘ mVW‘NM}%ﬁfm‘J‘H‘J_“‘&9%%“H m/z 43.10  84.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 U AL
13.50 14.00

85.0
29.0 m/z 41.05 53.92%

[l | juso 150
| T il iin 1 L
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0

T
13.50 14.00

o

5000 m/z 71.10 53.28%
85.0
29.0
| “ L 1130 1410  184.0
o RNSRERNNEY 0 NS AN i RSN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane T —T—
43.0 13.50 14.00

m/z 85.10  31.91%

5000
71.0
L0, w0

e ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 1Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.731  31.42 ug/1 154868 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 87
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 87
5 1-indanol trifluoroacetate ester 230 C11H9F302 1000376-43-6 64
Abundance Scan 1970 (13.731 min): VY019425 D\data.ms (-1965) (- | m/z 116.10 100.00%
116.1
5000 fk
57.1
39.1 89.1 13 50 14 00
Lol 1302 2641
0 H“““,“ bl m/z 115.1 96.58%
m/z--> 20 60 80 100 120 140 160
Abundance #9541: Indene
116.0
5000 T
13. 50 14 00
m/z 17.22%
39.0 63.0 89.0
O\\\‘\\\\’\\H\\H“‘\\\\‘\\\\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #9547: Benzene, 1-propynyl-
115.0
13 50 14 00
5000 m/z 11.66%
39.0 63‘.0 89.0 |
0l st et el e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #9550: 3-Methylphenylacetylene
115.0 13 50 14 00
m/z 63. 11.52%
5000
63.0 89.0 A M/\f\
39.0
ol280 e A e A s
m/z--> 20 40 60 80 100 120 140 160 13.50 14. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.529  29.28 ug/l 144360 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Tridecane 184 C13H28 000629-50-5 64
4 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 64
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59
Abundance Scan 2101 (14.529 min): VY019425 D\data.ms (-2097) (- | m/z 57.10 100.00%
57.1
- s m
U \
119.2 14.50
170.2
0 m_uMA‘HWHJ‘_MHH‘_Mm‘7‘99“””‘2‘93‘4“”” m/z 43.10 86.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0
5000 ot ‘
85.0 14.50
290 m/z 71.10 58.64%
112.0 170.0
O \\\‘\‘\‘\\‘\\\H‘\\“\\“1\\\H‘\\1‘\‘\‘\1\-\4.‘1\9\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
T \
14.50
5000 85.0 m/z 41.10 47.14%
29.0
ol by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane T ‘
57.0 14.50
m/z 85.20 38.23%
5000
85.0
29.0
ol L moimo o
e e A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 Cyclopenta[c]thiapyran Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.243  24.57 ug/1 121134  1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 87
3 Benzo[c]thiophene 134 C8H6S 000270-82-6 87
4 6-Phenyl-[1,3]thiazine-2,4-dione 205 C10H7NO2S 1000300-90-1 56
5 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H1003S 034002-19-2 56
Abundance Scan2218(15243num VY019425.D\data.ms (-2213) (- m/z 134.05 100.00%
34.1
5000
89.0 EI_S‘Od ELS‘S(;
45.0 1773 . : :
ol el TTIT2070 28100 g9 ps  11.22%
miz-> 50 100 150 200 250
Abundance #17522: Cyclopenta[c]thlapyran
134.
5000 o A ——
15.00 15.50
m/z 135.00 10.02%
89.0
O T T T T i \“H\ \ h ‘ ‘\ T \‘h\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #17521: Benzo[b]thiophene
134.0 /\M
R -
15.00 15.50
5000 m/z 133.05 7.77%
250 89.0
L it N R —
miz--> 50 100 150 200 250
Abundance #17519: Benzo[c]thiophene T —
134.0 15.00 15.50
m/z 90.00 6.96%
5000
89.0 A
TN N N —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 Tridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.340 101.73 ug/1 501474  1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 86
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 2234 (15.340 min): VY019425 D\data.ms (-2229) (- | m/z 57.10 100.00%
57.1
- . AJVAJ\NJtJqu\»/\
15‘0(5 5.5‘56
112.2 184.3 : :
0 m_u‘H‘_m“”“mpluH”_‘Ju_u‘lfﬁl‘%wmwwm_m m/z 43.10 82.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 T T
15.00 15.50
29.0 m/z 71.10 62.69%
“ ‘ ‘ “ | ‘1120 141.0 184.0
0 \\\‘\\\\‘}\\‘ ‘\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
= =
15.00 15.50
5000 85.0 m/z 41.10 45, 26%
29.0
ol by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“w‘u‘,u‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane i ——
57.0 15.00 15.50
m/z 85.20 39.95%
5000
85.0
290
“W“H“H“H“_“W"H“H“H“M“W“H“H“H“ — =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 Sulfurous acid, butyl dodec... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.980 17.58 ug/1l 86685 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 50
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 49
3 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 47
4 Hexanoic acid, 3,5,5-trimethyl-,... 302 C15H20C1202 1000406-82-7 47
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 47

Abundance Scan 2339 (15.980 min): VY019425.D\data.ms (-2334) (- m/z 57.10 100.00%
57.1

:

5000
169.3 16.00
140.2
Orereslbonb Lt i 2089 280 4y q0 57.20%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
5000 T
85.0 16.00
m/z 83.05 51.74%
29.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
—
16.00
5000 m/z 43.10 46.74%
85.0
29.0
0 \‘ \H H ‘\ ‘113 0 15\5 0 207.0
V‘H_‘H‘H‘WH‘W‘H‘_‘H_‘H‘H‘wu‘w‘H‘_H‘_‘H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #224370: Sulfurous acid, buty! tridecyl ester 1
57.0 16.00
m/z 71.15 38.88%
5000
85.0
29.0
201 Moo 1890 s
P e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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, 1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.175 163.63 ug/1 806623 1,4-Dichlorobenzene-d4 13.347
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 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indole-4-carbonitrile 142 CSH6N2 016136-52-0 46

Abundance Scan 2371 (16.175 min): VY019425.D\data.ms (-2364) (- m/z 142.05 100.00%

142.1
5000
1600  16.50
63.1 : :
13.1 -
Ol vttt i 176:0,2092 2811 y/o 141 @5 87.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 — ——
16.00 16.50
m/z 115.05 35.84%
| 3s0 710 w30 |
’\H\‘\\H‘HH‘\H\‘\H\‘\H\‘\\H‘H\\‘HH‘\H\‘\H\‘\\H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
—— —
16.00 16.50
5000 m/z 143.20 11.54%
0270\ \\6\%:(\\)\\ A 11\\'0 I
Frrrepri e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280

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

m/z 139.05 11.27%

5000

S

27.0 ’ 113.0
o,‘Hﬂ_wuﬁww‘w‘wuww‘u‘ﬂu‘_‘u‘uu‘u‘W‘HW‘H‘_‘H_‘ —

P
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.249 109.36 ug/l 539133  1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2383 (16.249 min): VY019425.D\data.ms (-2378) (- m/z 57.10 100.00%

57.1
5000

=1 — T
99.1 16.00 16.50
\“ | \“\ N \\“ i 140.2 19\8'3 236.4

o~ A 204 m/z 43.10  78.12%

m/z--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0

5000 A e
16.00 16.50

m/z 71.10 64.25%

99.0
l\5l\q‘\ ‘ “\ ‘!‘ \“‘ T ““ \H T %4}.‘0\ T \1\9?.\0 LI ‘ L ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #59029: Tridecane

57.0

T —
16.00 16.50

o

5000 m/z 85.10 44 . 26%
o209 || 30 ar0ea0
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester e —
57.0 16.00 16.50

m/z 41.10 43.70%

5000
7.0
| \H‘HL‘ | 1410 1820 2520 325,
Ll 1410 1820 2520 325

ob— L ‘ — —r— —
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.370 120.38 ug/l 593445 1,4-Dichlorobenzene-d4 13.347
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 94
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2403 (16.370 min): VY019425.D\data.ms (-2395) (- m/z 142.05 100.00%

14p.1
5000
631 " 16.0016.2016.4016.60
O bbbttt it bt 179:1207.1235.2 - 2810 /s 141 00 84.46%
m/z—-> 20 40 60 80 100120140160 180 200220240260 280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 L LA N L R
16.0016.2016.4016.60
l m/z 115.10  36.48%
63.0
27. 0
0 ’\\\\“\\Hf\““\‘\“\”\‘\‘\‘f\‘\\\‘}‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

.

Abundance #22142: Naphthalene, 1-methyl-
142.0
R A R s
16.0016.2016.4016.60
5000 ITI/Z 139.00 11.24%
0270\ \\6\%:(\\)\\ ) 11\\'0 I
Pt b S e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- BREOEERELE SR
141.0 16.0016.2016.4016.60
m/z 143.20 10.94%
5000
NACT NN VTN = L N SIS VD L UR—
m/z--> 20 40 60 80 100120140160180200220240260280 16.0016.2016.4016.60

82Y082924S.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090324\
Data File : VY019425.D

Acqg On : 03 Sep 2024 13:40
Operator : SY/MD

Sample : P3787-05

Misc : 5.10g/5.0mL/MSVOA_Y/SOIL/B

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.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|
Benzene, 1l-ethy... 12.658 20.9 ug/l 103121 4 13.347 246483 50.0
Undecane 13.676 21.7 ug/l 106761 4 13.347 246483 50.0
Indene 13.731 31.4 ug/l 154868 4 13.347 246483 50.0
Dodecane 14.529 29.3 ug/l 144360 4 13.347 246483 50.0
Cyclopenta[c]th... 15.243 24.6 ug/l 121134 4 13.347 246483 50.0
Tridecane 15.340 101.7 ug/1 501474 4 13.347 246483 50.0
Sulfurous acid,... 15.980 17.6 ug/1 86685 4 13.347 246483 50.0
Naphthalene, 1-... 16.175 163.6 ug/l 806623 4 13.347 246483 50.0
Tetradecane 16.249 109.4 ug/l 539133 4 13.347 246483 50.0
1,4-Methanonaph... 16.370 120.4 ug/1 593445 4 13.347 246483 50.0
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