LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 15 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: VYQ19607.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.099 53 62 65 rBVS 3629 12974  2.59% 0.372%
2 4.610 464 474 477 rBv4 4473 10922 2.18% 0.313%
3 6.878 833 846 856 rBV 26420 86993 17.40%  2.497%
4 7.628 960 969 975 rBV 66370 161644 32.33% 4.639%
5 7.707 975 982 992 rVvB 121752 284206 56.84% 8.157%

6 8.055 1028 1039 1051 rBV2 76948 219364 43.87% 6.296%
7 8.610 1123 1130 1143 rBV 189964 383540 76.70% 11.008%
8 10.103 1368 1375 1384 rBV 283759 500054 100.00% 14.352%
9

10.512 1433 1442 1449 rBV 19238 36206 7.24% 1.039%
10 10.878 1496 1502 1512 rVB3 8300 15582 3.12% 0.447%
11 11.249 1558 1563 1567 rVB5 6099 9623 1.92% ©0.276%
12 11.414 1583 1590 1602 rBV 246959 413293 82.65% 11.862%
13 11.640 1623 1627 1635 rVB7 3884 9213 1.84% 0.264%
14 12.261 1724 1729 1732 rBV5 3539 6138 1.23% 0.176%
15 12.408 1744 1753 1764 rVB2 174893 293463 58.69%  8.423%
16 12.658 1789 1794 1798 rBV3 5987 10751 2.15% 0.309%
17 12.731 1801 1806 1812 rVB4 19301 31471 6.29% ©0.903%
18 12.895 1826 1833 1836 rBV4 3445 7597 1.52% ©0.218%
19 12.963 1841 1844 1851 rVB5 5845 9054 1.81% 0.260%
20 13.042 1851 1857 1862 rBV 15217 25503 5.10% 0.732%
21 13.237 1881 1889 1893 rBV9 7006 13698 2.74%  ©.393%
22 13.286 1893 1897 1900 rVV6 5006 8538 1.71% 0.245%
23 13.347 1900 1907 1916 rVV 188539 306445 61.28%  8.795%
24 13.426 1916 1920 1923 rVB3 5015 5881 1.18% ©.169%
25 13.542 1933 1939 1943 rBV3 11437 18884 3.78% 0.542%
26 13.590 1943 1947 1950 rBV4 6990 10291 2.06% ©0.295%
27 13.676 1955 1961 1965 rBV2 35300 54585 10.92% 1.567%
28 13.749 1970 1973 1978 rVV6 4973 8433 1.69% ©0.242%
29 13.810 1979 1983 1984 rw4 4835 6583 1.32% 0.189%
30 13.834 1984 1987 1991 rVVe6 8277 12013 2.40% 0.345%
31 13.889 1991 1996 2001 rVB3 14489 21348  4.27% 0.613%
32 13.932 2001 2003 2009 rVB6 4922 7892 1.58% 0.227%
33 13.999 2009 2014 2018 rBv4 14301 24180 4.84% 0.694%
34 14.060 2020 2024 2025 rBV4 4209 5652 1.13% 0.162%
35 14.121 2030 2034 2035 rBV3 4241 5849 1.17% ©0.168%
36 14.170 2037 2042 2047 rBVS8 11301 23400 4.68% 0.672%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 15 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 14.249 2052 2055 2060 rvB2 10191 13781 2.76% 0.396%
38 14.298 2060 2063 2067 rBV4 9140 13682 2.74% 0.393%
39 14.334 2067 2069 2075 rVB6 10347 13391 2.68% 0.384%
40 14.395 2075 2079 2082 rBV6 4643 7808 1.56% 0.224%
41 14.432 2082 2085 2089 rvvs 5379 6575 1.31% ©0.189%
42 14.481 2089 2093 2095 rVv3 8197 11601 2.32% 0.333%
43 14.529 2097 2101 2106 rVB 34412 48695 9.74% 1.398%
44 14.602 2106 2113 2117 rBV6 23437 54584 10.92% 1.567%
45 14.651 2117 2121 2127 rVB5 15003 25322 5.06% 0.727%
46 14.749 2130 2137 2146 rVB4 14751 29395 5.88% 0.844%
47 14.852 2151 2154 2158 rVB5 6978 9587 1.92% 0.275%
48 14.962 2166 2172 2178 rBvV8 9434 21394 4.28% 0.614%
49 15.115 2192 2197 2201 rBvVv7 9628 18991 3.80% 0.545%
50 15.200 2206 2211 2213 rBV2 11286 18527 3.70% 0.532%
51 15.334 2230 2233 2241 rVB5 12583 23012 4.60% 0.660%
52 15.425 2243 2248 2250 rBvV3 7981 12577 2.52% 0.361%
53 15.505 2258 2261 2266 rVB6 3378 5527 1.11% 0.159%
54 15.590 2266 2275 2276 rVVé6 6033 11462 2.29% 0.329%
55 15.627 2276 2281 2288 rVB6 17768 33116 6.62% ©.950%
56 15.773 2303 2305 2311 rVB5 4168 6879 1.38% 0.197%
57 15.925 2322 2330 2334 rBV8 9753 21136 4.23% 0.607%
58 16.114 2355 2361 2367 rVB8 7823 15864 3.17% 0.455%

Sum of corrected areas: 3484169
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 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: VY019607.D\data.ms
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50000

2.099 4.610
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Abundance TIC: VY019607.D\data.ms

10.103

250000 11.414

200000 8.610

150000

100000

50000
10.512
10.878  11.249] | 11.640
0 T = = T = e
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Abundance TIC: VY019607.D\data.ms
250000
200000 13.347
12.408
150000
100000
50000
12.731 4%52§31ﬁ 5.627
2
12.261 | 12 ﬁlzlg : A 5%5’2159 %114
0\ T ‘ T T T T ‘ T T T T T T T T ‘ T T T
Time--> 12.00 12'50 13100 1350 14100 1450 15.00 1550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 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 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 2 Oxalic acid, allyl decyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.731 5.13 ug/1 31471 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl decyl ester 270 C15H2604 1010309-23-8 64
2 Nonane 128 C9H20 000111-84-2 59
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 50
4 Decane 142 C1eH22 000124-18-5 49
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 47

Abundance Scan 1806 (12.731 min): VY019607.D\data.ms (-1801) (- m/z 43.10 100.00%

43.1
5000
85.0 Mwﬂwmwm

| “ 12021422 1739 207.1 1250 1300
[ JRRREREEEE I \m“MHWwaww“wh‘H“H“H“_“‘ m/z 57.05  95.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #160659: Oxalic acid, allyl decyl ester
41.0
5000 /\/v/\/\mm"‘ M
1.0 12.50 13.00
‘ m/z 41.05 70.09%
970
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14521: Nonane
43.0
—— —
12.50 13.00
5000 ITI/Z 85.00 36.09%
85.0
‘ ‘ ‘ ‘ 128.0
YA N s
m/z--> 20 40 60 80 100 120 140 160 180 200 N hM\ ﬂm
Abundance #61056: 1-Octanol, 2-butyl- W Af n hIY
57.0 12.50 13.00
m/z 71.20 34.61%

5000
85.0
290 111.0 ﬁﬂ
0 “\ \‘\ n yll ‘H\ ‘\\ L 149 0 L 16\8 0 0 K M‘ /\f\ M

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 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 Carbonic acid, prop-1-en-2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.676 8.91 ug/1 54585 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 86
2 Undecane 156 C11H24 001120-21-4 80
3 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 72
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 64
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
Abundance Scan 1961 (13.676 min): VY019607.D\data.ms (-1955) (- 57.10 100.00%
57.1
5000
85.1
| | 11321383 13.50 14.00
o el T b M/z 43,05 85.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
5000 S Al
13.50 14.00
29.0 85.0 m/z 41.10 51.57%
0 ‘\ ‘ ‘h‘ 1110 1540 1820 227
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
e e
13.50 14.00
5000 m/z 71.10 49.42%
85.0
29.0
B 1130  156.0
Ol e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 MM M
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester —efaly —
57.0 13.50 14.00
m/z 85.10 29.40%
5000
85.0
0 1l Hh‘ | M0 14001680 2139 al U /MNA
“““““‘ RS Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 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 4 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.529 7.95 ug/1 48695 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 89
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 58
3 Tridecane 184 C13H28 000629-50-5 58
4 Hexadecane 226 Cl6H34 000544-76-3 52
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 50

Abundance Scan 2101 (14.529 min): VY019607.D\data.ms (-2097) (- m/z 57.10 100.00%
57.1

=

5000
119.1
I ‘
14.50
170.3
ol ‘H“M lSL'Jﬂ phal 1 OPT 24912814 43065 75.92%
miz--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
5000 T T

14.50
m/z 71.15 50.78%

27,0 ‘ 98.0 170.0
0 \“\ ‘\“‘”“\ ‘!‘ \“‘\ H‘ \“\}4\0.‘0\ 1 LB I B B B s
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
NMM\/\

LN \
14.50
5000 m/z 41.10 43.52%
1.0
Ll \‘\ \‘\\ L 1330 1750 288.(
0———y T i e e ——
mlz--> 50 100 150 200 250
Abundance #59028: Tridecane T ‘
57.0 14.50
m/z 119.10  36.06%
5000
27.0 “ : 184.0
oL 0L LT e a0 Al gy,
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.602 8.91 ug/1 54584 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 70
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 62
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 58
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 58

Abundance Scan 2113 (14.602 min): VY019607.D\data.ms (-2106) (- m/z 117.10 100.00%

117.1
5000 jk
39.0 oo o A M :

91.0

63.1
| H 148.3 2071 14.50 15.00
0! el s m/z 132,05 38.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-

117.0

—
14.50 15.00

m/z 115.10  35.43%

5000

39‘.0 65.0 9]‘..0
| \‘H \‘H J e ‘H I

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene Aj\/\ M
117.0
LM W

o

14.50 15.00
5000 m/z 131.05 27.59%
0 e A
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl- A\ - AA‘ A4
117.0 14.50 15.00

m/z 39.05 20.45%

5000
91.0

51.0

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 15 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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.627 5.40 ug/l1 33116 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 62
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 52
4 1(2H)-Naphthalenone, 3,4-dihydro- 146 C10OH100 000529-34-0 47
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 43
Abundance Scan 2281 (15.627 min): VY019607.D\data.ms (-2276) (- m/z 118.10 100.00%
118.1
146.2
5000 A ﬁ
39.1 oY g [\ )
6.9 ‘ ‘ 190.9 15!50 16.‘00
0 Je“H“wn“euwu“M‘u‘“‘mHw;w_““2‘3‘;1(?@%%‘1‘1( m/z 131.85 62.51%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 ka\
15.50 16.00
91.0 m/z 146.15 55.66%
39.0
O' \‘\‘\H‘HH‘HH‘\\H‘\H\‘HH‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 }\
/\(A‘\ ﬂ‘ Ll
15.50 16.00
5000 m/z 117.10 36.94%
91.0
39.0 ‘ ‘
NI TTTRA N —
m/z--> 20 40 60 80 lOO120140160180200220240260280 ﬁN\ A
Abundance #24995: Benzene, (1-methylenebutyl)- ;l 4\ : i
118.0 15.50 16.00
m/z 105.10 35.51%
5000
146.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091824\
Data File : VY019607.D

Acqg On : 18 Sep 2024 15:44
Operator : SY/MD

Sample : P4098-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 15 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|
Oxalic acid, al... 12.731 5.1 wug/l 31471 4 13.347 306445 50.0
Carbonic acid, ... 13.676 8.9 ug/l 54585 4 13.347 306445 50.0
Dodecane 14.529 8.0 wug/l 48695 4 13.347 306445 50.0
1H-Indene, 2,3-... 14.602 8.9 ug/l 54584 4 13.347 306445 50.0
Naphthalene, 1,... 15.627 5.4 ug/l 33116 4 13.347 306445 50.0
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