LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS Vvial : 14 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: VYQ19684.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 7.701 973 981 990 rVB4 1160247 3159684 1.54% 0.239%
2 8.079 1031 1043 1056 rBV2 43362567 102170269 49.84% 7.741%
3 9.109 1196 1212 1219 rBV 2212300 4751512 2.32% 0.360%
4 10.176 1379 1387 1399 rVB3 56747823 122233246 59.62% 9.261%
5 10.298 1399 1407 1417 rVB2 1733623 3481121 1.70% 0.264%

6 11.517 1600 1607 1616 rBV 15048416 24296529 11.85% 1.841%
7 11.627 1616 1625 1635 rVB2 71034494 159009257 77.56% 12.048%
8 11.962 1673 1680 1691 rVB5 73216138 153158527 74.71% 11.605%
9 12.255 1723 1728 1733 rBV 1443387 2110666 1.03% 0.160%
10 12.529 1768 1773 1778 rBV 1671461 2397395 1.17% 0.182%

11 12.596 1778 1784 1789 rVB 2932369 4283965 2.09% ©.325%
12 12.657 1789 1794 1798 rBV 15770425 25384401 12.38% 1.923%
13 12.688 1798 1799 1803 rVV 5825362 7215171 3.52% 0.547%
14 12.737 1803 1807 1813 rVB 35916806 53149767 25.93% 4.027%
15 12.901 1826 1834 1842 rBV3 8046724 16512893 8.05% 1.251%

16 13.048 1851 1858 1862 rBV2 57921213 93562671 45.64% 7.089%
17 13.096 1862 1866 1870 rVV 15098635 21497280 10.49% 1.629%
18 13.145 1870 1874 1883 rVB2 3979702 6730383 3.28% ©.510%
19 13.261 1883 1893 1904 rBV2 5289180 12449896 6.07% 0.943%
20 13.377 1904 1912 1917 rVV 25485602 41062533 20.03% 3.111%

21 13.419 1917 1919 1928 rVB2 4991931 6420390 3.13% 0.486%
22 13.548 1935 1940 1944 rBV 9166781 12704081 6.20% 0.963%
23 13.584 1944 1946 1954 rVB2 3829983 5252635 2.56% ©.398%
24 13.676 1957 1961 1964 rVB 1974852 2353902 1.15% 0.178%
25 13.730 1964 1970 1978 rVB3 62931368 124104867 60.54% 9.403%

26 13.810 1978 1983 1984 rBV 1652892 2313572 1.13% 0.175%
27 13.834 1984 1987 1992 rVV 1603928 2205695 1.08% ©0.167%
28 13.889 1992 1996 2001 rVB 3120450 4696493 2.29% ©.356%
29 13.999 2009 2014 2016 rBV 1524782 2183623 1.07% 0.165%
30 14.029 2016 2019 2024 rVB2 1855088 2524638 1.23% 0.191%
31 14.188 2040 2045 2047 rBV2 2578929 4168794 2.03% 0.316%
32 14.212 2047 2049 2052 rVV 2525464 3325648 1.62% 0.252%
33 14.255 2052 2056 2068 rVV2 5449788 13117164 6.40% 0.994%
34 14.535 2098 2102 2106 rVB 2272003 3033499 1.48% ©.230%
35 14.590 2106 2111 2118 rBV3 3985185 7613411 3.71% ©.577%

36 14.663 2118 2123 2131 rVB 4882993 7755706 3.78% ©.588%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS Vvial : 14 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 14.749 2131 2137 2143 rVB 6791329 10549963 5.15% ©.799%
38 15.151 2193 2203 2212 rVV5 73955018 205006524 100.00% 15.533%
39 15.242 2212 2218 2225 rVV 6271237 10524599 5.13% 0.797%
40 15.340 2229 2234 2241 rVB 1912589 2848785 1.39% 0.216%
41 16.175 2364 2371 2379 rVB 10156196 19398245 9.46% 1.470%
42 16.370 2395 2403 2415 rVB 4364802 9083811 4.43% 0.688%

Sum of corrected areas: 1319803211
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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: VY019684.D\data.ms
7e+07

6e+07

5e+07

4e+07

3e+07

2e+07

1e+07

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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 TIC: VY019684.D\data.ms

7e+07

11.627

6e+07 10.176

5e+07
8.079
4e+07

3e+07

2e+07
11.51

le+07

0 7.701 9.109 0./2\98
—— — " —— — —— — ——— —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY019684.D\data.ms

7e+07] 1162 15'PT51

13.730

6e+07 13.048

5e+07

4e+07

12.737

3e+07 13.377

2e+07

13.548 16.175
1%

1le+07 . 49
; 13,1326 4%& 14.235 @@ﬁ 242 /\16.370
b )| 2z B\ PO T Tretpiagiasin® 15| e N

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\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.657 30.91 ug/l 25384400 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-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1794 (12.657 min): VY019684.D\data.ms (-1789) (- m/z 105.10 100.00%

105.1
5000 j\
T

L
391 77‘-0 | 12.50 13.00

Ol M 240120710y 120,10 33.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0 JJ\
5000 — s LA L
12.50 13.00

m/z 91.10 14.35%

39.0 77.0
O\\\‘\‘H\“‘\\“V\”“\‘HMH‘M‘H‘H‘\“‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0

— 7
12.50 13.00

5000 m/z 77.05 13.66%
77.0
39.0
P I S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene — i
105.0 12.50 13.00

m/z 106.05 9.96%

5000 A
77.0
51.0
0 27'0\ by 1l ‘\\ [l H‘ ‘ /\ﬂ A RS

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@92424\
Data File : VY@19684.D

Acqg On : 24 Sep 2024 15:55

Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 2 Benzene, 1l-ethyl-4-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.901 20.11 ug/l 16512900 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 81
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 76
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 76
4 Mesitylene 120 C9H12 000108-67-8 74
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 72

Abundance Scan 1834 (12.901 min): VY019684.D\data.ms (-1826) (- m/z 105.05 100.00%
106.1
5000 /\
— —
51.1 771 ‘ ‘ ?11 12.50 13.00
ol 38k i AR 1401 m/z 120.10  31.52%
miz--> 20 40 60 80 100 120 140
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000 P . j\
12.50 13.00
77.0 m/Z 103.10 16.06%
270 | 590 ) |l ) 120
O\\\‘\\\\‘\\‘\\“\\\\‘\\‘\\‘\\\‘\“‘\\\\‘\\\\
miz--> 20 40 100 120 140
Abundance #10727.Benzene,14ﬁhyL44neﬂwL
105.0 ]\
e
12.50 13.00
5000 m/z 77.10 15.64%
79.0
390 630 || | 1211.0
) SR POV ol R N oo B
m/iz--> 20 40 60 80 100 120 140
Abundance #10725: Benzene, 1-ethyl-3-methyl- — = 5
105.0 12.50 13.00
m/z 91.10 15.32%
5000
77.0
270 510 Ll 141.0
o RSR Ha RESE VNN M| R e o s
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.096 26.18 ug/l 21497300 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 90
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 90
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 90
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 90
5 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 90
Abundance Scan 1866 (13.096 min): VY019684.D\data.ms (-1862) (- m/z 117.10 100.00%
117.1
5000 h
63.1 ‘ 13.00
ol il b [l 1498 2070 295. ., 118,10 88.13%
miz-> 50 100 150 200 250
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
11v.0
5000
13.00
39.0 m/z 115.10  41.59%
{ 77.0
04 \‘\‘i ”“\““‘\mh\ ‘U‘“\‘\ L B B B B B B
m/z--> 50 100 150 200 250
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
13.00
5000 m/z 91.10 32.00%
39.0 770
ol A e
miz--> 50 100 150 200 250
Abundance #10189: Benzene, 1-propenyl-
117.0 13.00
m/z 103.10 11.96%
5000
390 77.0
I Y T
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.547 15.47 ug/1 12704100 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 62
5 1,4:5,8-Dimethanobiphenylene, 1,... 184 C14H16 001624-13-1 59
Abundance Scan 1940 (13.547 min): VY019684.D\data.ms (-1935) (- m/z 117.10 100.00%
117.1
5000
301 63.1 91"1‘ 13.50
bt et b A 15311771 20720 p/7 118,10 58.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 J]\‘A‘ T
13.50
39.0 91.0 m/z 115.10 34.00%
' 3.0 ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10185: (Z2)-1-Phenylpropene
117.0 \/\/\
: Al
13.50
5000 m/z 105.10 22.04%
91.0
51.0
o‘H“2‘7‘(?“‘,H“M‘M”‘u“mp‘uH‘_wwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10195: Benzene, cyclopropyl- 4 ‘
117.0 13.50
m/z 91.10 14.74%
5000
91.0
51.0 ‘
027-°,Lm
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

¢ Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\

VY019684.D

: 24 Sep 2024 15:55

: SY/MD

. P4144-06

: 5.01g/5.0mL/MSVOA_Y/SOIL/A
: 14  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 Indene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.730 151.12 ug/1 124105000 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 91
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 76
4 2-Methylphenylacetylene 116 CO9H8 000766-47-2 53

5 Benzeneacetonitrile,

.alpha.-bromo- 195 C8H6BrN

005798-79-8 45

Abundance Scan 1970 (13.730 min): VY019684.D\data.ms (-1964) (- m/z 116.15 100.00%
116.2
5000 63.1
— —
) H‘ | | ‘ 13.50 14.00
obrra bl L 1522 200.02291 2815 /7 115,15 99.94%
miz--> 50 100 150 200 250
Abundance #9542: Indene
116.0
5000 A —
13.50 14.00
63.0 m/z 89.05 59.18%
O T T \ ‘\ H “\“‘ \H T \ \“‘\ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9548: 1-Propyne, 3-phenyl-
116.0 A»
— A —
13.50 14.00
5000 ITI/Z 63.10 46.24%
63.0
0 ‘2‘7‘ \\‘ “ HH U\ | ‘H“ — — —
m/z--> 50 100 150 200 250
Abundance #9546: Benzene, 1-propynyl- /&f\¥‘ ! —
115.0 13.50 14.00
m/z 117. 42.31%
5000
63.0
oL T o A
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 6 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.255 15.97 ug/1 13117200 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 o-Cymene 134 C10H14 000527-84-4 93
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 90

Abundance Scan 2056 (14.255 min): VY019684.D\data.ms (-2052) (- m/z 119.10 100.00%

119.1
5000

391 771 | ‘ 14.00 14.50
0l h Lo 11,2500 2053 28l ;934,05  42.91%
miz--> 0 50 100 150 200 250
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
110.0
5000
14.00 1450

m/z 91.10 18.71%
| 1

39.0 77.0
0 [T ‘\ U ‘h \h“\ ‘“\ \“ ’”“\ M‘\ L B B B By B
miz--> 0 50 100 150 200 250
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0

T
14.00 14.50

5000 m/z 117.10 13.48%
39.0 77.0
02’.0“‘\‘ gl ‘ ’h\“m‘l N — M
m/z--> 0 50 100 150 200 250
Abundance #16991: o-Cymene T e
119.0 14.00 14.50

m/z 115.10  11.18%

5000
390 770
L ‘\ \‘“u\\‘ ‘H [ m L
R

miz--> 0 50 100 150 200 250 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 2-Methylindene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.749  12.85 ug/l 10550000 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 96
5 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 95

Abundance Scan 2137 (14.749 min): VY019684.D\data.ms (-2131) (- m/z 130.05 100.00%

130.1
5000
—— ‘

571 10% m ‘ 14.50 15.00
o,"H‘_m“l‘uwwwml‘_ A861 207l 2820 m/z 115.10  97.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15022: 2-Methylindene
130.0
5000
1450 1500
- m/z 129.05 78.68%
| )y 2029 |
O’\\H‘\H\“\‘\\H}“H‘HH\HM\‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15031: 1H-Indene, 1-methyl-
130.0
14.50 15.00
5000 m/z 128.05 39.67%
51.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- —— ——
130.0 14.50 15.00

m/z 127.10  19.22%

5000

0,‘Hw‘wwwum‘hwhhlwy‘wu‘_H‘_H‘_H‘_H‘_H‘_H‘_H - re
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_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 Benzo[c]thiophene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.242  12.82 ug/1 10524600 1,4-Dichlorobenzene-d4 13.346
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
4 3-Deazaadenine 134 C6H6NA 006811-77-4 59
5 S5H-Pyrrolo(3,2-d)pyrimidin-4-amine 134 C6H6N4 002227-98-7 45
Abundance Scan 2218 (15.242 min): VY019684.D\data.ms (-2212) (-, | m/z 134.00 100.00%
134.0
5000 f\\
o 9t 15.00 15.50
C
Obperorieitbe el 4622 2071 280.C s g9 19 12.25%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17519: Benzo[c]thiophene
134.0
5000 \ 1
15 00 15.50
m/z 135.00 9.94%
89.0
O ’\\\\4.‘5\)\(\)\“‘\‘\‘\\‘\\”\\‘HH‘\H“MHH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17518: Benzo[b]thiophene
134.0
——
15 00 15.50
5000 m/z 90.05 8.65%
89.0
o oY
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17522: Cyclopenta[c]thiapyran —
134.0 15 00 15.50
m/z 63.10 7.25%
5000
0 89.0
m/z--> 20 40 60 80 100120140160180200220240260280 15 00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 9 Naphthalene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.175 23.62 ug/1 19398200 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 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72
Abundance Scan 2371 (16.175 min): VY019684.D\data.ms (-2364) (- | m/z 142.05 100.00%
142.1
5000 /\/\
—— =
63.1 113.1 16.00 16.50
[4
Obprrmrpri b it L 1762 282 1.7 141.05  86.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 /\
1600 1650
m/z 115.10  36.99%
0270 ueﬁ?u 0
’H\\[\\\\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘HH’HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
1600 1650
5000 m/z 143.05 12.01%
0270\ \\6\% (\\)u ) 113.0
e R o o  awaansna
m/z--> 20 40 60 80 100120140160180200220240260280 }\
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- — <
141.0 16.00 16.50
m/z 139.05 11.40%
5000
630
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\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS vial : 14 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 Naphthalene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.370 11.06 ug/l 9083810 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 72
Abundance Scan 2403 (16.370 min): VY019684.D\data.ms (-2395) (- m/z 142.05 100.00%
1421
5000
115.1
BRmT e
63.0 gg 0 16.0016.2016.4016.60
0l BT il o fly 28022069 | 2603 /o141 @5 89.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22143: Naphthalene, 2-methyl-
142.0
115.0 16.0016.2016.4016.60
m/z 115.05 37.34%
O%\7\.9“\\“\?’3“\:3“\?‘9\‘.\0\‘\\H‘HH““\\H‘HH‘HH‘HH‘\H\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22142: Naphthalene, 1-methyl-
142.0
BRmEE e
16.0016.2016.4016.60
m/z 143.05 11.46%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ]\
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- R E
141.0 16.0016.2016.4016.60
m/z 139.05 11.41%
5000 115.0 j\»
63.0
89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY092424\
Data File : VY019684.D

Acqg On : 24 Sep 2024 15:55
Operator : SY/MD

Sample : P4144-06

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

ALS Vvial : 14 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|
Benzene, 1l-ethy... 12.657 30.9 ug/l 25384400 4 13.346 41062500 50.0
Benzene, 1l-ethy... 12.901 20.1 ug/l 16512900 4 13.346 41062500 50.0
Benzene, 1l-ethe... 13.096 26.2 ug/l 21497300 4 13.346 41062500 50.0
Indane 13.547 15.5 wug/l 12704100 4 13.346 41062500 50.0
Indene 13.730 151.1 wug/l 124105000 4 13.346 41062500 50.0
Benzene, 1l-ethy... 14.255 16.0 ug/l 13117200 4 13.346 41062500 50.0
2-Methylindene 14.749 12.9 wug/1l 10550000 4 13.346 41062500 50.0
Benzo[c]thiophene 15.242 12.8 wug/l 10524600 4 13.346 41062500 50.0
Naphthalene, 2-... 16.175 23.6 ug/l 19398200 4 13.346 41062500 50.0
Naphthalene, 1-... 16.370 11.1 ug/l 9083810 4 13.346 41062500 50.0
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