LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 23  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@19410.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.628 961 969 975 rBV 7500 17118 5.61% 0.998%
2 7.701 975 981 990 rVB 12464 26983 8.84% 1.573%
3 8.073 1032 1042 1053 rBV3 16797 43863 14.36% 2.557%
4 8.616 1123 1131 1137 rBV2 17528 34426 11.27% 2.007%
5 9.109 1204 1212 1217 rVB4 2276 4806 1.57% 0.280%
6 10.109 1369 1376 1381 rBV 23777 41930 13.73% 2.445%
7 10.170 1381 1386 1393 rVB 27693 48794 15.98%  2.845%
8 10.298 1403 1407 1413 rVB5 2542 4130 1.35% 0.241%
9 11.274 1561 1567 1569 rBVS5 3471 5321 1.74% 0.310%
10 11.414 1586 1590 1597 rVB 26506 45931 15.04% 2.678%
11 11.524 1603 1608 1612 rVB2 6246 10636 3.48% 0.620%
12 11.621 1618 1624 1631 rBV2 32831 63741 20.87% 3.717%
13 11.957 1663 1679 1685 rBvV2 40185 113703 37.23% 6.630%
14 12.255 1718 1728 1749 rVWW4 37344 224122 73.39% 13.068%
15 12.408 1749 1753 1758 rVB3 19081 29968 9.81% 1.747%
16 12.609 1772 1786 1802 rBV7 36188 225367 73.80% 13.140%
17 12.737 1803 1807 1810 rVv4 23811 44027 14.42%  2.567%
18 12.780 1812 1814 1830 rVV8 22907 83374 27.30% 4.861%
19 12.889 1830 1832 1837 rVBS5 6041 9207 3.01% 0.537%
20 13.042 1853 1857 1862 rVB2 23889 35173 11.52% 2.051%
21 13.347 1902 1907 1910 rBV 21681 38022 12.45%  2.217%
22 13.542 1937 1939 1944 rVB6 4869 6617 2.17% 0.386%
23 13.676 1956 1961 1964 rBV5 7574 12154 3.98% 0.709%
24 13.731 1964 1970 1974 rBV3 14374 30941 10.13% 1.804%
25 13.883 1993 1995 1996 rBV2 4072 3161 1.04% 0.184%
26 13.999 2011 2014 2017 rBV5 2462 3932 1.29% 0.229%
27 14.048 2017 2022 2023 rBV5S 4782 7346  2.41% 0.428%
28 14.255 2052 2056 2061 rVB6 5795 10262 3.36% 0.598%
29 14.346 2066 2071 2073 rBV6 4139 7874 2.58% 0.459%
30 14.529 2098 2101 2109 rBV7 10903 21520 7.05% 1.255%
31 14.584 2109 2110 2117 rVB5 5238 8187 2.68% 0.477%
32 14.743 2134 2136 2146 rVB1o 5169 10590 3.47% 0.617%
33 14.852 2147 2154 2162 rBVS8 15223 43414 14.22% 2.531%
34 15.145 2195 2202 2208 rBV 181354 305379 100.00% 17.806%
35 15.230 2214 2216 2225 rVB7 6934 12486 4.09% 0.728%
36 15.340 2230 2234 2239 rVB6 7945 12479 4.09% 0.728%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 23  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 15.505 2259 2261 2265 rvv4 1860 3520 1.15% ©.205%
38 16.175 2363 2371 2379 rVW2 16540 33415 10.94%  1.948%
39 16.248 2379 2383 2389 rVB7 4112 6451 2.11% 0.376%
40 16.370 2396 2403 2409 rBVvV2 12219 24705 8.09% 1.440%
Sum of corrected areas: 1715075
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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
Abundance TIC: VY019410.D\data.ms
150000
100000
50000
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: VY019410.D\data.ms
150000
100000
50000 u 411.1.621
8.616 1019 ’ -
8.073 .
1 1.52
0——— I e A s e e e B N B A e s e =T T L e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY019410.D\data.ms
15.145
150000
100000
50000{ 11.957 12.255 12.609
529 14.852
584819834 7
0 T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T T
Time--> 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\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Pentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.255 243.98 ug/l 224122  Chlorobenzene-d5 11.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1728 (12.255 min): VY019410.D\data.ms (-1718) (- m/z 57.10 100.00%

57.1

7
12.00 12.50

L) 3400 2122

Ol HH‘H‘W‘H‘@WH;Hm‘u‘w‘u‘_‘uw‘u,u m/z 43.10 82.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane
57.0
5000 — ——
85.0 12.00 12.50

m/z 71.10 76.39%

29.0
\‘ A H \‘\ Il ‘11?0\14\101690 2120
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0

o

\
12.00 12.50
5000 m/z 85.10 48.47%
85.0
29.0
ool omoise
bl e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane 7 —
57.0 12.00 12.50

m/z 41.10 43.19%

5000 85.0
29.0
\‘ Ll 1801410 169.0 1980

Y e

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Naphthalene, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.609 296.36 ug/l 225367 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94

Abundance Scan 1786 (12.609 min): VY019410.D\data.ms (-1772) (- m/z 156.20 100.00%
156.2
5000 \\
115.1 — e
63.2 12.50 13.00
391 L A0 ‘ J13 |3 M 9
O B L e e m/z 141.05 79.95%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
5000 \”Wﬂ“\ f— —
12.50 13.00
m/z 155.15 29.26%
76.0 115.0
O ‘2\7\.0\\“ \5\1‘\.9“} \‘\‘U.‘| L \‘i T \‘1‘]\_3\8‘J(\)\‘U“‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
12.50 13.00
5000 ITI/Z 115.10 21.69%
6.0 115.0
ol2ro 510 10 | ol
m/z--> 20 40 60 80 100 120 140 160 MWWM ﬂ&%
Abundance #33133: Naphthalene, 1,8-dimethyl- /\M‘ ‘ Bl
156.0 12.50 13.00
m/z 128.00 17.61%
5000
76.0 115.0
027-051~°H138+0M %\ww ey
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\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Carbonic acid, undecyl viny... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.676  15.98 ug/1 12154 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 50
2 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 50
3 Oxalic acid, allyl decyl ester 270 C15H2604 1010309-23-8 47
4 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 38
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 38

Abundance Scan 1961 (13.676 min): VY019410.D\data.ms (-1956) (- m/z 57.10 100.00%

57.1
5000
85.1

——
191.2
125.2‘ 155.1 13.50 14.00
01 Hb e m/z 43.15 86.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125950: Carbonic acid, undecyl vinyl ester
57.0
5000 — ——
85.0 13.50 14.00

m/z 41.10 54.08%

i I A R LR )
O\‘\1\\’1\\1‘\\1\‘1\\\‘[\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61053: 1-Decanol, 2-ethyl-
57.0
— —
13.50 14.00
5000 ITI/Z 71.10 36.13%
29.0 83.0
ot L |30 90 segg
AR L ‘mwm e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #160659: Oxalic acid, allyl decyl ester T —
41.0 13.50 14.00
m/z 85.10 34.63%
5000
71.0
970
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\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Indene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.731 40.69 ug/l 30941 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 76
2 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 64
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 64
4 Benzene, 1-propynyl- 116 C9H8 000673-32-5 64
5 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 59
Abundance Scan 1970 (13.731 min): VY019410.D\data.ms (-1964) (- m/z 115.05 100.00%
11b.1
5000
57.1
- ANWAAVAVY
\M Dl ALl 1493 1773 2200 ETrRTIRET
Ot L Bl B ST 2T ST m/z 116.20 96.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9542: Indene
116.0
5000 A T
13.50 14.00

m/z 57.10  34.15%

39.0 630 ggq
‘H“‘\H‘\“HH"\“‘\“\"“H““H‘\“HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9551: Benzene, 1,2-propadienyl-
115.0
\

T \ \
13.50 14.00

o

5000 m/z 43.10 26.40%
39.0
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9550: 3-Methylphenylacetylene T T
115.0 13.50 14.00

m/z 71.15 20.68%

- NMW/\W\U\;
63.0 89.0
150 390 | |
[

obd8:0 e e
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@83024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54

Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y082924S.M
: 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 5 Unknownl4.529 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.529  28.30 ug/l 21520 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 38
2 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 30
3 Phenol, 2,6-dimethoxy- 154 C8H1003 000091-10-1 22
4 3-Hepten-2-one, 3-propyl- 154 C10H180 032064-69-0 22
5 Biphenyl 154 C12H1e 000092-52-4 22

Abundance Scan 2101 (14.529 min): VY019410.D\data.ms (-2098) (- m/z 43.10 100.00%
431 154.2
5000
T \
14.50
0 m/z 57.15 87.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31489: Acenaphthene
154.0
5000 — :
14.50
76.0 m/Z 154.15 82.86%
0L.27.0 510, | 10201260 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\ \‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31491: Naphthalene, 2-ethenyl-
153.0
A —— M‘ A‘/\/\‘ ‘f
14.50
5000 m/z 153.10 70.32%
76.0
510 1260
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31860: Phenol, 2,6-dimethoxy- ‘N\ ok AT ”“‘/\“M
154.0 1450
m/z 55.05 54.95%
111.0
150 39.0 5.0 ‘
0 HM‘HMWmﬂwwww‘wuwlww‘w“H\‘H\_“w“H“H‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.852 57.09 ug/l 43414  1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 68
2 Tridecane 184 C13H28 000629-50-5 52
3 Tetradecane 198 C14H30 000629-59-4 50
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 47
5 Hexadecane 226 C16H34 000544-76-3 47
Abundance Scan 2154 (14.852 min): VY019410.D\data.ms (-2147) (- m/z 57.10 100.00%
57.1
85.0
5000
112.2133.1 14.50 15.00
0Ll Al m/z 43.10  76.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 — —
85.0 14.50 15.00
m/z 71.10 68.19%
29.0
EEN 1120 1470 1700
O\\\‘\‘\\\‘\\\\‘\\‘\\"1\\\H‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
— —
14.50 15.00
5000 85.0 ITI/Z 85.05 64.96%
29.0
‘ || 120 1490 1840
0““ﬂ“_“‘_ﬂ‘whu‘ﬁ“w‘uuu“u“‘u“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane — —
57.0 14.50 15.00
m/z 41.10 45.56%
5000 85.0
29.0
‘H“‘H“H“‘H‘,H“‘H“_“‘_“w“‘w“u“‘ — —
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\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Unknownl5.230 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.230 16.42 ug/1l 12486 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 43
2 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 43
3 Thiazole, 2-methyl-4-phenyl- 175 C1OHONS 001826-16-0 37
4 5-Phenyl-1,2,3-thiadiazole 162 C8H6N2S 018212-29-8 37
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 37
Abundance Scan 2216 (15.230 min): VY019410.D\data.ms (-2214) (- m/z 134.00 100.00%
134.0
5000
168.1
411633 ba e, w‘_
UM R e
ob “H“‘J_UWW MM ‘”u‘“_”wwHJWH‘J‘M n/z 168.10  31.31%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo[c]thiophene
134.0
5000 W\A
1500 1550
89.0 m/z . 27.62%
63.0 H
O\\‘\\\\“‘\‘\‘\\‘\\\\‘\1\\‘\\\m‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #17522: Cyclopenta[c]thiapyran
134.0
1500 1550
5000 m/z . 25.77%
89.0
oHW‘w‘m_‘“"‘M1”_Hm_m_m_m_m
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #50011: Thiazole, 2-methyl-4-phenyl-
134.0 1500 1550
175.0 m/z 139.2 25.46%
5000
90.0
ol b
m/z--> 40 60 80 100 120 140 160 180 200 15 OO 15 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.340 16.41 ug/1 12479 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 62
2 Hexadecane, 1-chloro- 260 C16H33C1 004860-03-1 50
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 50
4 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 50
5 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 49
Abundance Scan 2234 (15.340 min): VY019410.D\data.ms (-2230) (- m/z 57.10 100.00%
57.1
— ——
15.00 15.50
0! m/z 43.10 85.81%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #59028: Tridecane
57.0
5000 85.0 \‘ T 7
15.00 15.50
29.0 m/z 71.10 65.62%
“ | ‘ | | (1301410 1840
O H\‘HH“\H‘ “HH‘HH’HH’\H\H’HH‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #148417: Hexadecane, 1-chloro-
57.0
— —T
15.00 15.50
91.0 o
5000 ITI/Z 41.10 55.96%
29.0
0 L)) AL 1199147.0175.0203,0231.0260.0
e e e o e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #178950: Carbonic acid, tetradecyl vinyl ester — —
57.0 15.00 15.50
m/z 85.10 41.17%
5000 85.0
290 ‘ ‘ 1250 168.0196.0  241.0
o“wwh‘m‘wwwMHL‘W‘H‘MuHM‘H‘H‘W‘le‘H‘HH‘H‘W‘H — ‘ANMMNM&N
m/z--> 20 40 60 80 100120140160 180 200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Naphthalene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.175 43.94 ug/1 33415 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 93
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 86
Abundance Scan 2371 (16.175 min): VY019410.D\data.ms (-2363) (- m/z 142.05 100.00%
142.1
5000
70.9 ELG‘O(S ELG‘S(S
39.0 ) 113.3 : - -
ol 20 33292 28I 4165 85.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —r P
16.00 16.50
m/z 115.10  34.33%
oL 390 710 1130 |
’HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
wlesn p ol AL nn
16.00 16.50
5000 m/z 143.20 13.20%
0 270\ \\6\%:(\\)\\ " 11\\'0 I
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene - “ ‘A‘ A
141.0 16.00 16.50
m/z 139.05 11.78%
5000

63.0
02,\7‘\'9“‘\\”\\“‘\‘\“‘\‘1“9‘%'3\u‘l‘m\Mm‘mWm‘mWm‘mwmwu ﬂﬁ‘f\‘ﬂﬁ‘ﬁ : ——
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\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 23  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 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.370  32.49 ug/l 24705 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 87
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 78
5 Naphthalene, 1-[(2-propenyloxy)m... 198 C14H140 074685-39-5 64
Abundance Scan 2403 (16.370 min): VY019410.D\data.ms (-2396) (- m/z 142.00 100.00%
142.0
5000
115.0
BRmE e
499 73.9 205.3 16.0016.2016.4016.60
Ol el sl ol m‘} I m/z 141.85 77.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 LR LA N L B
115.0 16.0016.2016.4016.60
m/z 115.00 31.07%
O ‘\\\3\9“.(\)\”\\‘6‘%\:(\)“\”\‘8\‘9\“\0\‘\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
el A e
16.0016.2016.4016.60
m/z 139.05 10.49%
5000 115.0
0 Al
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene AAL““““_““‘A“
141.0 16.0016.2016.4016.60
115.0 m/z 143.05 9.15%
5000
63.0 89.0
0 ‘H"_‘H‘M‘:“M”w‘wu‘m‘mw!mm;‘mwmWm‘m NN N 1 Y
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY083024\
Data File : VY@19410.D

Acqg On : 30 Aug 2024 20:54
Operator : SY/MD

Sample : P3787-03

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 23  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|
Pentadecane 12.255 244.0 ug/l 224122 3 11.414 45931 50.0
Naphthalene, 2,... 12.609 296.4 ug/l 225367 4 13.353 38022 50.0
Carbonic acid, ... 13.676 16.0 ug/l 12154 4 13.353 38022 50.0
Indene 13.731 40.7 ug/l 30941 4 13.353 38022 50.0
Unknown14.529 14.529 28.3 ug/l 21520 4 13.353 38022 50.0
Dodecane 14.852 57.1 wug/1l 43414 4 13.353 38022 50.0
Unknown15.230 15.230 16.4 ug/l 12486 4 13.353 38022 50.0
Tridecane 15.340 16.4 ug/l 12479 4 13.353 38022 50.0
Naphthalene, 2-... 16.175 43.9 ug/l 33415 4 13.353 38022 50.0
Naphthalene, 1-... 16.370 32.5 wug/l 24705 4 13.353 38022 50.0
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