LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040224\
Data File : VY017816.D

Acqg On : 02 Apr 2024 11:01
Operator : SY/MD

Sample : P1945-01

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

ALS vial : 6 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\82Y032924S.M

Title : SW846 8260

Signal : TIC: VY@17816.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.869 3 8 14 rVB4 3580 6348 1.15% ©.190%
2 2.119 37 49 53 rBv4 3752 10463 1.90% 0.313%
3 2.223 61 66 74 rBV2 11323 20541 3.72% 0.614%
4  2.387 88 93 101 rBV 11283 20535 3.72% 0.614%
5 3.838 321 331 339 rvB2 3159 8781 1.59% 0.262%
6 3.960 342 351 361 rVB3 3877 11126 2.02% 0.333%
7 4.204 384 391 401 rBV7 3539 10871 1.97% 0.325%
8 4.716 467 475 491 rVB3 5341 16542 3.00% 0.494%
9 5.759 638 646 655 rvB3 3399 9586 1.74% 0.287%
10 6.716 792 803 814 rBV5 5221 16448 2.98% 0.492%
11 6.984 837 847 863 rBv2 7089 22983 4.16% 0.687%
12 7.722 959 968 974 rBV 86859 205945 37.31% 6.155%
13 7.795 974 980 993 rvVB 138082 310857 56.32% 9.291%
14  8.149 1027 1038 1050 rBV 81503 180757 32.75% 5.403%
15 8.697 1120 1128 1137 rBV 218359 423940 76.81% 12.671%
16 9.270 1215 1222 1236 rBV 18024 37571 6.81% 1.123%
17 10.075 1350 1354 1359 rBV4 2883 5553 1.01% 0.166%
18 10.191 1366 1373 1380 rBV 321810 551944 100.00% 16.497%
19 10.587 1433 1438 1445 rBV2 3682 7120 1.29% 0.213%

20 10.941 1489 1496 1510 rBV2 60275 111544 20.21% 3.334%

21 11.502 1580 1588 1601 rBV 280616 476916 86.41% 14.254%

22 11.709 1613 1622 1627 rBV5 5234 12338 2.24% 0.369%
23 12.038 1669 1676 1683 rVB4 6242 12338 2.24% 0.369%
24 12.215 1699 1705 1715 rBV 24584 40065 7.26% 1.197%
25 12.489 1743 1750 1762 rVB 177631 288604 52.29% 8.626%
26 12.654 1772 1777 1785 rVB7 2618 7387 1.34% 0.221%
27 12.818 1800 1804 1808 rBV3 8929 12910 2.34% ©0.386%
28 12.916 1815 1820 1825 rBV 21620 32160 5.83% 0.961%
29 13.129 1850 1855 1858 rBV2 6745 10483 1.90% 0.313%
30 13.166 1858 1861 1869 rVB7 5184 11389 2.06% ©0.340%
31 13.282 1873 18860 1886 rBV3 = 24252 43566 7.89% 1.302%
32 13.349 1886 1891 1894 rwv4 9518 15943 2.89% 0.477%
33 13.434 1898 1905 1915 rVWW 196866 320253 58.02% 9.572%
34 13.757 1953 1958 1963 rBV6 4365 7428 1.35% 0.222%
35 13.977 1989 1994 1998 rVB3 3734 6125 1.11% ©.183%
36 14.215 2027 2033 2039 rBV 34145 51024 9.24%  1.525%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040224\
Data File : VY017816.D

Acqg On : 02 Apr 2024 11:01
Operator : SY/MD

Sample : P1945-01

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

ALS vial : 6 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\82Y032924S.M

Title : SW846 8260

37 15.324 2210 2215 2221 rVB2 4296 7353 1.33% 0.220%
Sum of corrected areas: 3345737
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040224\

: VY017816.D

: 02 Apr 2024 11:01

: SY/MD

: P1945-01

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

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040224\
Data File : VY@17816.D

Acqg On : 02 Apr 2024 11:01
Operator : SY/MD

Sample : P1945-01

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

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.941 11.69 ug/l 111544  Chlorobenzene-d5 11.502
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 38
3 Cyclopentanol, 2-methyl-, cis- 100 C6H120 025144-05-2 38
4 4-Piperidinecarboxamide 128 C6H12N20 039546-32-2 37
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 35
Abundance Scan 1496 (10.941 min): VY017816.D\data.ms (-1489) (- m/z 56.00 100.00%
56.0
5000 39
72.0
=
98.0 132.9149.0 11.00
LA ““H“wwWWH_H‘W“W m/z 44.60  92.29%
miz-> 20 40 60 80 100 120 140
Abundance #4251: Hexana
56.0
5000 ilbd
39 :
720 m/z 41.00 89.39%
O\\\\‘\‘l\\“”\”\“‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 100 120 140
Abundance #1956: Butanal, 3-methyl-
44.0
e
11.00
5000 m/z 43.00 79.06%
210 71.0
u‘ L 87.0
Ol sl S
miz--> 20 40 60 80 100 120 140
Abundance #4431: Cyclopentanol, 2-methyl-, cis- =
57.0 11.00
m/z 57.00 65.98%
5000 41.0
82.0
1L o0
Ol A A
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040224\
Data File : VY@17816.D

Acqg On : 02 Apr 2024 11:01
Operator : SY/MD

Sample : P1945-01

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

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.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 4-Heptanone, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.916 5.02 ug/l 32160 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 91
2 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 72
3 5-Nonanone 142 C9H180 000502-56-7 64
4 3-Buten-2-o0l, 2,3-dimethyl- 100 C6H120 010473-13-9 50
5 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 50
Abundance Scan 1820 (12.916 min): VY017816.D\data.ms (-1815) (- m/z 57.05 100.00%
57.0 85.1
- h
‘ ‘ ‘ 108.9 e 13 OO
bl 1089 L m/z 5.1 97.88%
miz-> 20 40 60 80 100 120 140
Abundance #23068: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
41.0
5000 petyLyaf
13.00
m/z 41.00 32.52%
15.0 ‘ ‘ ‘ 142.0
O\\\‘\‘\1\\“\\\‘\‘\\‘\\“\‘\\\i\\\\‘\‘\\\“\\\
miz-> 20 40 60 80 100 120 140
Abundance #23034: 4-Octanone, 2-methyl-
57.0
85‘0 T T ‘ T
13.00
5000 41.0 m/Z 58.00 25.32%
142.0
obte0 Il Ul wse 1T
miz--> 20 40 60 80 100 120 140 /\
Abundance #22978: 5-Nonanone A b il
57.0 13.00
85.0 m/z 39.00  18.01%
5000 41.0
113.0 142.0
o"1‘5\-9‘\1”\»m_»;\_wmx;_mmm il
m/z--> 20 60 80 100 120 140 13.00

82Y032924S.M Wed Apr 03 14:26:08 2024 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040224\
Data File : VY@17816.D

Acqg On : 02 Apr 2024 11:01
Operator : SY/MD

Sample : P1945-01

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

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.282 6.80 ug/1l 43566 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Piperidine 85 C5H11N 000110-89-4 47
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 38
4 Butane, 1-(ethenyloxy)- 100 C6H120 000111-34-2 30
5 Bromoacetic acid, 1@0-undecenyl e... 2906 C13H23Br02 195373-65-0 22
Abundance Scan 1880 (13.282 min): VY017816.D\data.ms (-1873) (- m/z 41.00 100.00%
41.0
57.0
84.1
5000
— —
100.1
0 | \‘ [ 1) 1260 TR Ty
O e e et e m/z 57.00 76.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 . A
27)0 13.00 13.50
m/z 43.10 74.83%
| o
O H‘HH‘HM“HHL\H\“\‘!\1‘\\‘1\}”\\\“\ }\‘H‘H‘l\\\\}\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1763: Piperidine
84.0
— —
13.00 13.50
5000 57.0 m/z 56.05 73.76%
29.0
4T0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 [W\
Abundance #1667: 1-Pentene, 3-methyl- ! FV?N»H\ — ,WWM
41.0 55.0 13.00 13.50
690 m/z 44.00  73.55%
5000 27.0
84.0
Obrrprrrrprr e il — —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040224\
Data File : VY@17816.D

Acqg On : 02 Apr 2024 11:01
Operator : SY/MD

Sample : P1945-01

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

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.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 Nonanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.214 7.97 ug/l 51024 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 87
2 Cycloheptane 98 C7H14 000291-64-5 41
3 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 27
4 2-Propen-1-amine, N-2-propenyl- 97 C6H11N 000124-02-7 25
5 Cyclohexanol, 2-methyl-, trans- 114 C7H140 007443-52-9 25
Abundance Scan 2033 (14 215 min): VY017816.D\data.ms (-2027) (- m/z 57.00 100.00%
5000
.0
et A
14.00 14.50
24.0 207.0
O—ﬁml—muﬂwﬂ m/z 41.00 81.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonanal
41.0
5000 e Pty
700 98.0 14.00 14.50
m/z 55.10 58.62%
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3711: Cycloheptane
41.
70.0 Mg
14.00 14.50
5000 m/z 42.95 56.21%
=)
Ol iy ottt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3728: 1-Pentene, 3-ethyl- J\Mfkﬂx‘ Pl
41.0 14.00 14.50
69.0 m/z 56.10  55.09%
5000
980
lSOJ N
omwm‘mwHH‘HH_HwWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040224\
Data File : VY017816.D

Acqg On : 02 Apr 2024 11:01
Operator : SY/MD

Sample : P1945-01

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

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032924S.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|
Hexanal 10.941 11.7 ug/l 111544 3 11.502 476916 50.0
4-Heptanone, 2,... 12.916 5.0 ug/l 32160 4 13.434 320253 50.0
Octanal 13.282 6.8 ug/l 43566 4 13.434 320253 50.0
Nonanal 14.214 8.0 ug/l 51024 4 13.434 320253 50.0
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