LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS Vvial : 12 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 D\Method\82D021324S.M

Title : SW846 8260

Signal : TIC: VDO78439.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.734 19 25 35 rBV 71853 121823 30.88% 4.070%
2 1.893 49 52 57 rVB3 3489 4310 1.09% 0.144%
3 2.164 91 98 100 rBv2 3700 7252 1.84% 0.242%
4 2.252 108 113 119 rBV4 6838 11481 2.91% 0.384%
5 2.422 136 142 149 rVB 16199 28430 7.21% 0.950%
6 2.564 161 166 169 rBvV2 4168 8778 2.23% 0.293%
7 4.034 403 416 418 rBV3 4619 9836 2.49% 0.329%
8 4.799 539 546 548 rBv4 2842 4460 1.13% 0.149%
9 6.805 880 887 897 rBV4 5659 14496 3.68% 0.484%
106 7.075 923 933 944 rBV3 8267 24384 6.18% 0.815%
11 7.805 1048 1057 1063 rBV 44572 107557 27.27%  3.593%
12 7.875 1063 1069 1077 rVB2 60242 138523 35.12% 4.628%
13 8.234 1121 1130 1140 rBV 38997 91784 23.27% 3.066%
14  8.775 1215 1222 1233 rVB 103024 210273 53.31% 7.025%
15 9.352 1310 1320 1331 rVB2 15585 33977 8.61% 1.135%
16 10.157 1452 1457 1464 rBV3 24720 43437 11.01% 1.451%
17 10.269 1468 1476 1483 rBV 175364 323743 82.08% 10.816%
18 10.328 1483 1486 1491 rVB 5064 7868 1.99% 0.263%
19 10.669 1539 1544 1548 rBV3 5418 7585 1.92% 0.253%
20 11.022 1598 1604 1611 rBV2 83539 141847 35.96% 4.739%
21 11.581 1693 1699 1705 rBV 201420 345114 87.49% 11.530%
22 11.628 1705 1707 1713 rVB5 11105 16878 4.28% 0.564%
23 11.787 1729 1734 1745 rBV4 11953 23835 6.04% 0.796%
24 12.122 1785 1791 1798 rBV3 26273 46066 11.68% 1.539%
25 12.193 1798 1803 1811 rBV2 18163 31227 7.92% 1.043%
26 12.298 1815 1821 1825 rBV3 24792 42055 10.66% 1.405%
27 12.434 1837 1844 1845 rBV3 3114 5604 1.42% 0.187%
28 12.475 1846 1851 1852 rBV5S 4089 4887 1.24% 0.163%
29 12.575 1862 1868 1876 rVB 169819 292305 74.11% 9.765%
30 12.828 1907 1911 1914 rVB3 5032 7003 1.78% 0.234%
31 12.904 1919 1924 1930 rVB3 15906 26763 6.79% 0.894%
32 13.063 1946 1951 1955 rVB4 7102 12595 3.19% 0.421%
33 13.169 1963 1969 1970 rBV4 6934 10327 2.62% 0.345%
34 13.210 1970 1976 1981 rVV2 32316 69714 17.67%  2.329%
35 13.251 1981 1983 1988 rvv4 12532 18521 4.70% 0.619%
36 13.328 1992 1996 1997 rVV4 6117 7867 1.99% 0.263%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS Vvial : 12 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 D\Method\82D021324S.M
Title : SW846 8260
37 13.357 1997 2001 2006 rVV3 30904 51355 13.02% 1.716%
38 13.434 2010 2014 2022 rVB6 14826 26031 6.60% ©.870%
39 13.516 2022 2028 2038 rBV 232746 394441 100.00% 13.177%
40 13.616 2041 2045 2049 rBV4 8929 13762 3.49% 0.460%
41 13.745 2065 2067 2073 rVB5 5303 10420 2.64% ©.348%
42 13.845 2077 2084 2093 rBVS 7504 22882 5.80% 0.764%
43 13.981 2103 2107 2115 rVW7 9688 19142 4.85% 0.639%
44 14.057 2116 2120 2124 rVB4 4250 6299 1.60% 0.210%
45 14.192 2135 2143 2146 rBv4 11577 21360 5.42% ©.714%
46 14.298 2155 2161 2167 rBV3 28616 46745 11.85% 1.562%
47 14.698 2225 2229 2232 rBv4 3980 4712 1.19% 0.157%
48 14.769 2236 2241 2248 rVBS8 2968 6810 1.73% 0.228%
49 15.051 2283 2289 2293 rVB7 8798 16607 4.21% 0.555%
50 15.328 2327 2336 2343 rBV6 6770 19328 4.90% 0.646%
51 15.686 2395 2397 2401 rBV5 3323 4378 1.11% 0.146%
52 16.257 2489 2494 2499 rVBS5 3795 6773 1.72% 0.226%
53 16.404 2512 2519 2523 rBV6 5002 8854 2.24% 0.296%
54 16.592 2546 2551 2559 rBV5 5113 10789 2.74% 0.360%
Sum of corrected areas: 2993293
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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_D\Data\VD021524\

: VDO78439.D

: 15 Feb 2024 16:46

: RP/MD

: P1471-01

: 5.03G/5m1/MSVOA_D/SOIL/A
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

200000

150000

100000

50000

TIC: VD078439.D\data.ms

1.734

2.422
1893 2.164°2 )\ 2.564 4.034

4.799

0
Time--> 1

.60 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

Abundance

200000

150000

100000

50000

TIC: VD078439.D\data.ms

11.581

10.269

8.775

7.875

78 8.234

5 7.075 9.352

0,328 10.669

0
Time-->

6.80
P = I e L ‘

‘ R =
7.00 9.00 9.50 10.00 10.50 11.00

Abundance

200000

150000

100000

50000

TIC: VD078439.D\data.ms

12.575

13.218.357

1418989 19051 15328 15 606 16.256.4086.592

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T ‘ T T ‘ T T ‘
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.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 Acetaldehyde Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.422 10.26 ug/l 28430  Pentafluorobenzene 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Alanine 89 C3H7NO2 000056-41-7 9
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Acetonitrile-d3 44 C2D3N 002206-26-0 5
5 Propane 44 C3H8 000074-98-6 4

Abundance Scan 142 (2.422 min): VD078439.D\data.ms (-136) (-) m/z 44.05 100.00%

44.0
5000 \/J\M\M\/
‘\\\\‘\\\\‘\\\\“““H‘
361 2.00 2.20 2.40 2.60 2.80
e 22+ m/z 43.85  57.28%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #81: Acetaldehyde
29.0
44.0
5000
15.0 2.00 2.20 2.40 2.60 2.80
m/z 42.10 22.31%
\\\‘\‘L‘\\‘\\‘l”\‘\\\\"‘\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2412: Alanine
44.0
2.00 2.20 2.40 2.60 2.80
5000 m/z 41.10 8.28%
28.0
180 | 360, 550 740 890
e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #84: Ethylene oxide
29.0 2.00 2.20 2.40 2.60 2.80
44.0 m/z 45.00  3.15%
15.0
5000
(e
m/z--> 10 20 30 40 50 60 70 80 90 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.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 unknown6.805 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.805 5.23 ug/1 14496  Pentafluorobenzene 7.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 25
2 Butanal 72 C4H80 000123-72-8 17
3 Cyclopropanecarboxaldehyde 70 C4H60 001489-69-6 10
4 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 9
5 2-Methylene-1,3-propanediol 88 C4H802 003513-81-3 9

Abundance Scan 887 (6.805 min): VD078439.D\data.ms (-880) (-) m/z 41.00 100.00%

41.0 72.1
57.1
5000 A
e e
6.40 6.60 6.80 7.00 7.20
g e e e M/z0 72,10 87.86%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #796: 1-Propene, 3-methoxy-
29.0
41.0
72.0
5000 | BRI AL B R
570 6.40 6.60 6.80 7.00 7.20
15.0 m/z 44.10 78.42%
\\‘\\H‘\Hl!\H\‘\\Hi!\! }1\\\‘\}!\l\\‘\\‘\\\\’H}\}}H\‘HH‘HH’H}\‘\H\‘H\
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
R A ARERAREE
72.0 6.40 6.60 6.80 7.00 7.20
5000 29.0 m/z 43.10  78.01%
57.0
WHH_}%QWHH¢M_H?m1! trrerfrrH e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 A A
Abundance #628: Cyclopropanecarboxaldehyde R A maRaRE
41.0 6.40 6.60 6.80 7.00 7.20
m/z 57.10 56.12%
5000 70.0
29.0
mewﬁigwuwuuwuwuwu e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.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 unknown9.352 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.352 8.08 ug/1 33977 1,4-Difluorobenzene 8.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropyl carbinol 72 C4H80 002516-33-8 28
2 Pentanal 86 C5H100 000110-62-3 9
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Acetaldehyde 44 C2H40 000075-07-0 5
5 Ethene, methoxy- 58 C3H60 000107-25-5 4

Abundance Scan 1320 (9.352 min): VD078439.D\data.ms (-1310) (-) m/z 44.05 100.00%

44.0
58.1
5000
T
9.00 9.20 9.40 9.60
e e m/z 58.10 56.27%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #790: Cyclopropyl carbinol
44.0
5000 LI L L L LA B L
31.0 9.00 9.20 9.40 9.60
m/z 41.10 50.20%
RIS T
\\\‘\\\\‘\\}\‘\\\}i!\\‘\‘\‘\‘\‘\\\\i\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
290 9.00 9.20 9.40 9.60
5000 m/z 57.10 39.55%
58.0
15.0 ‘
e R Y
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #84: Ethylene oxide ‘_ﬁ‘W“Hﬁ‘H‘»H“ﬂ
29.0 9.00 9.20 9.40 9.60
44.0 m/z 43.20  24.88%
15.0
5000
Y N N PO 1L Y
m/z--> 10 20 30 40 50 60 70 80 90 9.00 9.20 9.40 9.60

82D021324S.M Fri Feb 16 13:44:24 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@21524\
Data File : VD@78439.D

Acqg On : 15 Feb 2024 16:46

Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.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 6 Hexanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.022  20.55 ug/l 141847  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 2-Thiophenecarboxylic acid, 5-(1... 200 C9H1203S 054889-42-8 35
3 Glutaraldehyde 100 C5H802 000111-30-8 25
4 Butanal 72 C4H80 000123-72-8 25
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 22

Abundance Scan 1604 (11.022 min): VD078439.D\data.ms (-1598) (-

56.1
5000
3 821 149.1
miz--> 20 40 6 100 120 140 160
Abundance #4251.Hexana
56.0
5000
39
82.0
\\\‘\“‘\\\‘ ‘\‘\h“\‘\‘\\“\\\\‘.\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #76444: 2-Thiophenecarboxylic acid, 5-(1,1-dimethyletho
44.0
5000
72.0
| ‘\ m‘ “ 99 0 140.0
T “““““““““““““‘
m/z--> 20 40 100 120 140 160
Abundance #4129.Ghﬂarmdehyde
44.0
5000
27.0 72.0
1000
m/z--> 20 80 100 120 140 160

m/z 56.10 100.00%
L T
11.00

m/z 44.10 96.10%
T T
11.00

m/z 41.10 74.63%
11.00

m/z 57.10 70.78%
R AL
11.00

m/z 43.10 64.57%
11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.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 Heptanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.298 6.09 ug/l 42055 Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 78
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 30
3 1,2-Cyclohexanediol, trans- 116 C6H1202 001460-57-7 27
4 cis-1,2-Cyclohexanediol 116 C6H1202 001792-81-0 27
5 2-Octenal, (E)- 126 C8H140 002548-87-0 25
Abundance Scan 1821 (12.298 min): VD078439.D\data.ms (-1815) (- | m/z 70.20 100.00%
41.2 70.2
5000
96.2 M‘M‘/\‘ I J\Mﬂﬁ{ﬁf\\ ‘/\f\\
‘ ‘ 1211 2071 12.00 12.50
\H‘\‘\\\“\‘\\\"\.1\\’\\\\’\\\\‘\\\\‘\‘\\\ m/z 41.26 99.3300
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8412: Heptanal
41.0 70.0
000 sz
12.00 12.50
96.0 m/z 44.10  85.59%
15.0 |
\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #661: Cyclopropane, 1,1-dimethyl-
55.0
— —
29.0 12.00 12.50
5000 m/Z 55.10 80.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁ
Abundance #9250: 1,2-Cyclohexanediol, trans- wﬁwvm‘ — “r%
70.0 12.00 12.50
m/z 57.10 61.06%
5000 41.0
98.0 A/\«
el W\M
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.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 Octanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.357 6.51 ug/1 51355 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 86
2 Piperazine, 2-methyl- 100 C5H12N2 000109-07-9 49
3 Piperidine 85 C5H11N 000110-89-4 47
4 Hexanal 100 C6H120 000066-25-1 43
5 2-Acetylpiperidine 127 C7H13NO 097073-22-8 38

Abundance Scan 2001 (13.357 min): VD078439.D\data.ms (-1997) (- | m/z 43.15 100.00%

43.1
84.2
5000

10.1 152.0 13. 00 13 50
H‘lﬁJM‘,m““1““””_”‘2‘9‘7:9 m/z 57.10 87.79%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14267: Octanal
43.0 84.0
5000 7

o T
13.00 13.50
m/z 41.15 77 .46%

ﬂl0.0
‘H““‘“",mWm_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4079: Piperazine, 2-methyl-

44.0

1300 1350
5000 m/z 44.05 73.54%
85.0
15\\0\‘ \‘\ \‘\ H H‘\ ‘
et A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1763: Piperidine
84.0 1300 1350

m/z 56.20  73.30%

5000 57.0
290
\\H
ww_m_m‘ —

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.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 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.298 5.93 ug/1 46745 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 50
2 13-Methyltetradecanal 226 C15H300 075853-51-9 50
3 Undecanal 170 C11H220 000112-44-7 47
4 Butane, 1-isocyanato- 99 C5HONO 000111-36-4 38
5 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 35

Abundance Scan 2161 (14.298 min): VD078439.D\data.ms (-2155) (- | m/z 57.10 100.00%

57.1
5000 98.1
M/\J}\ hr

‘ H ‘ 1312 207.0 14.00 14.50
e J‘;MHH““‘WHwWH,HH_‘WW m/z 41.85 65.13%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22962: Nonanal WMM
57.0
0001 50 98.0 14.00 14.50

m/z 56.10  48.40%

H 1240
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107160: 13-Methyltetradecanal
57.0

82.0 14.00 14.50
5000 m/z 43.10 47.84%
29.0
109.0
\H | 1870 180.0 208.0
R R AR AR e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M(W W
Abundance #45365: Undecanal T I
57.0 14.00 14.50
82.0 m/z 55.10 47.22%
5000
29.0 1260
‘ 152.0
“““‘ — 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD021524\
Data File : VDO78439.D

Acqg On : 15 Feb 2024 16:46
Operator : RP/MD

Sample : P1471-01

Misc : 5.03G/5m1/MSVOA_D/SOIL/A

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D021324S.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|
Acetaldehyde 2.422 10.3 ug/l 28430 1 7.881 138523 50.0
unknown6. 805 6.805 5.2 ug/l 14496 1 7.881 138523 50.0
unknown9.352 9.352 8.1 wug/l 33977 2 8.775 210273 50.0
Hexanal 11.022 20.6 ug/l 141847 3 11.581 345114 50.0
Heptanal 12.298 6.1 ug/l 42055 3 11.581 345114 50.0
Octanal 13.357 6.5 ug/l 51355 4 13.516 394441 50.0
Nonanal 14.298 5.9 wug/l 46745 4 13.516 394441 50.0
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