LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 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\82Y062822S.M

Title : SW846 8260

Signal : TIC: VY@09373.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.381 86 92 101 rVB 17257 30103 3.03% 0.771%
2 3.820 320 328 339 rVvV 8906 23578 2.37% 0.604%
3  3.942 339 348 358 rVB 6730 19386 1.95% 0.497%
4 4.704 464 473 481 rBV4 4920 16851 1.69% 0.432%
5 5.741 629 643 657 rBvV3 17563 52998 5.33% 1.357%
6 6.692 789 799 810 rBV3 18791 55545 5.58% 1.423%
7 6.978 834 846 855 rBV3 10225 33180 3.34% 0.850%
8 7.7106 956 966 972 rBV2 33684 81239 8.17% 2.081%
9 7.783 972 978 989 rVB 72552 159578 16.04% 4.087%
10 8.136 1028 1036 1049 rVB 37798 86308 8.68% 2.210%
11  8.685 1119 1126 1136 rVB 109686 213371 21.45% 5.465%
12 9.258 1212 1220 1228 rBV 126362 233196 23.44% 5.973%
13 10.069 1347 1353 1359 rBV2 5519 10035 1.01% 0.257%
14 10.173 1363 1370 1376 rBV 134651 232516 23.37%  5.955%
15 10.240 1376 1381 1387 rVB 45519 76103  7.65%  1.949%
16 10.349 1395 1399 1405 rVB4 5928 9996 1.00% 0.256%
17 10.484 1412 1421 1428 rBV6 5041 13956 1.40% 0.357%
18 10.569 1430 1435 1447 rBV3 3425 10229 1.03% 0.262%
19 10.929 1487 1494 1504 rBV 639053 994866 100.00% 25.480%
20 11.490 1578 1586 1594 rBV 168469 278681 28.01% 7.137%
21 11.587 1597 1602 1610 rVB2 8615 14228 1.43% 0.364%
22 11.697 1613 1620 1623 rBV2 21682 40780 4.10% 1.044%
23 12.026 1669 1674 1682 rVB2 12030 20378 2.05% 0.522%
24 12.203 1697 1703 1709 rBV2 31312 47191 4.74%  1.209%
25 12.477 1741 1748 1757 rBV2 98615 165641 16.65% 4.242%
26 12.733 1785 1790 1793 rBV2 8640 12878 1.29% 0.330%
27 12.806 1798 1802 1807 rVV5 7511 11098 1.12% 0.284%
28 12.965 1823 1828 1834 rBv4 27241 41220 4.14% 1.056%
29 13.117 1848 1853 1859 rVB 17042 23714 2.38% 0.607%
30 13.270 1867 1878 1883 rBV3 28432 46742 4.70% 1.197%
31 13.422 1897 1903 1914 rVB 155367 246905 24.82% 6.324%
32 13.623 1925 1936 1939 rBvV3 11759 21174 2.13% 0.542%
33 13.733 1950 1954 1960 rVB6 7821 13553 1.36% 0.347%
34 13.965 1986 1992 1998 rvB4 13515 29095 2.92% 0.745%
35 14.081 2006 2011 2018 rBV5 9049 14383 1.45% 0.368%
36 14.202 2025 2031 2038 rVB4 25197 48302 4.86% 1.237%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 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\82Y062822S.M
Title : SW846 8260
37 14.330 2049 2052 2057 rvVB2 10099 13332 1.34% 0.341%
38 14.562 2086 2090 2095 rBv4 13281 22291 2.24% ©.571%
39 14.684 2102 2110 2115 rBV4 28888 61575 6.19% 1.577%
40 14.830 2128 2134 2142 rBV2 30661 49131 4.94% 1.258%
41 14.946 2148 2153 2155 rBv4 6110 11008 1.11% 0.282%
42 14.977 2155 2158 2165 rVw4 7879 15656 1.57% 0.401%
43 15.056 2165 2171 2178 rVB6 10434 23513 2.36% 0.602%
44 15.233 2194 2200 2205 rVB 8275 15710 1.58% 0.402%
45 15.294 2205 2210 2214 rBV2 14132 24870 2.50% 0.637%
46 15.355 2214 2220 2225 rW7 5722 15059 1.51% 0.386%
47 15.525 2241 2248 2253 rBV3 10520 18724 1.88% ©0.480%
48 15.727 2276 2281 2289 rVB2 39132 70196 7.06% 1.798%
49 15.897 2300 2309 2313 rBV6 5391 13063 1.31% 0.335%
50 16.037 2324 2332 2340 rVB3 21366 41904 4.21% 1.073%
51 16.226 2352 2363 2368 rBvV3 14430 31553 3.17% ©.808%
52 16.287 2369 2373 2380 rBV3 13387 24865 2.50% 0.637%
53 16.489 2398 2406 2412 rBV6 8960 23039 2.32% ©.590%
Sum of corrected areas: 3904486
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VY009373.D\data.ms
600000

500000
400000
300000
200000

100000

2.381 3.820942 4.704

5.741

6.692

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 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: VY009373.D\data.ms
600000

500000
400000
300000

200000

8.685 9.258

100000 7783

6.978 ' A 10.06

10.173

.240

10.929

0.3U31RBB69

11.490

T — — I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

!
10.50

-
11.00

1.%5;%531
[

11.50

Abundance TIC: VY009373.D\data.ms
600000

500000
400000
300000
200000

13.422

100000 12477

I
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00

15.50

15.727
12,026 '/2\03 /\ mzﬁ}g'/gég-lﬁfo 13.63373313.365&%533014&4?384‘/%%2@575&53%.525//\ 15.85%.0376.82876.489
T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T

16.00

‘ T
16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 n-Hexane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.741 16.61 ug/1 52998 Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 72
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 72
3 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 47
4 Cyclopropane, propyl- 84 C6H12 002415-72-7 43
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 643 (5.741 min): VY009373.D\data.ms (-629) (-) m/z 57.10 100.00%

57.1
5000

86.1 e
‘ ‘ 5.40 5.60 5.80 6.00

207.1
0\‘\\\\‘\\\\H”\“"\”\“H‘\‘H\‘HH‘HH‘HH‘HH‘HH‘O\‘H\ m/z 41.10 83.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2039: n-Hexane
57.0
29.0 /J\
5000 L L LA L B

5.40 5.60 5.80 6.00
m/z 43.10 67.11%

86.0

NN 1 A
\‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

\\‘\\\\’\\\\‘\\\\‘V\\\’\

5.40 5.60 5.80 6.00

o

5000 m/z 56.10 53.92%
29.0 86.0
YRR B |1 S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1672: 1-Pentene, 4-methyl- \“\““w“‘\“‘w““v
43.0 5.40 5.60 5.80 6.00

m/z 42.10  28.13%

5000
69.0
15.0 ‘
0 |l Ll ‘

\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\’\\\\‘\\V\‘\\\\’\

m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58

Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.M
: 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 Butanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.692 17.40 ug/l 55545  Pentafluorobenzene 7.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
3 Methacrolein 70 C4H60 000078-85-3 27
4 2-Propen-1-o0l, 2-methyl-, acetate 114 C6H1002 000820-71-3 17
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 16
Abundance Scan 799 (6.692 min): VY009373.D\data.ms (-789) (-) m/z 43.10 100.00%

43.1
72.1
5000

2074 6.40 6.60 6.80 7.00
bl T m/z 44.05  84.71%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #737: Butanal
27.0
72.0

5000 R
6.40 6.60 6.80 7.00

m/z 41.10 77.99%

s
O\\\‘\‘\\ \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

6.40 6.60 6.80 7.00

5000 m/z 72.10 64.65%
72.0
15.0
O o e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #595: Methacrolein “‘_““H“,‘H““‘

41.0 6.40 6.60 6.80 7.00
m/z 39.10 54.00%

m/z-->

70.0
5000
0 \‘ 1 Il

20 40 60 80 100 120 140 160 180 200

6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58

Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 3 unknown6.978 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.978 10.40 ug/l 33180 Pentafluorobenzene 7.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(trimethylsilyl)- 118 C5H140Si 002916-68-9 40
2 Formamide, N-methylthio 75 C2H5NS 018952-41-5 39
3 Ethanethioamide 75 C2H5NS 000062-55-5 9
4 Mercaptamine 77 C2H7NS 000060-23-1 9
5 Silanol, trimethyl- 90 C3H100Si 001066-40-6 9
Abundance Scan 846 (6.978 min): VY009373.D\data.ms (-834) (-) m/z 75.00 100.00%
75.0
5000
43.1
TR
‘ 57.0 6.60 6.80 7.00 7.20 7.40
Obrrprerrprrrerere b i Wl e m/z 43.10 28.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9975: Ethanol, 2-(trimethylsilyl)-
75.0
5000 L LA B LI L LI LA I
6.60 6.80 7.00 7.20 7.40
m/z 45.10 13.46%
ol 150 290 47.0 590 870 101.0
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
75.0
“H‘W‘H‘,H‘W‘H“
6.60 6.80 7.00 7.20 7.40
5000 30.0 m/z 76.10 10.00%
45.0
60.0
0Frr e e et e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1018: Ethanethioamide AR A REE
75.0 6.60 6.80 7.00 7.20 7.40
m/z 47.10 9.15%
60.0
5000 42.0
m/z--> 10 20 30 40 50 60 70 80 90 100 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Pentanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.258 54.65 ug/l 233196 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 91
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 83
3 Cyclopropyl carbinol 72 C4H80 002516-33-8 33
4 2-Propanamine 59 C3HOSN 000075-31-0 9
5 Butane, 2-nitro- 103 C4HO9NO2 000600-24-8 9

Abundance Scan 1220 (9.258 min): VY009373.D\data.ms (-1212) (-) m/z 44.05 100.00%

44.0
5000

‘ 1o 9.00 9.20 9.40 9.60
el IO 2070 sz a1.05  44.76%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1916: Pentanal
44.0
5000

9.00 9.20 9.40 9.60

o

m/z 58.10  40.25%
71.0
O' \\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44.0
T T
9.00 9.20 9.40 9.60
5000 m/z 57.10 29.93%
71.0
O e T e
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #790: Cyclopropyl! carbinol T T T T
44.0 9.00 9.20 9.40 9.60

m/z 43.10  26.21%

5000
0, Il 69'0

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.929 178.50 ug/l 994866  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Glutaraldehyde 100 C5H802 000111-30-8 43
3 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 27
4 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 23
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 12
Abundance Scan 1494 (10.929 min): VY009373.D\data.ms (-1487) (- | m/z 44.10 100.00%
44.1
5000
72.1 N
‘ ‘ ‘ 149.1 11. OO
Okl LU 2000 1491 2082 ., s6.19  87.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4244 Hexanal
44.0
5000
11 OO
720 81.01%
o150 1000
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44.0
11. OO
5000 m/z . 59.52%
72.0
0 15.0 100.0
T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #228: Aziridine, 2-methyl-
28.0 56.0 11 OO
m/z 43.1 57.83%
5000 jL
B ——
m/z--> 20 40 60 80 100 120 140 160 180 200 11. 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Octanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.270 9.47 ug/l 46742  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 83
2 Cyclopentanol, 2-methyl-, trans- 100 C6H120 025144-04-1 30
3 2-Oxepanone, 7-methyl- 128 C7H1202 002549-59-9 27
4 1-Silacyclo-3-pentene 84 C4H8Si 007049-25-4 27
5 Butane, 1-(ethenyloxy)- 100 C6H120 000111-34-2 25
Abundance Scan 1878 (13.270 min): VY009373.D\data.ms (-1867) (- m/z 43.10 100.00%
431
57.1
84.1
MMJL
L T e
(o] ——_—T1 A TN ‘HwH“H‘wwwww n/z 41.10  85.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14265: Octanal
43.0
56.0
29.0 84.0
5000 : Aol fﬂ”ww/\
69.0 13.00 13.50
m/z 55.10 65.24%
100.0
O\‘H\\‘HH‘\\‘\\‘\‘\‘H“HH‘HH\’\H\‘\\\\‘\\\\}\\\\‘\]-\2\\8‘\0\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57.0
13.00 13.50
5000 41.0 m/z 57.10 61.92%
82.0
100.0
N N ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 M
Abundance #13999: 2-Oxepanone, 7-methyl- i o At
55.0 13.00 13.50
m/z 44.05 60.65%
84.0
5000 41.0
27.0
ol \H . 80 99.0 113.0 128.0
T e e e e e e e ‘ ‘ P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Nonanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.203 9.78 ug/l 48302 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 64
2 Octanal 128 C8H160 000124-13-0 27
3 2-Nonen-1-o0l, (E)- 142 C9H180 031502-14-4 22
4 2-Azacyclooctanone 127 C7H13NO 000673-66-5 22
5 2-Heptene 98 C7H14 000592-77-8 15

Abundance Scan 2031 (14 202 min): VY009373.D\data.ms (-2025) (- m/z 57.10 100.00%

98.0 119.1 /

14.00 14.50
146.8 186.5
0+ m/z 41.00 79.67%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22963: Nonanal
57.0
98.0

5000
29.0 14 00 l4 50
m/z 43.10 64.34%

5000

b || e
O' \‘\‘\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0 /‘\
, A/\/\N//\v\
14.00 14.50
5000 m/z 56.10 59.67%
84.0
110.0
Ol e
m/z--> 20 40 60 80 100 120 140 160 180 N\
Abundance #23001: 2-Nonen-1-ol, (E)- A R
57.0 14.00 14.50
m/z 55.10 59.63%
5000
29.0 82.0
o ‘\‘ Jbl 0 1?1430
e
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.684 12.47 ug/1 61575 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 72

Abundance Scan 2110 (14.684 min): VY009373.D\data.ms (-2102) (- m/z 117.10 100.00%
117.1

5000 J‘
91.0 T ‘ T T A\ ‘ T
39.1 651 148.4 14.50 15.00
bbb o M 3B 2071 7 132,05 34.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ‘ /\ /‘\M\\’/\‘
91.0 14.50 15.00
51.0 m/z 115.00 28.77%
27.0 ‘ ‘ ‘
0 \\\‘\‘\ T \““\\‘U\““UH“JM‘ T M\‘MH\"\‘U\‘\’\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 Ww/&
W/\Am S AVA Y
14.50 15.00
5000 m/z 131.05 19.61%
39.0 65.0 91.0
O b e e R T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene ﬂA ‘ N/\ T =
117.0 14.50 15.00

m/z 91.00 17.11%

5000

91.0

oo | 4] aoy

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.830 9.95 ug/l 49131 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 81
2 Indan, epoxide 132 C9H80 000768-22-9 60
3 Cyclopropylphenylmethane 132 C1eH12 001667-00-1 53
4 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 47
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 47
Abundance Scan 2134 (14.830 min): VY009373.D\data.ms (-2128) (- m/z 104.10 100.00%
104.1
91.1
5000 1321 A
117.1 — TR
a7 51‘-0 64.9 77-1 ‘ 1 14.50 15.00
0ot bt o Il Il sz 9110 52.92%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
T A
5000 91.0 \M/MH BB EIPVALR
14.50 15.00
m/z 132.05 51.25%
51.0 65.0 78.0 117.0
O \‘HH’HH"HH"“\‘H‘\’\H\‘H‘\HH\‘\H\“}\HHHH‘HM\‘H\‘!““\‘\H‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance
104.0
A
14.50 15.00
5000 m/z 115.00 23.66%
51.0 78.0 132.0
0 38.0 65.0 117.0
T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 \ /N\/’\ (\/
Abundance #16126: Cyclopropylphenylmethane couf N NS S Lanl
91.0 14.50 15.00
m/z 117.10  20.20%
104.0
5000
132.0
39.0 65.0 78.0 117.0 ‘
O e bbb e NI are
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY@09373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.727 14.22 ug/1 70196  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 93
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 93
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 81
4 1H-Indol-4-ylmethylamine 146 C9H1ON2 003468-18-6 49
5 2(1H)-Quinazolinone 146 C8HEN20 007471-58-1 49
Abundance Scan 2281 (15.727 min): VY009373.D\data.ms (-2276) (- m/z 118.10 100.00%
118.1
146.1
5000 J\
L S VA Y
15.50 16.00
(o} m/z 146.05  81.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 j\/\ \/\ o j\ F
105.0 15.50 16.00
39.0 77.0 m/z 131.05 70.21%
Ok \“\“\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
1310 j&
IS NV WA Y i v
15.50 16.00
5000 m/z 105.0 43.71%
105.0
39.0 77.0
Ol e A el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25002: Benzene, (1-ethyl-2-propenyl)-
118.0 15.50 16.00
m/z 117.1 39.72%
5000 91.0
51.0 146.0
27.0 ‘ ‘
o S 8 1 | — A, MWM pt
m/z--> 20 40 60 80 100 120 140 160 180 200 15 50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY062922\
Data File : VY009373.D

Acqg On : 29 Jun 2022 14:58
Operator : KP/MD

Sample : N3499-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y062822S.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|
n-Hexane 5.741 16.6 ug/l 52998 1 7.783 159578 50.0
Butanal 6.692 17.4 ug/l 55545 1 7.783 159578 50.0
unknown6.978 6.978 10.4 ug/1 33180 1 7.783 159578 50.0
Pentanal 9.258 54.6 ug/l 233196 2 8.685 213371 50.0
Hexanal 10.929 178.5 ug/l 994866 3 11.490 278681 50.0
Octanal 13.270 9.5 ug/l 46742 4 13.422 246905 50.0
Nonanal 14.203 9.8 ug/l 48302 4 13.422 246905 50.0
Benzene, 2-ethe... 14.684 12.5 ug/l 61575 4 13.422 246905 50.0
Naphthalene, 1,... 14.830 9.9 ug/l 49131 4 13.422 246905 50.0
Naphthalene, 1,... 15.727 14.2 ug/l 70196 4 13.422 246905 50.0
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