LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y102623S.M
Title : SW846 8260
Signal : TIC: VY@16099.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.722 464 476 485 rBvV2 36583 115891 3.28% 0.993%
2 5.752 632 645 660 rBvV2 25326 76414 2.16% 0.655%
3 7.722 956 968 973 rBv2 96321 234114 6.62% 2.006%
4 7.789 973 979 993 rVB 162384 373452 10.56%  3.200%
5 8.142 1024 1037 1048 rBV 98565 230643 6.52% 1.976%
6 8.691 1118 1127 1140 rBV 249277 490797 13.88% 4.206%
7 10.184 1364 1372 1378 rBV 382209 661772 18.71% 5.671%
8 11.044 1508 1513 1527 rVB2 35649 59981 1.70% 0.514%
9 11.489 1577 1586 1592 rBV 346954 574808 16.25% 4.926%
10 11.709 1612 1622 1632 rBV6 31254 76470 2.16% 0.655%
11 12.020 1664 1673 1683 rBV7 11795 40651 1.15% 348%

12 12.337 1718 1725 1732 rBV 2210614 3536249 100.00% 30.
13 12.483 1744 1749 1754 rVWW 267604 415790 11.76%
14 12.586 1761 1766 1771 rVB 52260 84089 2.38%
15 12.806 1797 1802 1810 rBvV2 139902 245339  6.94%

NOWOO®
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<))
w
R

16 12.891 1810 1816 1823 rVV 482116 864505 24.45%
17 12.958 1823 1827 1831 rVB 66494 90955 2.57%
18 13.147 1848 1858 1867 rVB 376858 610911 17.28%

ViUV O N
N
w
v
R

19 13.342 1884 1890 1895 rBV 572183 898588 25.41% 700%
20 13.428 1900 1904 1911 rVwV 380445 596777 16.88% 114%
21 13.641 1932 1939 1942 rBV 197712 288193 8.15% 2.470%
22 13.678 1942 1945 1952 rVB 129734 171284 4.84% 1.468%
23 13.757 1952 1958 1960 rBV 107827 162949 4.61% 1.396%
24 13.788 1960 1963 1968 rVB 129367 173836  4.92% 1.490%
25 13.964 1987 1992 1998 rVB2 23219 37395 1.06% ©0.320%
26 14.611 2090 2098 2105 rBV 85915 121718 3.44% 1.043%
27 14.732 2114 2118 2126 rVB2 22991 37293 1.05% ©.320%
28 15.293 2206 2210 2219 rVB3 32629 61758 1.75% ©.529%
29 15.434 2229 2233 2239 rVB 32211 50394 1.43% 0.432%
30 15.574 2249 2256 2263 rWW 62567 105125 2.97% 0.901%
31 15.647 2263 2268 2270 rVv2 38380 58734 1.66% ©.503%
32 15.677 2270 2273 2278 rVV2 50741 86438 2.44% 0.741%
33 15.726 2278 2281 2287 rVB3 25231 36288 1.03% 0.311%
Sum of corrected areas: 11669601
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102723\

: VY016099.D

: 27 Oct 2023 12:25

: SY/MD

: 05038-03

: 5.03g/5.0mL/MSVOA_Y/SOIL
: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: VY016099.D\data.ms

4.722 5.752

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

2000000

1500000

1000000

500000

TIC: VY016099.D\data.ms

10.184 11.489

0
Time-->

9
X i ow || sos

— — e ‘ ‘
7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance

2000000

1500000

1000000

500000

— —
10.50 11.00 11.50
TIC: VY016099.D\data.ms
12.837

13.342

12.891

Time-->

9
13.147 13.428
12.483 1_,?6
12.8
2o || fzgee” (14058 e U 1ommdasene
T \\\\‘\\ \‘\\ \‘\\\\‘\ \’\\\\‘\\\\‘\\\\‘\ \‘\

|
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\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 9
R.T. EstConc Area Relative to ISTD R.T.
5.752 10.23 ug/1 76414  Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 45
3 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 40
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 36
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 35

Abundance Scan 645 (5.752 min): VY016099.D\data.ms (-632) (-) m/z 57.10 100.00%

57.1
41.0
5000
860 LI LA L L L L I BB I
‘ | 212 5.40 5.60 5.80 6.00
o1 e m/z 41.00 69.72%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000 L L B LI L LI L B
5.40 5.60 5.80 6.00
86.0 m/z 43.00 60.09%
15.0 71.0
O\\‘\i‘\\‘\\1\’\\\i}\}\\‘\‘\‘\1’\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80
Abundance #1948: 2-Ethyl-oxetane
57.0
A AR aRE T o
41.0 5.40 5.60 5.80 6.00
5000 m/z 56.10 52.53%
29.0 86.0
71.0
015'0,,
miz--> 10 20 30 40 50 60 70 80
Abundance #10031: Hydroperoxide, hexyl R AR
430 56.0 5.40 5.60 5.80 6.00
m/z 42.00 33.63%
5000 29.0
69.0
e
o) SN 1 51 v O M [ S N VN —
m/z--> 10 20 30 40 50 60 70 80 90 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 Decane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.806 20.56 ug/l 245339  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 93
2 Undecane 156 C11H24 001120-21-4 86
3 Tridecane 184 C13H28 000629-50-5 72
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 64
Abundance Scan 1802 (12.806 min): VY016099.D\data.ms (-1797) (- m/z 57.05 100.00%
57.0
5000
85.1
— ——
12.50 13.00
113.1 l42.2
0 et dd 2001 sz 43,05 90.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane
43.0
5000 e s
71.0 12.50 13.00
m/z 41.05 49.07%
Ll L) fsso 2o
O\\\‘\}\\i}\\‘\“\1‘\\‘\\\\H‘\\\‘\’\\\\"\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
12.50 13.00
5000 m/z 71.10 48.53%
85.0
29.0
N | 1130  156.0
0‘“_LH‘1&”_41WVHJ\HUW‘M‘,H‘M“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 /J“J\VM
Abundance #59027: Tridecane R —]
57.0 12.50 13.00
m/z 85.10 33.26%
- i ] NApAANV&AAA
184.0
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\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.891 72.43 ug/l 864505 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 97
2 .beta.-Pinene 136 C1oH16 000127-91-3 96
3 Cyclohexene, 4-methylene-1-(1-me... 136 C1l@H16 000099-84-3 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 87
Abundance Scan 1816 (12.891 min): VY016099.D\data.ms (-1810) (- m/z 93.05 100.00%
5000
41.0 69.1
: ——
| H 121.1936.1 12.50 13.00
O i W w ‘ ol myz 41,05 31.72%
m/z--> 20 100 120 140
Abundance #18259: B|cyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.
5000 41.0 A4 s
69.0 12.50 13.00
m/z 69.10 31.67%
‘ H ‘ 121.0136.0
0 \\\‘\‘\‘\ T i“\ \H“\ T \“‘1 T \‘l‘\ T H‘\ T P “\ T 1 T
miz--> 20 40 60 80 100 120 140
Abundance #18019: .beta.-Pinene
1 N
(=== A=
41.0 12.50 13.00
5000 m/z 91.00 30.02%
69.0
121.0136.0
o220 “:“ A Al ‘H‘“lw ST S
m/iz--> 20 40 60 80 100 120 140
Abundance #18182: Cyclohexene, 4-methylene-1-(1-methylethyl)-
93.0 12.50 13.00
m/z 79.10 25.40%
5000
77.0
136.0
410 H ‘ 121.0
om_m_m_m R N N S
miz--> 20 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102723\
Data File : VY@16099.D

Acqg On : 27 Oct 2023 12:25

Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 4 3-Carene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.147 51.18 ug/1 610911 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene 136 C1OH16 013466-78-9 97
2 (+)-3-Carene 136 C10H16 000498-15-7 94
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 93
4 Cyclopropane, 1,1-dimethyl-2-(3-... 136 C1@H1l6 068998-21-0 91
5 Cyclopentene, 3-isopropenyl-5,5-... 136 C10H16 1000162-25-4 91

Abundance Scan 1858 (13.147 min): VY016099.D\data.ms (-1848) (- m/z 93.00 100.00%
93.0
5000
77.0
121. 1136 1
37‘0 ‘ ‘ ‘ 13.00 13.50
| M‘m e J‘um_uw‘ SN m/z 91.00  51.89%
miz--> 20 60 80 100 120 140
Abundance #17999: 3-Carene
93.0
5000
13.00 13.50
41.0 77.0 ‘ 121.0136.0 m/z 76.95 34.14%
0 \\\‘2\6\\ H‘ ‘ﬁ\‘\W H‘ “\‘\“\\\““\\\\“\
miz--> 20 100 120 140
Abundance #18015.(+y3-Carene
93.0
13.00 13.50
5000 ITI/Z 79.05 32.70%
41.0 77.0 121.0136.0
0250 11 “M F??-?uhu H“ ‘ H‘ bl ““u -
m/z--> 20 100 120 140
Abundance #18190: (lR) -2,6,6- Tr|methylb|cyclo[3 1.1]hept-2-ene
93.0 13.00 13.50
m/z 92.00 27.48%
5000
70 121.0
41.0 ‘ ‘ :
136.0
o804l 88 WMM b e LA
miz--> 20 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 D-Limonene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.342  75.29 ug/1 898588 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 98
2 Limonene 136 C1@H16 000138-86-3 94
3 Cyclohexene, 1-methyl-4-(1-methy... 136 C1l@H16 005989-54-8 74
4 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 70
5 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H16 013898-73-2 46

Abundance Scan 1890 (13.342 min): VY016099.D\data.ms (-1884) (- m/z 68.00 100.00%
68.0

5000

39.0 1211 — —

H ‘ 13.00 13.50

SRS | . ‘,““ m/z 67.00 76.14%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
64.0
93.0

o

5000
13. 00 13 50
121 o .
41.0 m/z 93.10  70.39%
O \‘\\\\’\\f\‘\\\\‘\\\\‘\\\\2‘0\\7\9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17996: Limonene
68.0
39.0 93.0 1300 1350
5000 m/z 79.00 36.63%
136.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18223: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0 13.00 13.50
m/z 91.00 25.39%
5000 93.0
39.0
136.0
15.0 L] ‘

o

R o e S RN S R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 unknownl3.641 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.641  24.15 ug/1l 288193 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-cyclopentyl- 112 C7H120 006004-60-0 43
2 3-Hexene, 2,3-dimethyl- 112 C8H16 007145-23-5 35
3 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 30
4 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 25
5 3-Penten-2-one 84 C5H80 000625-33-2 25

Abundance Scan 1939 (13.641 min): VY016099.D\data.ms (-1932) (- m/z 69.10 100.00%
9.1

6!
43.0
5000
1111

T
13.50 14.00

‘ | 139.3 1681

0 10, L. L1893 1681 . 4365 79.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7381: Ethanone, 1-cyclopentyl-
69.0
43.0
5000 — = e
112.0 13.50 14.00

m/z 57.05 73.70%

m/z--> 20 40 60 80 100 120 140 160
Abundance #7580: 3-Hexene, 2,3-dimethyl-
55.0

—= —
83.0 13.50 14.00
5000 ITI/Z 55.05 66.85%
112.0
27.0 ‘
o““‘ﬂh‘ ‘JMqu ‘wm“ﬂ“wu““w““‘w“
m/z--> 20 40 60 80 100 120 140 160
Abundance #7616: 3-Heptene, 2-methyl-, (E)- — = —=
69.0 13.50 14.00
41.0 m/z 71.10 64.07%
5000
112.0
15.0 ‘
o! Q«M"Mﬁ%q“wu““w““‘w“ — L
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 1-Undecene, 7-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.678 14.35 ug/1 171284  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Undecene, 7-methyl- 168 C12H24 074630-42-5 52
2 Ethanone, 1-cyclopentyl- 112 C7H120 006004-60-0 49
3 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 30
4 3-Heptene, 2-methyl- 112 C8H16 017618-76-7 30
5 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 30

Abundance Scan 1945 (13.678 min): VY016099.D\data.ms (-1942) (- m/z 69.05 100.00%

9
5000

A T
13.50 14.00

ol 130.0 1682 2069 ./ a3.1p  83.22%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43506: 1-Undecene, 7-methyl-
43.0
69.0

5000 = e
13.50 14.00
111.0 m/z 57.10 77.80%
A A Py
\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7381: Ethanone, 1-cyclopentyl-
69.0
43.0
— .
13.50 14.00
5000 m/z 71.05 75.02%
112.0
15.0 [, A | ‘ L
O ettt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7551: 3-Heptene, 4-methyl- = P
55.0 13.50 14.00

m/z 55.10 74.06%

5000
112.0
27.0 83.0 ‘
0 H ‘\H \‘ 1 “

‘ — T
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\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 Undecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.757 13.65 ug/1 162949 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Nonane 128 C9H20 000111-84-2 76
4 Tridecane 184 C13H28 000629-50-5 64
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 53

Abundance Scan 1958 (13.757 min): VY016099.D\data.ms (-1952) (- m/z 57.05 100.00%

57.0
5000
85.1

T T I —
127.1 156.3 13.50 14.00

0 H‘_‘Hhu L~ uNMuM‘mn_“w‘u‘w‘u‘u‘w“u‘u“ m/z 43.05  91.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0

5000 = S
13.50 14.00

m/z 71.05 60.77%

29.0
\\\‘\‘\‘\\‘\\\‘!“\\“}\‘1\\\H‘J\-\].ﬁ.‘c)\‘\\\‘\]\.§}6"\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0

o

13.50 14.00
5000 85.0 m/z 41.05 42.79%
29.0
0 H‘ “\ il HH\ ‘11 141 0 169.0 197.0 226 0
H“H‘w“‘,H“_‘H“H‘_“w‘u‘,u‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14521: Nonane = —
43.0 13.50 14.00

m/z 85.10  37.27%

5000
85.0
AL, e
0 : - ‘ Mooy

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\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 Decane, 3,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.788 14.56 ug/l 173836 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 68
2 2,6-Dimethyldecane 170 C12H26 013150-81-7 68
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 53
4 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 52
5 1-Nonene, 4,6,8-trimethyl- 168 C12H24 054410-98-9 50
Abundance Scan 1963 (13.788 min): VY016099.D\data.ms (-1960) (- m/z 71.10 100.00%
431 711
5000
113.1 T L
‘ ‘ ‘ 1410 1701 13.50 14.00
okl by L j1ar0 LD 2070 0 43010 98.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 = Ao,
85.0 13.50 14.00
20.0 m/z 57.10 88.27%
113.0
141.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45485: 2,6-Dimethyldecane
43.0
71.0 T T
13.50 14.00
5000 m/z 85.10 58.41%
‘ 113.0
o Al L L | a0 w00
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59110: Nonane, 5-(2-methylpropyl)- = =T
57.0 13.50 14.00
m/z 41.05 37.64%
85.0
5000
29.0 126.0
o‘_‘:“J‘M‘H‘_“Hwwum_‘uw‘h‘““1‘5‘4-9‘”‘””_”‘ e SSSS
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\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.611 10.20 ug/l 121718 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Undecane 156 C11H24 001120-21-4 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 2098 (14.611 min): VY016099.D\data.ms (-2090) (- m/z 57.10 100.00%
57.1
5000
6.0 MLJLM
B —
14.50 15.00
112.1 170.3
Ol el TE 7 2411 PO 2071 m/z 43.05 80.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 Pl o
85.0 14.50 15.00
m/z 71.10 58.86%
29 0
O \\\‘\\\\‘\\\\“\\‘\\“1\\\”‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
== —
14.50 15.00
5000 85.0 m/z 41.05 44.86%
29.0
ol by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane — —
57.0 14.50 15.00
m/z 85.05 36.04%
5000
85.0
29.0
‘ ‘ 113.0 156.0
0“wﬂu‘wu Mﬂmph‘M‘NW‘M‘_‘N‘H‘WH‘W‘H‘_‘H Pt s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102723\
Data File : VY016099.D

Acqg On : 27 Oct 2023 12:25
Operator : SY/MD

Sample : 05038-03

Misc : 5.03g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102623S.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 5.752 10.2 ug/l 76414 1 7.795 373452 50.0
Decane 12.806 20.6 ug/l 245339 4 13.428 596777 50.0
Bicyclo[3.1.1]h... 12.891  72.4 ug/l 864505 4 13.428 596777 50.0
3-Carene 13.147 51.2 ug/1l 610911 4 13.428 596777 50.0
D-Limonene 13.342 75.3 ug/l 898588 4 13.428 596777 50.0
unknown13.641 13.641 24.1 ug/l 288193 4 13.428 596777 50.0
1-Undecene, 7-m... 13.678 14.4 wug/l 171284 4 13.428 596777 50.0
Undecane 13.757 13.7 ug/l 162949 4 13.428 596777 50.0
Decane, 3,6-dim... 13.788 14.6 ug/l 173836 4 13.428 596777 50.0
Dodecane 14.611 10.2 ug/l 121718 4 13.428 596777 50.0
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