LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y071822S.M

Title : SW846 8260

Signal : TIC: VY@09601.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.686 456 470 486 rBV4 88924 331562 2.61% 0.738%
2 7.710 953 966 971 rBV 160615 380565 3.00% 0.847%
3 7.783 971 978 986 rVB 330112 745789 5.88% 1.660%
4 8.130 1028 1035 1049 rVB 152929 352130 2.77% 0.784%
5 8.319 1049 1066 1078 rBV 4153496 10055324 79.23% 22.384%

6 8.685 1116 1126 1137 rBV 507245 1036906 8.17% 2.308%
7 9.313 1223 1229 1236 rBV 488720 988409 7.79%  2.200%
8 9.612 1270 1278 1289 rVB 4130226 7806996 61.51% 17.379%
9 9.740 1289 1299 1312 rBV 6294952 12691314 100.00% 28.252%

9

10 .862 1312 1319 1324 rVV3 95328 236042 1.86% ©.525%
11 9.929 1324 1330 1336 rVB3 108322 227481 1.79% ©.506%
12 10.002 1336 1342 1347 rBV 76571 138063 1.09% 0.307%
13 10.105 1353 1359 1365 rVB 587639 1040677 8.20% 2.317%
14 10.173 1365 1370 1384 rVB 683287 1241859 9.79%  2.764%
15 10.349 1390 1399 1409 rBV5 78641 310575 2.45% ©.691%
16 10.471 1414 1419 1424 rVB3 105838 192446 1.52% 0.428%
17 10.636 1436 1446 1450 rBV3 129864 330620 2.61% ©.736%
18 10.874 1479 1485 1490 rBv4 69311 140369 1.11% ©0.312%
19 11.063 1510 1516 1524 rBV5 96934 252855 1.99% 0.563%
20 11.142 1524 1529 1543 rVB4 224724 543656 4.28% 1.210%
21 11.270 1545 1550 1553 rBv2 72288 136337 1.07% ©.303%
22 11.404 1564 1572 1575 rBV6 86594 210324 1.66% 0.468%
23 11.489 1580 1586 1592 rVV 775314 1261254 9.94%  2.808%
24 11.745 1624 1628 1637 rVB5 91619 188672 1.49% ©.420%
25 12.477 1741 1748 1756 rVB3 552800 1066719 8.41%  2.375%
26 12.623 1768 1772 1782 rVB6 56171 148600 1.17% 0.331%
27 12.928 1818 1822 1829 rVB 89812 179291 1.41% ©.399%
28 12.995 1829 1833 1838 rBV 96064 163880 1.29% ©.365%
29 13.233 1868 1872 1876 rVV 101997 140810 1.11% 0.313%
30 13.282 1877 18860 1888 rVB3 95647 154278 1.22% 0.343%
31 13.422 1889 1903 1909 rBV 746317 1381044 10.88% 3.074%
32 13.745 1953 1956 1972 rVB9S 62730 156372 1.23% 0.348%
33 13.965 1987 1992 2002 rVB2 109968 213361 1.68% 0.475%
34 14.147 2015 2022 2028 rVB4 106146 254782 2.01% ©.567%
35 14.257 2036 2040 2054 rVB5 59077 222662 1.75%  ©.496%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y071822S.M
Title : SW846 8260

Sum of corrected areas: 44922024
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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\VY071922\

: VY009601.D

: 19 Jul 2022 19:47

: KP/MD

: N3652-04

: 5.75g/5.0mL/MSVOA_Y/SOIL
. 24

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: VY009601.D\data.ms

4.686

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
6000000

5000000

4000000

3000000

2000000

1000000

TIC: VY009601.D\data.ms
9.740

8.319 9.612

11.489
9.313

A

0
Time-->

10L9dE/3
.9@8200 10.3494719-63610.87211% .217n4g@ 11.74
‘ el e e R e e e e

j I
10.50 11.00 11.50

9.00 9.50 10.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: VY009601.D\data.ms

13.422

12.477
12.623 1292951322382 13.74513.9604.14 957

Time-->

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 T T T T T T T T T T T T T T 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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Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@71922\
Data File : VY@09601.D

Acqg On : 19 Jul 2022 19:47

Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.M

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 Butane, 2,3-dimethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.686 22.23 ug/l 331562  Pentafluorobenzene 7.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 87
2 Ethenamine, N-methyl-N-nitroso- 86 C3H6N20 004549-40-0 47
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 36
4 Tetrahydrofuran 72 C4H80 000109-99-9 33
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 10
Abundance Scan 470 (4.686 min): VY009601.D\data.ms (-456) (-) m/z 43.10 100.00%
5000 /\
71.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 55.0 86.1 4.40 4.60 4.80 5.00
Ob il L 830 1Ll njz a2.10  85.34%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000 L L B BN BN
71.0 4.40 4.60 4.80 5.00
27.0 m/z 41.10 41.76%
55.0 86.0
oL 150 | . 1630 |
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
miz--> 10 20 30 40 50 60 70 90
Abundance
30.0 42.0
A RRREE
4.40 4.60 4.80 5.00
5000 m/z 71.10 24 .85%
57.0
67.0 86.0
78.0
L LA S NI
miz--> 10 20 30 40 50 60 70 90
Abundance #2045: Pentane, 2-methyl- AR ARNREERE T
43.0 4.40 4.60 4.80 5.00
m/z 39.10 17.07%
5000 71.0
27.0 57.0
86.0
ol 150 H 35.0“ .l i I
R R R e R PR
m/z--> 10 20 30 40 50 60 70 90 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Hexane, 2,2-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.319 484.87 ug/l 10055300 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 78
5 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 64

Abundance Scan 1066 (8.319 min): VY009601.D\data.ms (-1049) (-) m/z 57.10 100.00%

57.1
5000

R R E
99.2 8.00 8.20 8.40 8.60
\“ | 208.1 o
0 b et e e e e e e m/z 56.10 33.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
5000 L L B R B R

8.00 8.20 8.40 8.60
m/z 41.10 24.39%

|ifk
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

8.00 8.20 8.40 8.60

o

5000 m/z 43.10 17.37%
29.0 99.0
T S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8679: Butane, 2,2,3,3-tetramethyl- e EamanammasER
57.0 8.00 8.20 8.40 8.60

m/z 39.10 7.39%

5000
270 99.0
0 WL il ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Pentane, 2,2,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.313 47.66 ug/l 988409 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 59
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 50
Abundance Scan 1229 (9.313 min): VY009601.D\data.ms (-1223) (-)| m/z 57.10 100.00%
57.1
5000
R AREmREREEEESLEE
‘ 09.1 9.00 9.20 9.40 9.60
ol 1291 1681 2072 /7 56,16 57.95%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8668: Pentane, 2,2,4-trimethyl-
57.0
9.00 9.20 9.40 9.60
20.0 99.0 m/z 41.10 29.50%
O \‘\\\\‘\‘\‘\\‘i‘\\\““\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R AREERERREEESEEEL
9.00 9.20 9.40 9.60
5000 m/z 43.10 16.90%
29.0
020 99.0
R e o B R ER
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8654: Hexane, 2,2-dimethyl- o ARREmEEREEESE R
57.0 9.00 9.20 9.40 9.60
m/z 55.10 8.35%
5000
29.0 99.0
m/z--> 0 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\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Pentane, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.612 376.46 ug/l 7807000 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78
Abundance Scan 1278 (9.612 min): VY009601.D\data.ms (-1270) (-) m/z 43.10 100.00%
431 71.1
5000 ]\
‘ 51 9.50 10.00
Ol 951 1241 1510 177.0 2081 ./, 71.19  89.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
9 50 10 00
m/z 70.10 64.67%
0150H \‘ H ‘ 114.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
9 50 10 00
5000 71.0 m/z 41.10  29.04%
0 15.0 100.0
B AR B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8635: Heptane, 4-methyl- '—AJ\*
43.0 9. 50 10 00
m/z 55.10 23.76%
71.0
5000
sy | Lo wso
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Pentane, 2,3,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.740 611.98 ug/l 12691300 1,4-Difluorobenzene 8.685
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 50

Abundance Scan 1299 (9.740 min): VY009601.D\data.ms (-1289) (-) m/z 43.10 100.00%
3.1

71.1
5000
: “ —
‘ 99.2 10.00
0 “‘H‘,"‘”M‘Jw_‘H“MH““4%¥?“}ﬁ9?,‘?Z?? m/z 71 10 68.69%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 —T—4
10.00
79 10 58.08%
50 | mo
O \‘\\\\’\\\\’\\\\‘\\\\‘}\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
43.0
——
710 10.00 ;
5000 57 10 50.38%

o 15.0 99.0

R R A B e e I B e e R

m/z--> 0O 20 40 60 80 100 120 140 160 180 A/\ \
Abundance #14566: Hexane, 2,3,4-trimethyl-

43.0 10.00
m/z 85 05 43.38%

5000
71.0
0 “ 1 ‘ 99.0 1280

—
m/z--> 0 20 40 60 80 100 120 140 160 180 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.862 11.38 ug/l 236042  1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 87
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 87
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 83
4 1,4-Pentadiene, 2,3,4-trimethyl- 110 C8H14 072014-90-5 59
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 58
Abundance Scan 1319 (9.862 min): VY009601.D\data.ms (-1312) (-) m/z 95.10 100.00%
95.
5000
67.0
— =
41‘-1 ‘ ‘ 9.50 10.00
O pre el pll fh il 1242 1511 177.0 2082 /s 67 05 26.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
41.0
5000 = AL
9.50 10.00
m/z 55.10 21.09%
O \]_\5‘\“0\“1‘\\‘}H\\“}“}“\‘U\\H”\\‘\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
95.0
9.50 10.00
5000 67.0 m/z 110.05 18.86%
39.0
0 15.0
A L e R AR RaRR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6752: 1,3-Dimethyl-1-cyclohexene = —
95.0 9.50 10.00
m/z 41.10 14.07%
5000
67.0
41.0 ‘
0“W‘W‘W‘WMHMNNNﬂ‘muW‘u‘_‘u‘u‘W“u‘u“ —h ; ‘J\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@71922\
Data File : VY@09601.D

Acqg On : 19 Jul 2022 19:47

Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 7 Hexane, 2,2,4-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.105 41.26 ug/l 1040680 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
3 Hexane, 2,2,5,5-tetramethyl- 142 C1OH22 001071-81-4 53
4 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 50
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 50

Abundance Scan 1359 (10.105 min): VY009601.D\data.ms (-1353) (- m/z 57.10 100.00%
57.1
5000 /\
97.2 — —
‘ ‘ ‘ ‘ 10.00 10.50
Ol L 12831493 1793 2069 n/; s56.16  35.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 N S
10.00 10.50
29.0 m/z 41.10 27 .49%
o | “‘\ 830 1130
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
SOV
10.00 10.50
5000 m/z 71.10 21.88%
29.0
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22136: Hexane, 2,2,5,5-tetramethyl- —— —
57.0 10.00 10.50
m/z 55.10 20.33%
5000
0 ‘\\‘ \‘ ‘ 85\.0 12\7.0
-t
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 3-Ethyl-4-methyl-2-pentene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.349  12.31 ug/l 310575 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-4-methyl-2-pentene 112 C8H16 019780-68-8 87
2 3-Ethyl-2-hexene 112 C8H16 000620-00-8 87
3 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 80
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 64
5 Hexane, 3-methyl-4-methylene- 112 C8H16 003404-67-9 59
Abundance Scan 1399 (10.349 min): VY009601.D\data.ms (-1390) (- m/z 55.10 100.00%
55.1
5000 83.1
112.1
— ——
‘ ‘ ‘ ‘ ‘ 10.00 10.50
Ol ll Ml L 1871 1642 1934 0 5319 41.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7607: 3-Ethyl-4-methyl-2-pentene
55.0
83.0
5000 — —
10.00 10.50
1120 m/z 41.10  34.99%
27.0 ‘ ‘
O \\\‘\‘”\\N\\‘HH“\‘M\\M“\‘\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
- T
10.00 10.50
5000 m/z 112.10 30.63%
83.0
27.0 112.0
B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7637: 2-Pentene, 3-ethyl-2-methyl- - —
55.0 10.00 10.50
m/z 69.10  25.56%
83.0
5000
112.0
27.0 ‘
0‘“_W‘WWNM‘NVNN"M“m“u“u‘W“u“u“u“ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 Hexane, 2,3,5-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.636  13.11 ug/l 330620 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 68
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 62
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59
4 Heptane, 3,4,5-trimethyl- 142 C1eH22 020278-89-1 53
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 50

Abundance Scan 1446 (10.636 min): VY009601.D\data.ms (-1436) (- m/z 43.10 100.00%
3.1

43.
85.0
5000

‘ H 109.1 1050 11,00
oborre b L] 140316421882 L0 as o5 6a.sen
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14568: Hexane, 2,3,5-trimethyl- L
43.0
5000 85.0 1050 11,00

m/z 84.10 41.36%

ol L 1280
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

e
10.50 11.00

m/z 41.10 30.80%
5000 84.0 /
0 15.0 128.0
I R I e B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14605: Pentane, 3-ethyl-2,4-dimethyl- —— ——
43.0 10.50 11.00

m/z 57.10  28.20%

- | {x/&Jkﬂ/\ﬂ\fﬂbAwfﬂj
150 | ‘u‘ . ‘ 128.0

oL TR P e b b TR S —
miz--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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 unknownll.142 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.142  21.55 ug/1 543656 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 38
2 1,2,4,4-Tetramethylcyclopentene 124 C9H16 065378-76-9 35
3 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 30
4 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 30
5 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 30

Abundance Scan 1529 (11.142 min): VY009601.D\data.ms (-1524) (- m/z 55.10 100.00%
55.1

] 109.1
5000

—

\H ‘\ L | 1633 231.2 : 11.00 11.50

ol R 1683 2312 28D u; 6910 84.63%
5

m/z--> 0 100 150 200 250
Abundance  #13295: Cyclopentane, 1,1,3,4-tetramethyl-, trans-
69.0
111.0

5000

o

—
11.00 11.50
m/z 109.10  77.93%

el |
O‘HH‘\“LH‘\W‘\‘H_‘H_H"HH
m/z--> 50 100 150 200 250
Abundance

109.0

.
11.00 11.50

5000 67.0 m/z 97.16  71.92%
- foj\jh”AWAMJyfwv

Oty T T T T

miz--> 50 100 150 200 250
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl- T —
550 970 11.00 11.50

m/z 111.20  68.65%

5000
\ 126.0
ZJO \H\ H‘\‘ : |} ‘
50

o

T — T
100 150 200 250 11.00 11.50

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071922\
Data File : VY009601.D

Acqg On : 19 Jul 2022 19:47
Operator : KP/MD

Sample : N3652-04

Misc : 5.75g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y071822S.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|
Butane, 2,3-dim... 4.686 22.2 ug/l 331562 1 7.783 745789 50.0
Hexane, 2,2-dim... 8.319 484.9 ug/l 10055300 2 8.685 1036910 50.0
Pentane, 2,2,4-... 9.313 47.7 ug/l 988409 2 8.685 1036910 50.0
Pentane, 2,3,4-... 9.612 376.5 ug/l 7807000 2 8.685 1036910 50.0
Pentane, 2,3,3-... 9.740 612.0 ug/l 12691300 2 8.685 1036910 50.0
1,4-Pentadiene,... 9.862 11.4 ug/l 236042 2 8.685 1036910 50.0
Hexane, 2,2,4-t... 10.105 41.3 ug/l 1040680 3 11.489 1261250 50.0
3-Ethyl-4-methy... 10.349 12.3 ug/l 310575 3 11.489 1261250 50.0
Hexane, 2,3,5-t... 10.636 13.1 ug/l 330620 3 11.489 1261250 50.0
unknown11.142 11.142 21.6 ug/l 543656 3 11.489 1261250 50.0
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