LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@32723\
Data File : VY013090.D

Acqg On : 27 Mar 2023 14:34
Operator : KP/MD

Sample : 02073-01

Misc : 5.05g/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\82Y030223S.M

Title : SW846 8260

Signal : TIC: VY@13090.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.942 335 348 383 rBV 6881547 19101994 80.65% 41.622%
2 7.759 957 974 985 rBV 332911 866548 3.66% 1.888%
3 7.868 985 992 1000 rVV2 96389 241275 1.02% 0.526%
4 7.996 1000 1013 1029 rVB 470486 1095822 4.63%  2.388%
5 8.545 1094 1103 1115 rBV 474345 903141 3.81% 1.968%

6 10.246 1374 1382 1395 rVB 13891563 23685651 100.00% 51.609%

Sum of corrected areas: 45894431
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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\VY032723\

: VY013090.D

: 27 Mar 2023 14:34

: KP/MD

: 02073-01

: 5.05g/5.0mL/MSVOA_Y/SOIL
: 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: VY013090.D\data.ms

3.942

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

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: VY013090.D\data.ms
10.246

0
Time-->

7 7505,7,996 8.545
Jég‘i&*/} —A — — — — — —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: VY013090.D\data.ms

Time-->

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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@32723\
Data File : VY@13090.D

Acqg On : 27 Mar 2023 14:34

Operator : KP/MD

Sample : 02073-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Pentane, 2,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.868 13.92 ug/l 241275  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 95
2 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 50
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
4 Ethane, isocyanato- 71 C3H5NO 000109-90-0 42
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 38
Abundance Scan 992 (7.868 min): VY013090.D\data.ms (-985) (-) m/z 56.10 100.00%
56.1
4111
7.607.80 8.00 8.20
85.0 100.1 B
O‘H‘HH‘HH_‘HyerJ‘_H‘LH‘_H‘_HW‘HW‘HW‘HW‘H m/z 43.10 77.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4483: Pentane, 2,3-dimethyl-
56.0
4110
5000
270 71.0 7.60 7.80 8.00 8.20
! m/z 41.10 68.20%
85.0
O ‘O H\\H"‘HH‘H‘H‘H]_\O\e.\()\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3778: 1-Pentene, 2,4-dimethyl-
56.0
EBEEEERRE SR
41.0 7.60 7.80 8.00 8.20
5000 m/z 57.10 67.70%
27.0 70.0
98.0
oY 111 .2
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14580: Hexane, 2,2,4-trimethyl- e RERE
57.0 7.60 7.80 8.00 8.20
m/z 71.05 40.44%
5000
41.0
71.0
27.0
o ‘ |, | 850 99.011301280
‘H‘H‘w‘H‘_‘H‘HH‘H‘w‘H‘M‘H‘HH‘H‘W‘H‘_H‘M‘H‘H‘ e AREREEER RS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@32723\
Data File : VY@13090.D

Acqg On : 27 Mar 2023 14:34

Operator : KP/MD

Sample : 02073-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Hexane, 3-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.996 63.23 ug/l 1095820  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 80
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50
Abundance Scan 1013 (7.996 min): VY013090.D\data.ms (-1000) (-) m/z 43.10 100.00%
43.1
71.1
57.1
5000
M ‘ 85.1 1002 7.60 7.80 8.00 8.20 8.40
0 e pre e e e e m/z 71.10 65.22%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 BRI B B e e
20.0 7.60 7.80 8.00 8.20 8.40
m/z 70.10 58.38%
so | | w00
0 H\‘\H\’HH‘H}\‘\\H’HH‘\H\‘\\H’\H\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
43.0
7.60 7.80 8.00 8.20 8.40
5000 57.0 710 m/z 41.10  55.63%
290 100.0
o eso
Ol e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl- e R
43.0 7.60 7.80 8.00 8.20 8.40
m/z 57.10 54.41%
71.0
5000
29.0
57.0
rerpr b e b e e e e e R REERAERE
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032723\
Data File : VY013090.D

Acqg On : 27 Mar 2023 14:34
Operator : KP/MD

Sample : 02073-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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 Heptane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.545 50.00 ug/l 903141  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 43
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 42
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 40

Abundance Scan 1103 (8.545 min): VY013090.D\data.ms (-1094) (-) m/z 43.10 100.00%
43.1

71.1
5000
‘ 100.2 e
| \‘ L |

8.20 8.40 8.60 8.80

0 et et e m/z 71.10 62.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4464: Heptane
43.0
5000 710 L L L I B LA LN I

8.20 8.40 8.60 8.80
m/z 41.10 62.25%

b ‘ 100.0
0 ‘2\6”\ T ‘ T ‘\ T T [T 1 LN I B
m/z--> 20 40 60 80 100 120 140 160

Abundance #2045: Pentane, 2-methyl-
43.0

8.20 8.40 8.60 8.80

5000 71.0 m/z 57.10  54.85%
ol 2 L
m/z--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester T Y
57.0 8.20 8.40 8.60 8.80

m/z 56.10  33.37%

5000
29.0
H | H‘ ‘ 87.0 115.0 161.0
ol Al B s

m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@32723\
Data File : VY013090.D

Acqg On : 27 Mar 2023 14:34
Operator : KP/MD

Sample : 02073-01

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030223S.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|
Pentane, 2,3-di... 7.868 13.9 ug/l 241275 1 7.789 866548 50.0
Hexane, 3-methyl- 7.996 63.2 ug/l 1095820 1 7.789 866548 50.0
Heptane 8.545 50.0 ug/l 903141 2 8.691 9063141 50.0
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