LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@31521\
Data File : VX021225.D

Acqg On : 16 Mar 2021 01:54

Operator : JC/MD

Sample : M1648-07

Misc : 5.0mL/MSVOA_X/WATER COMP1-41727:28

ALS Vvial : 42 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 X\Method\82X031521W.M

Title : SW846 8260

Signal : TIC: VX@21225.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.093 164 171 179 rBV 19945 31074 1.82% 0.646%
2 2.423 220 227 237 rVB 60743 99653 5.83% 2.072%
3 4.635 594 603 616 rVB 17759 51349 3.00% 1.068%
4 5.470 731 745 754 rBV 55662 162925 9.52%  3.388%
5 5.629 763 772 787 rVB 85560 236416 13.82% 4.916%
6 6.029 829 840 850 rBV 63155 167794 9.81%  3.489%
7 6.829 966 976 987 rBV 143712 341898 19.99% 7.110%
8 8.694 1286 1293 1299 rBV 303841 472866 27.64%  9.833%
9 8.765 1299 1305 1336 rVB 1089510 1710645 100.00% 35.572%
10 10.094 1522 1531 1547 rBV 317480 441943 25.83% 9.190%
11 10.341 1568 1573 1578 rVB 36086 48028 2.81% ©.999%
12 10.683 1626 1631 1636 rBV 17147 23946 1.40% 0.498%
13 11.118 1700 1705 1717 rVB 266198 342734 20.04% 7.127%
14 11.418 1747 1756 1765 rBV 17415 34777 2.03% 0.723%
15 11.789 1814 1819 1825 rVB 38362 45602 2.67% ©0.948%
16 12.059 1859 1865 1872 rVB 316922 396006 23.15%  8.235%
17 12.253 1893 1898 1912 rBV 96229 172924 10.11%  3.596%
18 13.812 2157 2163 2171 rVB 20174 28339 1.66% ©.589%

Sum of corrected areas: 4808919
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Data Path :
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Operator
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Quant Method
Quant Title

TIC Library

: M1648-07
: 5.0mL/MSVOA_X/WATER
42

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\

1 VX021225.D
: 16 Mar 2021 01:54

JC/MD

COMP1-41727:28

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

0

Time-->

Abundance

1000000

800000

600000

400000

200000

TIC: VX021225.D\data.ms

2.423 6.029

629
2.003 4.635 5.470

1.20 1.40 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

TIC: VX021225.D\data.ms
8.765

8.694 10.094

P

11.118

6.829

11.418

0

Time-->

Abundance

1000000

800000

600000

400000

200000

Time-->

82X031521W.M Wed Mar 17 04:33:36 2021

10.341 10,683
T ‘ T \/\ T T y T T
9.50

—T —T — T ‘
8.50 9.00 10.00 10.50 11.00

TIC: VX021225.D\data.ms

12.059

12.253

A

11.789
A 13.812

12.00

‘ ‘ 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 16.50

Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021225.D

Acqg On : 16 Mar 2021 01:54

Operator : JC/MD

Sample : M1648-07

Misc : 5.0mL/MSVOA_X/WATER COMP1-41727:28

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Ethanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.093 6.57 ug/l 31074 Pentafluorobenzene 5.623

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 64
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Methoxyacetic acid, pentyl ester 160 C8H1603 168920-35-2 4
5 Formic acid 46 CH202 000064-18-6 4

Abundance Scan 171 (2.093 min): VX021225.D\data.ms (-164) (-) m/z 44.95 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021225.D

Acqg On : 16 Mar 2021 01:54

Operator : JC/MD

Sample : M1648-07

Misc : 5.0mL/MSVOA_X/WATER COMP1-41727:28

ALS Vvial : 42 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Octane, 2,3-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.253 21.83 ug/l 172924  1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50

Abundance Scan 1898 (12.253 min): VX021225.D\data.ms (-1893) (- m/z 57.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021225.D

Acqg On : 16 Mar 2021 01:54

Operator : JC/MD

Sample : M1648-07

Misc : 5.0mL/MSVOA_X/WATER COMP1-41727:28

ALS Vvial : 42 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 2.093 6.6 ug/l 31074 1 5.623 236416 50.0
Octane, 2,3-dim... 12.253 21.8 wug/l 172924 4 12.059 396006 50.0
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