LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41222\
Data File : VX028061.D

Acqg On : 12 Apr 2022 17:10

Operator : JC/MD

Sample : N2334-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1
Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title : SW846 8260
Signal : TIC: VX@28061.D\data.ms

peak R.T. first max last PK peak
# min  scan scan scan TY height

1 1.587 70 82 90 rBV3 29247
2 2.538 232 238 246 rBV2 8512
3 5.391 694 706 719 rBV2 144522
4 5.556 723 733 750 rVB 223499
5 5.958 790 799 812 rBvV2 154526
6 6.763 919 931 946 rBV 363079
7 8.653 1234 1241 1251 rBV 775034
8 10.055 1465 1471 1479 rBV 827011
9 11.079 1634 1639 1649 rBV 623191
10 12.024 1789 1794 1804 rVB 828051

418394
626095
409830

867406
1211478
1085349

814513
1000727

Sum of corrected areas:
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¢ Z:\voasrv\HPCHEM1\MSVOA_ X\Method\82X041222W.M

corr % of

% max total
7.31% 1.353%
1.68% 0.311%
34.54%  6.395%
51.68% 9.569%
33.83% 6.264%

71.60% 13.258%
100.00% 18.516%
89.59% 16.589%
67.23% 12.449%
82.60% 15.295%

6542698
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N2334-16
: 5.0mL/MSVOA_X/WATER
. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe41222\

: VX028061.D
: 12 Apr 2022 17:10

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041222\
Data File : VX028061.D

Acqg On : 12 Apr 2022 17:10
Operator : JC/MD

Sample : N2334-16

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (E)-2-bromobutyloxychalcone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.587 7.07 ug/l 88527  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-2-bromobutyloxychalcone 358 C19H19Bro02 1010370-38-6 72
2 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 64
3 Indolizine, 2-(4-methylphenyl)- 207 C15H13N 007496-81-3 53
4 2-Chloroaniline-5-sulfonic acid 207 C6H6CINO3S 000098-36-2 22
5 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 14

Abundance  Scan 82 (1.587 min): VX028061.D\data.ms (-70) (-) m/z 44.00 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041222\
Data File : VX028061.D

Acqg On : 12 Apr 2022 17:10
Operator : JC/MD

Sample : N2334-16

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X041222W.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|

(E)-2-bromobuty... 1.587 7.1 ug/l 88527 1 5.556 626095 50.0
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