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Introduction

Agilent Technologies is offering a special solution to calibrate and analyze the calibrated data for an LC/MS ChemStation.

This solution includes 3 features.

1. A tool to select extracted ions from a spectra window and put them directly into the calibration table. One target and up to 4 qualifier ions can be specified.

2. A QEdit function similar to the QEdit-Quantresult function in the GC/MS software. Manual and standard integration events can be applied separately for each signal. Manual integration events are saved in binary form within the datafiles, and are reused when the datafile is reprocessed.

3. A number of report templates is included.

These reports offer more variation and data reduction than the original reports.


The Service

The solution can be further adapted to the needs of the customer.

This Service does not include

This service does not include any deliverables beside the customized proposal.

Support 

The solution will be supported by PSO Europe / ARCE. The solution has been tested on the LC/MS ChemStation Rev. A.08.0x and A.09.0x with and without Security Pack.

Ordering Process

Fill in the FAX sheet on the last page of this document.

Fax the completed form to PSO in Waldbronn.


Further information

For details about this service contact: 

Birgit Kreid
Hewlett-Packard Str. 8
76337 Waldbronn
Germany
(+49) 7243 602 275

Copyright © 2002 Agilent Technologies

All Rights Reserved. Reproduction, adaptation or translation without prior written permission is prohibited, except as allowed under the copyright laws.

Extract Ions
Load the MSD TIC signal and select a spectrum.

Select from the menu bar [Addon] + [MS_Calibration…] + [New_Calibration]

Select the ion from the MS Spectrum window with [Shift] + left mouse click

Add a component name and an amount
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Select [New Calibration]

The macro will now import the compound names and amounts. It is also setting the target and qualifier Ions accordingly.
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QEdit

QEdit shows the target and qualifier ions (ions used to calculate ISTD values will not be shown here)

The lower right table shows the compound details.

Target and qualifier ions can be manually integrated. The integration events will be written to the data file. 
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Individual integration events can be applied for each signal.

Do a left mouse double-click to open the integration event table.

New lines for timed events can be added by pressing the button [Insert]

Report

The macro includes 5 new report styles, which support all possible selections (Area / Height; ISTD/ESTD; etcetera) from the 'Specify report' form:

SIM Short:   Special report to print the chromatograms in Short report format.

SIM Short1: Shows the TIC(s) if loaded and the signals that have been used for ISTD calculation

SIM Short2: Shows only the TIC signals (if loaded)

SIM Short3: Shows only the TIC Signal and no Signal list

SIM Short4: Shows only the report list and no Signal list and no chromatogram at all.
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# VHPCHEI 3\ DATA\ MSDEHO\NSPURITY. D

Sauple Name:

Internal Standard Report
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Results obtained with enhanced integrator

7% End of Report

Instrument 3 26-2-02 9:39:54

Nene

sulfa drugs




SIM Short example
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SIM Short2 example
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SIM Short2 example
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SIM Short3 example




SIM Short4 example
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Report formatting

The number formats of the results can be set to fixed / floating / mixed format.
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G.221 BBA 3LL 52589376  0.45810  L.797 100

Results obtained with enhanced integrator

7% End of Report
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The report number format can easily be set to fit your need. This example shows how to modify the alignment of the Amt/Area column and the columns to the right of it:
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[mint ratio Tna/ull

2.485 BBA 279 68526008  0.29936  l.498 100
20507 V7 271 245190  1.00000  l.soo 0o
5.523 BV 285 2307370  Ll.2ls0s 2,047 00
G.221 BBA 3LL 52589376  0.45810  L.797 100

Results obtained with enhanced integrator

#7% End of Report %
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Here is the result.


The QVALUE as a measurement of Qualifier Ratio Satisfaction Quality

For all hits a QVALUE is computed as described here. For Target compound entries with no qualifier signals, the QVALUE is defined as 100.  For Target Compound Entries with k qualifier signals qi , 1 <= i <= k, define ri as the expected ratio of qualifier peak for qi  to the target peak. Then define ri' as the observed qualifier ratio as determined by the above Qualifier Ratio Computation. Now define the total ratio deviation D:




Then the QVALUE is the closest integer to max {100 - D, 1}.
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