Customized Performance Report

Introduction

The standard performance report in the ChemStation allows you to print a selection of specific peak performance data in a table format. If customers ask for another selection they have to print the extended peak performance report, which actually prints all available data, which requires users to calibrate all peaks for which is required. It also means to spend more paper and time for printing this extended report. 

Very often it is desired to have the standard performance report, but with a different selection of peak performance data. In this case a customized report can do this task. Since some want to have “this” selection and others want to have “that” selection, a customized report was created, which covers “all” needs and makes it easy to change between different peak data being printed in the report table.

A report table being part of the standard performance report then can look like this:




Report Layout

The standard performance report in the ChemStation is performed by using several macros which are part of the report style. These macros distinguish between calibrated reports and uncalibrated reports. The report table will reflect these differences by printing the areas and heights and selectivity in the uncalibrated report and the amounts and compound names in the calibrated report. The uncalibrated report is also sorted by signals.

All these different cases cannot be considered in one customized report by using the Report Layout view. But based on a common report layout the complete information can be accessed and the user can change it according to specific needs.

The layout of this customized report which was created for this purpose looks as follows:
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The report header is identical with the report header of the standard performance report given by the performance report style.

The report table is similar to it. It basically allows the printing of specific columns from the peak table which the user can easily redefine or change. The layout, as it is defined, will print a report which is similar to the standard performance report using a calibration table.

It does not allow suppressing lines, which e.g. has the amount zero. It also does not distinguish between uncalibrated und calibrated compounds. But it has a high flexibility to print peak result data out of a selection of 34 peak result data:

	 1 
	  retention time

	 2 
	  k' (k prime)

	 3 
	  signal number

	 4 
	  area

	 5 
	  height

	 6 
	  amount

	 7 
	  compound name

	 8 
	  symmetry

	 9 
	  width as given from the integrator

	10 
	  width at half height

	11 
	  width at 5 sigma

	12 
	  width at tailing

	13 
	  width using statistical method

	14 
	  plate number based on width at half height

	15 
	  plate number based on width at 5 sigma

	16 
	  plate number based on tangent method

	17 
	  plate number based on statistical method

	18 
	  resolution based on width at half height

	19 
	  resolution based on width at 5 sigma

	20 
	  resolution based on tangent method

	21 
	  resolution based on statistical method

	22 
	  selectivity

	23 
	  tailing factor

	24 
	  0. moment

	25 
	  1. moment

	26 
	  2. moment

	27 
	  3. moment

	28 
	  4. moment

	29 
	  excess

	30 
	  skew

	31 
	  start time of peak

	32 
	  end time of peak

	33 
	  number of data points in peak

	34 
	  signal to noise ratio


Instructions for Modifications

In the following a procedure is described based on an example how the customized performance report can be modified to get a different report table. The example here uses the DEMOCAL2.M method and the 005-0101.d data file.

The report table of the unchanged report has the following peak result data:

1. Retention time

2. k’

3. Signal number

4. Amount

5. Symmetry

6. Width as given at half height
7. Plate number using half width

8. Resolution using half width

9. Name of compound

The report table of the modified report will have the following peak result data:

1. Retention time

2. k’

3. Signal number

4. Amount

5. Symmetry

6. Width as given at 5 sigma

7. Plate number based on tangent method

8. Selectivity

9. Name of compound

To come from the original report table to the modified one, the following steps have to be performed:

1. Loading the customized performance report design:

Select Report Layout from the View menu and open the STDPERF.FRP template.

The report table in the lower part of the template consists of the table header and the section which generates the table itself. The section represents parts of the peak result table of the ChromRes register. Nine column definitions can be recognized from which the column number 6, 7 and 8 will be modified:

 

signal table definition
Peak table section





Column number:   1    2   3   4   5   6    7    8      9





2. It is better to start modifying the table header. Select the 8th header item, currently named with Resol. and change it to Selec-. Just below create a constant text item named tivity. The layout should get the following outlook:








The header item Width and Plates can be left unchanged because the table will still show up widths and plates at these columns but just based on a different calculation.



3. Next the columns within the section will be modified. The columns are defined through macro functions named with USR_ColumnX where X is counted from 1 to 9 e.g. USR_Column6 or USR_Column9$. The macro functions will return either a value or, in case a $ sign is after the name, it will return a text string.
Currently USR_Column6 returns the halfwidth, USR_Column7 returns the plate number based on the halfwidth method and USR_Column8 returns the resolution also based on the halfwidth method.



4. To modify the 6th column you have to double click on the 6th field in this section which brings up the following dialog:








Select the Edit button to start Notepad with the macro file loaded which is related to the USR_Column6 macro. You will see the list of peak result data (see page before) from which you can choose items for your customized report.

In this case the peak data number 11 (width at 5 sigma) should be used. Scroll down in Notepad (select the Page Down key once) until you will find the line with 




Name USR_Column6
Two lines further the line




Return USR_Get(10, PeakNumber)
is found where the 10 must be replaced by the 11:




Return USR_Get(11, PeakNumber)
5. To modify the plates column and to exchange the resolution column by selectivity it is not necessary to go back to the report layout. Since you are already in the macro file with all the column definitions you can just directly change the other two columns here too. Select the Page Up key to return to the beginning of the macro file and look for the peak result data representing the plate number based on tangent method which is number 16. Scroll down to get the line




Name USR_Column7
and again go two lines further to get




Return USR_Get(14, PeakNumber)
Replace the 14 by 16 to get




Return USR_Get(16, PeakNumber)

6. Finaly exchange the resolution with the selectivity while following the same procedure as before by exchanging the 18 with 22 to get the line




Return USR_Get(22, PeakNumber)
belonging to the USR_Column8 macro function.


7. Select Save in the File menu of Notepad to save your modifications and exit Notepad. Select Ok to return from this dialog.
You need not select the 7th and 8th column next, because their definitions are in the same macro file which you have just now modified. 


8. Select Save Template As in the File menu of the report layouter to save your report template modifications with a new template name e.g.:




USR1PERF.FRP


9. Select Print Report in the File menu of the report layouter to test your new report layout. Use the same data file which you have used to test the original report layout to see the differences.

It should be no problem to also perform different modifications like deleting a table column (just delete the definition in the report layout; don’t change something in the macro file in this case) or exchanging columns which can be done as described above.

In case one column is selected to print the signal to noise ratio two more things have to be considered:

1. The noise time range has to be defined in the method using the Edit Noise Ranges... menu item in the System Suitability menu item of the Report menu.

2. A computed text item has to be added (e.g. before the signal table) which uses the USR_CalculateNoise macro also defined in the USR_PERF.MAC macro file.

Finally you can add this customized report template to the ChemStation’s report styles using the Add to report styles menu item in the File menu of the Report Layout view.

Attachments
· Standard system performance report

· Customized performance report
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