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What is the Custom Calculator?

New to OpenLab CDS
• Allows users to extend the data system calculations 

– Simple math – apply a conversion factor
– Add constants – physical constants per peak; MW, boiling point, density…
– Logic expressions – check pass/fail criteria
– Complex multistep calculations – RGA, fatty acids

• These calculated results appear in the data system results view.
• Enables data review inside OpenLab CDS without report generation
• Custom Calculations can be included in reports and exports
• Compliance

– Each Custom Calculation file has its own audit trail
– Restricted access to build / edit calculations
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Results added with Custom Calculator
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Results added with Custom Calculator
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Results added with Custom Calculator
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Simple math calculations
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Results added with Custom Calculator
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Add constants to generate new result values
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Results added with Custom Calculator

8

Use logic expressions to indicate Pass/Fail criteria
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In this Webinar…

• Launching the Custom Calculator Editor

• Add a basic math expression

• Add a constant file

• Use a constant to generate a new result

• Add a simple logic expression

• Use OpenLab CDS’s Intelligent Reporter to create a report 
with Custom Calculation values
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Custom Calculator
Launching the Custom Calculator Editor
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Launching the Custom Calculator
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The Custom Calculator is part 
of OpenLAB CDS’s Data 
Analysis
1.) In Data Analysis, switch to 
the Processing tab at the top of 
the window
2.) Then select the Launch CC 
Editor button in the Tools menu.

1 2
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Custom Calculation Editor
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The Editor’s Properties Tab
• The Custom Calculation File                   

name
• Audit trail options
• A place to specify a Constants 

File

OpenLAB CDS Custom Calculator                                                      DE.3917824074



Custom Calculation Editor
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The Editor’s Formula’s tab:
• Overview: a list of all CCs in the 

file
One Custom Calculator file can 
generate one of many new result 
values.

• Formula: the expressions for each 
CC

• Details: The available data fields 
and commonly used functions
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Adding Custom Calculation to a Processing Method
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The Custom Calculation file is added to a 
Processing Method.

Data Processed with a Custom Calculation 
file, contains the specified calculation values.
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Custom Calculator
Building expressions
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Defining a Simple Math Expression
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Basic Calculations in the Custom Calculator 
follow a MS Excel like syntax.

Rather than cell numbers: A1, E10, the 
expressions reference data items like 
Compound_Area, Compound_Height.

A list of all available data items is included in 
the Details area.

Use mathematical symbols similar to Excel  
for simple expressions:  

+, -, *, and /
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Results of a Simple Math Expression Inside OpenLab CDS 
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Data processed with a Custom Calculation in 
the method contains new result values.

Individual CCs marked as Visible are 
available in the results display.

Results generated with a Custom Calculation 
are displayed with a blue column header field 
using the Display Name specified in the CC.
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Adding Constants – Tab Delimited Text File
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Compound Constants can be added to a 
Custom Calculation file via a tab delimited 
text file.

The first column of this file must contain the 
compound names – and these names must 
match – exactly – the peak names 
specified in the method Peak Table

One Constants file can be shared by many 
CC files.

A CC file can use all, or just a portion of the 
information in the Constants file.
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Adding a Constants File to a Custom Calculation
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On the Properties tab in the Custom 
Calculator Editor, browse to the Constants 
File.
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Adding Constants to a Custom Calculation
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The Function:

GetConstant(“MW”)

Is used to bring values from the Constant 
File into the Custom Calculation file.

The text “MW” should be the same text 
used in the header row of the Constant 
File.
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Using Constants in a Custom Calculation
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Once the constants have been added into 
the Custom Calculation, they can be used 
to calculate new results values.

Use the entry in the Identifier column of the 
overview to specify the constant in a 
calculation.

Constants are also added to the available 
data items in the Details lists.
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Constant Values and New Results Inside OpenLab CDS 
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Data processed with a Custom Calculation in 
the method contains new result values.

Individual CCs marked as Visible are 
available in the results display.

Results generated with a Custom Calculation 
are displayed with a blue column header field 
using the Display Name
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Logic Statements in a Custom Calculation
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Custom Calculations can contain logic 
statements in additional to mathematical 
calculations.

In this example, a constants file is used to 
bring in upper and lower limits for newly 
calculated Moles result. 

Using a logic expression (just like Excel):

IIF(Condition,“True Part”, “False Part”)

Can add Pass / Fail indications into the 
data system – simplifying Data review.
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Logic Statements Inside CDS 
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Data processed with a Custom Calculation in 
the method contains new result values.

Individual CCs marked as Visible are 
available in the results display.

Results generated with a Custom Calculation 
are displayed with a blue column header field 
using the Display Name
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Error Checking in Custom Calculations
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Whether the custom calculation contains 
simple math, or complex logic statements, 
the error checking features provide instant 
feedback on each expression.

A red underline indicates a syntax error.

Hovering over the red underline opens a 
tool tip with an indication of the problem.
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Defining Summary Calculations
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Custom Calculations also summarize results 
for a signal, Injection, or sequence.

In this summary calculation, the area for all 
peaks per signal are averaged.

Note – the Scope changes for this type 
calculation from Peak or Group (used when 
the calculation generates 1 value per peak or 
groups) to Signal (used when the calculation 
generates one value per signal).

OpenLAB CDS Custom Calculator                                                      DE.3917824074



Summary Calculations Inside CDS 
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Custom Calculations for Summary results are 
viewed in the Summary tab of the Injection 
Results window. 

Summary results are displayed in the 
Sequence, Injection, or Signal section based 
on the Scope of the calculation
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Custom Calculator
Adding Custom Calculation Values to a Report / Export
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Reporting / Exporting Custom Calculations
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Results from Custom Calculations, just like 
standards data system results are available 
for reporting and exporting.

All Intelligent Reporting features – such as 
conditional formatting – can be applied to 
custom results too!
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Reporting / Exporting Custom Calculations
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When adding a data item to a report / table, 
select Custom Calculation Result.

A dialog with all custom calculations 
associated with the selected data file 
appears.

When specified as a export, the custom 
calculations included in the report as 
exported.
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Custom Calculator
Extending Compliance Features to Custom Calculations
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Compliance: Role Based Access to Custom Calculations
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Access to the Custom Calculator Editor is a 
permissioned activity.

Users who have this permission can 
generate and edit CC files.
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Compliance: Audit Trail for Custom Calculations
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Each Custom Calculator file as its own 
Audit Trail.

When enabled, the audit trail logs all 
changes to the CC file.

Once enable, the audit trail cannot be 
disabled.
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Compliance: Audit Trail for Custom Calculations
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The Custom Calculator file’s Audit Trail 
enjoys the same features as the general 
method / data audit trails within OpenLab
CDS.

• Who, what, when, and why

• Searchable entries

• Printing / exporting entries

• Audit Trail review

OpenLAB CDS Custom Calculator                                                      DE.3917824074



Custom Calculator
Additional Information
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How Does Custom Calculator Work?

• Simple expressions are very similar to Excel in syntax
– Custom Calculation formulas use VB.NET
– More complex expressions can use Language Integrated Query (LINQ)

– Any VB.NET expression can be used.

• Frequently used expressions are available in the Custom Calculations editor 
with typeahead search and syntax provided.

• Functions are error checked
• One Custom Calculation file can preform many calculations

– An expression can consider Peak results, Signal, Injection, Sample, and Sequence 
information
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For More Information - OpenLab CDS Help  Learning
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For More Information – Agilent University
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