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Generating Semi-Quant Data 

 
1) In order for semi-quant data to be reported in Qtegra, a survey scan must have been acquired. 

By default, one Survey Run is populated in the Sample List for each sample type. 
 

 
 

2) The Semi-Quant data can be viewed by clicking on Survey Concentrations under the 
Evaluation Results 
 

 
 

3) The Semi-Quant data is calculated from a Semi-Quantitative curve which can be viewed while in 
Survey Concentrations 
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The Semi-Quantitative curve is a 2nd order polynomial fit of sensitivity against the respective 
isotope mass corrected by the isotopic abundance (for a detailed description of the semi-quant 
curve calculation, consult Appendix A in this document). Each calibration curve in a standard 
block that has been selected for use in the response curve is included in the line fit. 
 

4) The calibration curve for a specific isotope can be selected for use in the Semi-Quantitative 
curve by going to the Quantification section of the Method Parameters and selecting ‘Yes’ in 
the Use for SemiQuant column. By default, this field is set to ‘Yes’ 

 

 
 

Note: The Semi-Quant curve will only be as good as the data points which are referenced in its 
calculation. This is something to especially consider when acquiring data in KED mode because the 
low masses suffer a loss of sensitivity which can tend to skew the low end of the semi-quant curve, 
although the mid-to-high masses will respond better and therefore the semi-quant data in that 
region of the mass spectrum should be fairly reliable. Due to this characteristic of the mass 
response, generally STD mode will give better Semi-quant results across the entire mass spectrum.  
 
5) In the event the semi-quant curve is unacceptable, you can deselect points used in the semi-

quant curve calculation after a LabBook has been ran by changing the Use for SemiQuant field 
in step 4 to ‘No’ and post-process the data (post-processing happens automatically in Qtegra 
after changes have been made). 
 

Appendix A: Semi-Quant Calculation 
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In raw data mode, the eQuant data evaluation method offers a Semi-Quant feature. Isotopes 
which cannot be quantified by using a calibration curve based on standards can use the Semi-Quant 
feature. For this type of analysis, it is assumed that each isotope has a defined instrument-specific 
response. By default, any isotope calibration curve of the current standard block covered by a standard 
is used as input for the semi-quant methods. 
 

A semi-quantitative response curve r(x) is produced for every standard block in the experiment. 
A semi-quantitative curve is a 2nd order polynomial fit of sensitivity against the respective isotope mass 
corrected by the isotopic abundance. Each calibration curve in a standard block that has been selected 
for use in the response curve is included in the line fit. The sensitivity of each isotope is taken from the 
slope of its calibration curve and is corrected for relative sensitivity using the user-defined analyte RSF 
(relative sensitivity factor) (Note: the RSF can be adjusted. This is especially important when 
running modes other than STD because the default RSF values are specific to STD mode. 
Appendix B details how to change the RSF) Therefore, only linear calibration curves may be used 
for semi-quant, and at least three calibration curves are needed to solve a 2nd order polynomial fit 
problem. The semi-quant sensitivity ssq is given by: 

 
where AIsotope defines the isotopic abundance (Semi-Quant curves are always defined in terms of 
isotopic sensitivity) and 

 
the slope given by the calibration curve. 
 
By using the 2nd order semi-quant response curve, the unknown sensitivity can be calculated via 

 
 
The slope a1 results from 

 
which leads directly to the quantification of a non-standard isotope with the measured intensity inon-

standard isotope 

 
 
Appendix B: Adjusting the Relative Sensitivity Factor (RSF) 
 

1) Open Configurator 
 

2) Navigate to the Element Editor 
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3) Click on the Element you would like to adjust the RSF for 
 

4) Under the Misc. section of the Element Editor, modify the Relative sensitivity factor with the 
value you have determined

 
 
 

5) Click Save in order to record the changes 
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