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Peak parameters to be “integrated”

Area Integration

Height Approximation
Retention (apex X position) Approximation
Width at half-height Approximation
Width baseline Approximation
Asymmetry (5% and 10%) Approximation
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Most of peak parameters are obtained by approximation, not integration.




Area Integration
Integrationmethod ____[Formula |

Plain sum A=%R;

Trapezoidal rule A=VZ(R+R;;)

Simpson’s rule A=%Z(R+4R;, +R,,)
Simpson’s rule % A=%Z(R+3R,,+3R ;R 5)
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There are several integration formulas, but they originate mostly from interpolation
(all available data points are known without error), not approximation (points have
significant error).




About some myths concerning peak
integration

The results of integration by different integration methods (trapezoid rule,
Simpson’s rule, etc) are better for more complicated rules?

Integration by “blocks” of N points — some points are better than other?

Average of N integrations, each shifted one point makes points equally important
and may improve results




Integration with averaging

* 1331 Simpson’s % rule
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In the case when approximation scheme is applied with shift and results are
averaged, only point weight at edges of the integrated region differ for different
calibration schemes




All methods are identical after
averaging

* Peak boundaries are at the baseline — all

values close to an end are (almost) zero!

Base-to-base peaks are integrated by mere
summing up of all points

* Peak baseline drop separation using
Simpson’s formulas is not “WYSIWYG”

* The only “WYSIWYG” formula for baseline
drop separation is trapezoidal rule







