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Accurate measurement of solution concentration is of great importance for crystallization processes since
supersaturation is prerequisite for nucleation and crystal growth. The most commonly used method for in-situ
concentration measurements is using ATR-FTIR spectroscopy. Calibration is necessary to convert absorbance data
into the solution concentration. Partial Least Squares Regression and Principal Component Regression are methods
to model a response variable (concentration) when there are a large number of predictors such as absorbances.
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Fitted vs observed concentration

Number of components
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Observed concentration

PCR creates components without considering the response
variable and thus PLSR has better predictive performance in
comparison to PCR with the same number of components.
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W1 9 1.8938 0.9567  0.9587  31.5119 0.2326  0.1209 :-— E i l i i Em I ! ! !
W2 6 1.6573 0.9594  0.9654  2.2380 0.9449  0.9553 g wf §
W3 2 1.8432 0.9563  0.9456  1.8479 0.9536  0.9440 . ' | | | '
W4 4 1.0817 0.9740 06174  1.8171 0.9551  0.6150 D2 dasammen T R NI
W5 2 1.7351 0.9568  0.6170  1.8479 0.9537  0.6168 . MSEP vs ncomp - i | | _ Validatlon
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- Results for the dataset C1 are presented graphically. .. . = o . ... [ . . . . . . . . |
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