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In the publication of the article [1], the principle component analysis section contains
mixed up indices. The corrected part of the affected section is shown below.

Corrected
First, the average spectrum of the entire reference data set SPCA(λ) is subtracted from each
spectrum S(λ). To derive the new coordinates, i.e., the PCA-axes, the covariances σij of
each of the n wavelength positions with every other wavelength position (including itself )
are calculated using

σij =
1
m

·
m∑

k=0

(xki – xi) · (xkj – xj) where xi = xj = 0. (1)

Here, xki and xkj are the values of wavelength positions i and j of the spectrum k. Since the
average intensities of each wavelength position xi and xj were already subtracted before,
they are now zero.

With these covariances the covariance matrix C is set up

C =

⎛

⎜⎜⎜⎜⎝

σ00 σ01 · · · σ0n

σ10 σ11 · · · σ1n
...

...
. . .

...
σn0 σn1 · · · σnn

⎞

⎟⎟⎟⎟⎠
. (2)

All the changes that were requested are implemented in this correction and the original
article [1] has been corrected.
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