
It is unfortunate that there was an honest mistake in two of
the theoretical m/z values used in our previous study [1],

which propagated into this study. It is important to clearly
state that we only learned of this after publication of this
research and, even more importantly, because it did not
change the conclusions in the least and that the actual
numbers were not published for the theoretical m/z values
(hence, no one could propagate that error in future work), we
decided it was not necessary to correct.

Regarding the scientific criticism by Proctor, several
“laws” have been proposed and tested to better define the
relationship between m/z and fobs in Fourier transform ion
cyclotron resonance mass spectrometry (FT-ICR) [1, 2].
Each of these “laws” relies on linear relationships, which are
based on the basic physical models believed to be at work in
FT-ICR. We agree with Proctor that MLR methods are the

preferable fitting method provided they are well supported
by the underlying physical models. ANN does not require an
explicit mathematical or physical model and is, hence, useful
for examining complex systems such as mass calibration in
FT-ICR. Our purpose in conducting the ANN experiments
described in the paper was to determine how well ANN
performed (with no explicit physical model) relative to MLR
models. Thus, it seems that Proctor, given his emphasis on
the small error, missed the main scientific purpose of our
contribution.
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