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Stellingen

behorend bij het proefschrift

Modeling Two-dimensional Infrared Spectroscopy of Hydrogen

Bonded Systems

door Ana Maria de Carvalho Vicente da Cunha

1. To prevent the waste of brain and computer power, bench-
marking of methods is always crucial, despite its claim on
resources. (Chapter 4 of this thesis.)

2. Apart from the liquid-crystalline phase, other liquid phases
with order in chaos exist. (Chapter 5 of this thesis.)

3. Evaluation of the performance of people without measur-
able, objective criteria is meaningless, as it leads to unsub-
stantiated claims along the lines as: ” Lionel Messi is the
best soccer player in the world.” ( Ref. to UEFA/Michel
Platini.)

4. The importance of hydrogen bonding in biological systems
is shown by the fact that one hydrogen bond may govern
the dynamics of a peptide. (Chapter 6 of this thesis.)

5. The statement ”Door meten tot weten.” is only valid when
the measurement is supported by a good theoretical model.
(Kamerlingh Onnes - Chapter 7 of this thesis.)

6. Correlations do not guarantee a casual connection as illus-
trated by the fact that the seemingly existing between be-
tween the acidity of bulk alcohols (methanol (pKa 15.3) >
ethanol (pKa 15.9) > isopropanol (pKa 17.1)) and the rate
of dynamics of hydrogen bonds, is shown to disappear in
diluted, acetonitrile solutions. (Chapter 8 of this thesis.)

7. The amount of effort that is spent in the improvement of
force fields and the complexity (compute hours) of these
force fields should be valued; at a certain point in the future,
they will be as accurate as ab initio methods.

8. The life of a PhD student is like that of an explorer: there is
a plan, but it is unknown how many storms you encounter
and where you will end.


