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IN VITED LEC TURE

PROF. DR. KAY DIEDERICHS

Uni ver sity of Konstanz, Ger many

Kay Diederichs fin ished his doc tor ate the sis at the Fac ulty
of Chem is try at the Uni ver sity of Freiburg. Since 1995 he
works in Konstanz, where he is a pro fes sor of Mo lec u lar
Bioinformatics at the De part ment of Bi ol ogy, Uni ver sity of 
Konstanz. His main work is fo cused on struc tural bi ol ogy
and bioinformatics. He is a co-au thor of the XDS pro gram
pack age.

At the HEC24 meet ing Kay will give lec ture named “A
better un der stand ing of X-ray data qual ity in di ca tors" that
will ex plain the con cepts be hind X-ray data qual ity in di ca -
tors, which are still not ap pre ci ated by many prac tic ing
crys tal log ra phers, are fright en ing for nov ice crys tal log ra -
phers, and lead to un for tu nate de ci sions in data col lec tion

and pro cess ing as well as re fine ment if not un der stood
cor rectly. Warn ing: the talk may de stroy some myths!

 
 

A BETTER UNDERSTANDING OF X-RAY DATA QUALITY INDICATORS

The talk first ex plains the con cepts be hind X-ray data qual -
ity in di ca tors, which are still not ap pre ci ated by many prac -
tis ing crys tal log ra phers, are fright en ing for nov ice crys tal 
-lographers, and lead to un for tu nate de ci sions in data col -
lec tion and pro cess ing as well as re fine ment if not un der -
stood cor rectly. The sec ond part of the talk will re port new
re sults that high light the re la tion be tween ac cu racy and
pre ci sion, by ana lys ing sim u lated data that dif fer in

mosaicity, cell pa ram e ter vari a tion, wave length dis per sion
and beam di ver gence. These sim u lated data were used for
re fine ment us ing a close-to-op ti mal model as start ing
point. The re sults are sur pris ing and lead to a re-eval u a tion
of cur rent un der stand ing of model and data er ror. Fur ther -
more, sim ple guide lines for mea sure ments with pink beam
will be given.


