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Průběh obhajoby: In the beginning, Legae Kebakuile used a PowerPoint presentation to

illustrate the main concept and results of his work. He talked about
molecular descriptors, lead-likeness and drug-likeness, and the usage
of chemical databases in the context of drug design process. Then he
demonstrated the data extraction and manipulation processes that
were used to create and analyse the database. In the results part, he
showed the statistical analysis of calculated descriptor values and
their comparison among different subsets of the database (actives,
inactives, all). Based on the properties of and average (median)
molecule, he presented recommendation focused on what properties
could be improved in compounds that will be designed and
synthesized in the future.
Mentor Dr. Zitko in his evaluation of the thesis acknowledged the
hard, time-consuming and precise work in the phase of data
extraction from published and unpublished sources. The mentor was
critical about the rather short time the student dedicated to the
analysis and write-up. The mentor supported the defence based on
the fact the main result of the thesis, the database, is very useful and
already in use in the lab. Then the Reviewer’s evaluation of Dr.
Kučerová was read. The review was generally positive, although it
demonstrated some errors in typography and definitions. The student
responded to the questions raised by the reviewer in a sufficient way.
The questions from the committee and audience followed. Doc.
Miletín asked whether structural descriptors (based on the presence
of functional groups) were considered in the evaluation of structure-
activity relationship. Prof. Zimčík asked for the comparison of
relative importance of individual physico-chemical properties
(descriptors). Prof. Kučera asked about the supposed molecular
target of active compounds in the database and asked about the
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specifications of the CSV file format. The student was able to
respond correctly to all the raised questions. At the very end, the
student demonstrated the practical form and usage of the database.
The committee agreed that the thesis was successfully defended.
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