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 cdf,.csv,.dta and.xls file formats. It includes the standard design utilities like variable creation, cross validation, sensitivity and
specificity analyses and also contains a lot of options for the graphical user interface of the software. The program is licensed
under GPLv2 and can be downloaded at . Introduction {#sec001} ============ The first publications on protein ligand-

structure based drug design (PLS-CADD) only appeared in 1996 \[[@pone.0216997.ref001]--[@pone.0216997.ref003]\]. Since
that time, the number of publications has increased steadily. In 2017, roughly 40 papers related to this field were published and

up to this point a total of around 5000 papers have been published on the topic. In order to select an optimal structure for a
given ligand, the binding energy between the ligand and its receptor structure can be calculated. In those years, a computer

simulation approach, the docking method, was favored over experimental methods. Since then, experimental methods became
more important and improved, leading to an increase in the number of publications related to the performance of the docking
programs. The docking programs were originally developed for use on a single machine. This required them to be rather big

programs requiring huge amounts of memory. The situation has changed since the start of the 21^st^ century, when a lot of new
small and fast protein docking programs have been developed \[[@pone.0216997.ref004]--[@pone.0216997.ref007]\]. These
programs are usually designed as stand-alone programs, but some of them are also available as a plugin for the software PLS-

CADD \[[@pone.0216997.ref008]\]. Because of the complexity and diversity of the docking programs, the problem of
comparing them with each other is very difficult. In addition to the difficulty of the comparison itself, there is also the question
of the comparison of the different computer programs and of the different types of docking methods. On the one hand, docking

methods of the same type, e.g. rigid docking, cannot be directly compared. On the other hand, different types of docking
methods cannot be directly compared, because the results of one method cannot be used as an argument for another method.

Because of that, a comparison of 82157476af
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