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Supplementary Table S 2. Five alternative DINC protocols.

Protocol 1 Protocol 2 Protocol 3 Protocol 4 Protocol 5

Root atom selection max. hbond random max. hbond max. hbond max. hbond
Fragment expansion max. hbond greedy greedy max. hbond greedy
Selection of DoFs sliding window sliding window sliding window random random
Number of DoFs 6 6 6 9 12

Number of top conformations 10 16 16 16 16
AutoDock 4 parameters default default default default default

Protocol parameters are listed in the same order presented in Fig. 3. max. hbond, heuristic for maximizing the number of hydrogen bonds in
the fragment; greedy, breadth-first algorithm for expansion; sliding window, heuristic for DoF selection in which are sampled only bonds
connecting atoms added in the current (j) or previous (j-1) rounds of a DINC job (see Fig. 2). Default values for AutoDock 4 included:
Genetic Algorithm runs = 50, Population Size = 150, Maximum number of Generations = 27000, Maximum number of Evaluations = 250000,
etc.




