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Read FFT data
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ligand loop
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This loop can be parallelized

Receptor 2

Read FFT Data for a ligand
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ligand rotation loop
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Receptor 4

Take FFT data for a single rotation angle
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inner receptor loop
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Ligand 2
This loop can be parallelized
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All-to-all calculation of 44 protein pairs Application to bacterial chemotaxis pathway
(PPD Benchmark2.0)

Trypsinogen protein and B-actin and profilin
trypsin inhibitor (PDB id : 2BTF)
(PDBid : 1CGl)

Red bold line : True Positive
Blue dashed line : False Negative
Black line : False Positive
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Green: MEGADOCK2.1 predicted , Red: X-ray crystalline structure
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