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CELPP Overview

The Drug Design Data Resource (D3R; www.drugdesigndata.org) is an ESUGB 1 SGEAPNQALLRIL..TEFKKIKVLGSGAFGTVYK
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Pose Prediction Workflow Template — “CELPPade”
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algorithms and diverse strategies. In the interest of developing pose
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One novel source of benchmarking data is the ongoing release of new P / ARy IR D3R CELPP code B e e g
protein-ligand complexes in the Protein Data Bank (PDB). In the current  rotatable bond, 5 , , , ,
) i ; ; ' LMCSS, 4r5s, FI3, chain: A, (size: 48, mcss_size: 25, resolution: 3.0) |, ” protelin_prep.py
release process, new PDB entries are announced five days prior to their  SMCSS, 4wkq, CSX, chain: A, (size: 9, mcss_size: 5, resolution: ‘ Challenge data ~ FECEEEIR SEETE R e e i
3D coordinates becoming available. Therefore, D3R has established the Eiﬁiiﬂ;’i"zi?,ig 634, chain: A, (resolution: 1.42) package ligand prep.py [USER DEFINED] () [USER DEFINED]
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A D3R server hosts these weekly challenges by: 1) selecting appropriate packdockingresults.py candidate_docked.p 'gand_docked.mo
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63 hours for predictions

CELPP challenge participants implement their pose prediction workflows | Receptor “Scientific” Preparation Ligand “Scientific” Preparation
on their own servers. To lower the barrier to participation, D3R provides Ligand pose Missing loop replacement SMILES/InChl = 3D structure
CELPPade, a Python framework for contestant servers that downloads predictions Protonation Protonation
the weekly challenge package, applies the contestant’s prediction | Charge calculation Charge calculation
workflow, and uploads the predictions back to D3R for evaluation. Solvent/HETATM deletion | Conformer generation

Resolve multiple-occupancy residues

This presentation discusses the CELPP challenge, the CELPPade

framework, and pathways for Communlty parthlpatlon R R R R R R R R R R R RS . ReceDtor ”TeChhicaln PreparaﬁOn . ngand ”TEChn.icaIH PreDaraﬁon
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ligand D3R Server Docking grid generation
The CELPP Week . /| pose
Separating preparation stages into different files enables modular
recombination and fast improvement of existing workflows.
Evaluation
=l Future Work
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CELPP Wiki Challenge data CELPPade
packages

https://github.com/drugdata/D3R/wiki, all code available on PyPI




