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• Protein function largely depends on their binding to one another

• This work addresses paired protein interface prediction 

• If a non-H atom is within 6 Angstrom of any of atoms of its

pairing protein, it’s in interface

The Problem
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• SASNet: an end-to-end learning method applied to interface 

prediction

• Instead of hand-crafted features, directly uses atomic positions 
and ids

• Voxelizes the local atomic environments, or "surfacelets“

• Applies a siamese-like 3D CNN

The Approach



- 4 -

• Graph-based approaches

• deriving properties of small molecules

• graph policy networks to generate new molecules

• Symmetry functions for protein-ligand binding affinity prediction

• 3D convolutional networks for protein-ligand binding affinity

prediction

• Graph CNN and Xgboost for interface prediction

• Single interface prediction/binding site prediction

Related Works
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Dataset

• Docking Benchmark 5 (DB5)

• DB5-train: training/validation set of 175 complexes

• DB5-test: 55 complexes (the complexes added in the update from 

DB4 to DB5)

• Database of Interacting Protein Structures (DIPS)

• ≥ 500 Å2 buried surface area, better than 3.5 Å resolution

• <30% sequence identity
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Method

Rotation invariance: for training, randomly rotated, for testing, rotated 20 times and their 
results averaged
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Performance Comparison
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Performance Comparison Cont.

Dose the performance improvement is for 
DIPS training?
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Ablation Study
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• A method SASNet and a dataset DIPS

• My thoughts

• Paper is well written, easy to read

• Computation cost for random rotation in train and test?

• Overlap of DIPS train and DB 5-test?

Conclusion


