
 ibslib

 Calculation Reports

 Genarris Volume and Space Group Histograms

 Genarris Projection of potential energy surface sampling

 GAtor calculation report for monitoring calculation progress

 json

 geometry.in

 CIF, xyz, poscar, etc. 

 Pymatgen Structure

 ase Atoms

 Parallelized Analysis 
 Drivers using MPI 

 Motifs

 RSF descriptors

 Atomic neighborhoods

 RMSD

 Molecular Surfaces

 Batch FHI-aims 
 calculations

 Submit tens, hundreds, or thousands of 
 calculations

 Automatic collection of results

 Output

 Molecule and 
 Crystal Utilities

 Preprocessing molecular crystal structures 
 for analysis and visualization

 Calculate covalent bonds

 Calculate periodic intermolecular distances

 Find all unique dimers in periodic structures

 Find periodic bond chains in periodic 
 molecular crystal structures

 Output Structures as any accepted file type


