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MOL2CELL Project 
•  Funded by MRC/BBSRC – Oct 2014-Sep 2017 

•  Two scientific programmers (currently three) 

•  Goals 

•  EMPIAR building 

•  Volume-browser tool 

•  Segmentation-annotation tool 

http://www.ebi.ac.uk/pdbe/about/news/big-picture-3d-structure-molecules-cells 

Annotated segmentations enable: 
• Integrated 2D/3D browsing 
• Future: automated fitting of new 
structures as PDB and EMDB grow 



The Moving Parts 

•  Segmentation File Format: EMDB-SFF  
•  Schema on CCPForge: http://bit.ly/2oEawxW  
•  Community-driven 
•  Formats: XML (.sff), HDF5 (.hff), JSON (.json) 

•  Toolkits: (sfftk and sfftk+)  
•  sfftk: conversion to and annotation of EMDB-SFF files 
•  sfftk+: conversion to and pushing of ROIs to OMERO 
•  sfftk source on CCPForge: http://bit.ly/2oQnvxd 

•  Segmentation Annotation Tool (SAT) 
•  Web-based annotation of EMDB-SFF files 
•  Uses EBI’s Ontology Lookup Service (OLS) 
•  In development 
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Current AS-SFFs: 
•  Segger (.seg) 
•  IMOD (.mod) 
•  Amira HxSurf (.surf) 
•  Amira Mesh (.am) 
•  CCP4 masks (.map) 
•  STL (.stl) 
•  Subtomogram averages (PEET, Dynamo, IMOD) 
•  IMARIS 
•  SuRVoS 

http://bit.ly/2oQnvxd 
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Volume Browser 



Help! 

•  Challenges 
•  Very large files with generated ROIs 

•  Hierarchical segmentations (X contains Y) 

•  Workshop session/unconference on ROIs 
•  Best practices in writing clients 

•  Efficiency pushing large volumes of data 

•  Working with ROI Folders (YouTube video not clear) 

•  Amira ® header and data streams package 
•  pip install ahds
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