

    
      
          
            
  
Welcome to Read the Docs

This is an autogenerated index file.

Please create an index.rst or README.rst file with your own content
under the root (or /docs) directory in your repository.

If you want to use another markup, choose a different builder in your settings.
Check out our Getting Started Guide [https://docs.readthedocs.io/en/latest/getting_started.html] to become more
familiar with Read the Docs.
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Change Log

All notable changes to this project will be documented in this file, following the suggestions of Keep a CHANGELOG [http://keepachangelog.com/]. This project adheres to Semantic Versioning [http://semver.org/].


v0.1.0 - 2016-04-22


Added


	Initial release









v0.1.1 - 2016-06-02


Changed


	Find max in empty int array now returns -1. Added a test to do so.


	Refactored some of the code to remove repitition


	Added private to several class level variables







Added


	Added a new reduced encoder to produce the reduced format of the data.









v0.2.0 - 2016-06-03


Added


	mmtf-codec module - consolidating mmtf-encoder and mmtf-decoder


	org.rcsb.mmtf.codec package - with enums for encoding and decoding generic data


	NCS Operator information


	R-work and release date information


	Number models, number chains and number groups in the MMTF data


	Reduced format encoder


	Enums to define the different encoding strategy


	common-lang dependency


	OptionParser class to parse type, length and parameter from 12 byte header







Changed


	Codecs defined in 12 bytes at start of byte arrays. https://github.com/rcsb/mmtf/blob/master/spec.md#codecs


	Split lists are now recursive index encoded as single lists


	atomChargeList to formalChargeList


	xCoords -> xCoordList (and y,z and B-factors)







Removed


	mmtf-encoder and mmtf-decoder modules









v0.2.1 - 2016-06-15


Changed


	Bugfix for the Reduced encoder. Chain name list and chain id list are now transferred correctly.


	Update to the latest version of the dependencies


	Added package info for the codec project


	Improved docs and refactoring of test names









v0.2.2 - 2016-07-05


Changed


	Refactored the generation of Bioassemblies


	Refactored generateGroupMap to generateGroupList


	Update to the serialization module - only construct object mapper once







Added


	getBioassemblyName added to the API - return the BioassemblyName as a string.


	Tests for EncoderUtils









v1.0.0 - 2016-08-15


Changed


	Updated to the URL to the v1.0 version







Added


	API function to get a byte array from the URL









v1.0.1 - 2016-08-18


Changed


	Added saccharides to the reduced format












          

      

      

    

  

    
      
          
            
  [image: Build Status] [https://travis-ci.org/rcsb/mmtf-java]
[image: Coverage Status] [https://coveralls.io/github/rcsb/mmtf-java?branch=master]
[image: Dependency Status] [https://www.versioneye.com/user/projects/56feb8e5fcd19a0039f1553c]
[image: Version] [https://github.com/rcsb/mmtf-java/] ![License](http://img.shields.io/badge/license-Apache 2.0-blue.svg?style=flat) [https://github.com/rcsb/mmtf-java/blob/master/LICENSE.txt]
[image: Changelog] [https://github.com/rcsb/mmtf-java/blob/master/CHANGELOG.md]

The macromolecular transmission format (MMTF) is a binary encoding of biological structures.

This repository holds the Java API, encoding and decoding libraries. Along with a description of the data in the MMTF using Java data types.

The alpha release is available on Maven central.

        <dependency>
            <groupId>org.rcsb</groupId>
            <artifactId>mmtf-codec</artifactId>
            <version>1.0.1</version>
        </dependency>
        <dependency>
            <groupId>org.rcsb</groupId>
            <artifactId>mmtf-api</artifactId>
            <version>1.0.1</version>
        </dependency>





Quick getting started.


	Get the data for a PDB structure and print the number of chains:




StructureDataInterface dataInterface = new GenericDecoder(ReaderUtils.getDataFromUrl("4cup"));
System.out.println("PDB Code: "+dataInterface.getStructureId()+" has "+dataInterface.getNumChains()+" chains");






	Show the charge information for the first group:




System.out.println("Group name: "+dataInterface.getGroupName(0)+" has the following atomic charges: "+dataInterface.getGroupAtomCharges(0));






	Show how many bioassemblies it has:




System.out.println("PDB Code: "+dataInterface.getStructureId()+" has "+dataInterface.getNumBioassemblies()+" bioassemblies");
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