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In January 2012 we held an invited workshop (hackathon) and sympos ium to inves tigate and formalise the use of semantics  in

phys ical s c iences  (“Semantic  P hys ical Sc ience” or “SPS”). A lthough the primary concentration is  on phys ical, ins trumental and

computational chemis try, many of the princ iples  and tools  relate to other sc iences  rich in numeric  data. The primary

technologies  are based on chemical markup language (C ML) and, very recently, MathML, and we show that it is  poss ible to

c reate fully semantic  dec larative sc ientific  objec ts . The papers  in this  series  represent the outputs  of a number of leading groups

e.g. C SIRO , PNNL, STFC , Kitware, IUC r, the Blue O belisk and the Unilever C entre for Molecular Sc ience Informatics  (who

hos ted the meeting.) The papers  will be published by the journal asynchronous ly involving the normal process  of peer-review.

The papers  in this  series  represent the outputs  of a number of leading groups  e.g. C SIRO , PNNL, STFC , Kitware, IUC r, the Blue

O belisk and the Unilever C entre for Molecular Sc ience Informatics  (who hos ted the meeting.) The papers  will be published by the

journal asynchronous ly involving the normal process  of peer-review.

We thank the EPSRC  for a "P athways  to Impac t" award which funded the workshop and also the C ambridge-related artic le

process ing charges .

Readers  should also consult our earlier thematic  series , "V is ions  of a Semantic  Molecular Future", which laid the groundwork las t

year for much of the bas is  of the workshop.

Editor’s summary 

Graphical abstract

Graphical abstract

http://www.jcheminf.com/
http://www.jcheminf.com/content/5/1/25/abstract
http://www.jcheminf.com/content/5/1/25
http://www.jcheminf.com/content/pdf/1758-2946-5-25.pdf
http://www.jcheminf.com/content/epub/1758-2946-5-25.epub
http://www.jcheminf.com/pubmed/23705910
http://www.jcheminf.com/content/5/1/6/abstract
http://www.jcheminf.com/content/5/1/6
http://www.jcheminf.com/content/pdf/1758-2946-5-6.pdf
http://www.jcheminf.com/pubmed/23343381
http://www.jcheminf.com/about/access
http://www.chemistrycentral.com/about/mostviewed
http://www.jcheminf.com/content/5/1/25
http://www.jcheminf.com/about/access
http://www.chemistrycentral.com/about/mostviewed
http://www.jcheminf.com/content/5/1/6
http://www.jcheminf.com/series/semantic_physical_science_2012#
http://www.jcheminf.com/series/semantic_physical_science_2012
http://www.jcheminf.com/series/semantic_physical_science_2012


8/10/13 Journal of Cheminformatics |  Article collections |  Semantic physical science

www.jcheminf.com/series/semantic_physical_science_2012 2/2

A bstrac t | Full text | PDF | P ubMed

A bstrac t | Full text | PDF | P ubMed | |

A bs trac t | Full text | PDF | P ubMed | C ited on BioMed C entral

A bs trac t | Full text | PDF | P ubMed

Research article   
Applied and implied semantics in crystallographic publishing
Brian McMahon
Journal of Cheminformatics  2012, 4:19  (30  A ugus t 2012)

Software    
Avogadro: an advanced semantic chemical editor, visualization, and analysis platform
Marcus  D Hanwell, Donald E  C urtis , David C  Lonie, T im V andermeersch, Eva Zurek, Geoffrey R Hutchison
Journal of Cheminformatics  2012, 4:17  (13  A ugus t 2012)

Database    
The semantics of  Chemical Markup Language (CML) for computational chemistry : CompChem
Weerapong Phadungsukanan, Markus  Kraft, Joe A  Townsend, P eter Murray-Rus t
Journal of Cheminformatics  2012, 4:15  (7  A ugus t 2012)

Editorial   
Semantic physical science
Peter Murray-Rus t, Henry S Rzepa
Journal of Cheminformatics  2012, 4:14  (3  A ugus t 2012)

Editor’s summary Graphical abstract

http://www.jcheminf.com/content/4/1/19/abstract
http://www.jcheminf.com/content/4/1/19
http://www.jcheminf.com/content/pdf/1758-2946-4-19.pdf
http://www.jcheminf.com/pubmed/22932420
http://www.jcheminf.com/content/4/1/17/abstract
http://www.jcheminf.com/content/4/1/17
http://www.jcheminf.com/content/pdf/1758-2946-4-17.pdf
http://www.jcheminf.com/pubmed/22889332
http://www.jcheminf.com/content/4/1/15/abstract
http://www.jcheminf.com/content/4/1/15
http://www.jcheminf.com/content/pdf/1758-2946-4-15.pdf
http://www.jcheminf.com/pubmed/22870956
http://www.jcheminf.com/content/4/1/15/about#citations-biomedcentral
http://www.jcheminf.com/content/4/1/14/abstract
http://www.jcheminf.com/content/4/1/14
http://www.jcheminf.com/content/pdf/1758-2946-4-14.pdf
http://www.jcheminf.com/pubmed/22856527
http://www.jcheminf.com/about/access
http://www.jcheminf.com/content/4/1/19
http://www.jcheminf.com/about/access
http://www.chemistrycentral.com/about/mostviewed
http://www.jcheminf.com/content/4/1/17
http://www.jcheminf.com/about/access
http://www.chemistrycentral.com/about/mostviewed
http://www.jcheminf.com/content/4/1/15
http://www.jcheminf.com/about/access
http://www.jcheminf.com/content/4/1/14
http://www.jcheminf.com/series/semantic_physical_science_2012#
http://www.jcheminf.com/series/semantic_physical_science_2012

