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Chemistry in metabolic pathways



So, what IDs are used in WikiPathways?



Continues Integration with Jenkins



Strigolactones (in Wikipedia)



Strigolactones (in Wikipedia and Wikidata?)



Wikidata / Scholia

2019: 10.3897/rio.5.e35820
2017: 10.6084/m9.figshare.6356027.v1



Wikidata / Scholia



Examples: OECD Sections and tests



Scholia: JRC representative industrial nanomaterials



The LIPID MAPS hierarchy (in Wikidata)

w.wiki/3a3



w.wiki/3nc



In which species is this lipid found?

w.wiki/3no





ShEx validation: E46 → chemical element



Workhorse: Bioclipse scripts

10.1186/1471-2105-8-59, 
10.1186/1471-2105-10-397 



Bacting: Bioclipse on the command line

https://github.com/egonw/bacting
https://github.com/egonw/ons-wikidata

● Wikicite/findConcepts.groovy
● Wikidata/createWDitemsFromSMILES.groovy
● LipidMaps/classifyLipids.groovy
● ExtIdentifiers/comptox.groovy
● MeltingPoints/createQuickStatements.groovy
● ...





Wikidata Quickstatements v1

Dr. Magnus Manske
Sanger Institute

      CREATE

      LAST      P31     Q70717002
      LAST      P31     Q11173
      LAST      Den     "chemical compound"
      LAST      P2017 "OCC(CO)NC(=O)[C@@H](O)[C@@H](O)[C@H]1[C@..."
      LAST      P274   "C₁₆H₂₂N₂O₇"
      LAST      P234    "1S/C16H22N2O7/c1-8-12(13(22)14(23)15(24)17-9(6-..."
      LAST      P235    "XXWREFOKTUTPHF-ISTUKMMPSA-N"



Wikidata Quickstatements v2

Dr. Magnus Manske
Sanger Institute

qid,P921,#
Q26801490,Q70828631,Activities and Effects of Ergot Alkaloids on ...
Q28082319,Q70828631,Diversification of ergot alkaloids in natural and ...
Q28214648,Q70828631,Biotechnology and genetics of ergot alkaloids
Q28276288,Q70828631,Ergot alkaloids--biology and molecular biology
Q28287164,Q70828631,Occurrence of peptide and clavine ergot alkaloids …
...



Jenkins for Wikidata quality control



ChemCuration example: InChIKeys



Wikidata in PubChem (ongoing)



Wikidata in PubChem (ongoing)



Wikidata in PubChem (ongoing)



Poster

https://doi.org/10.6084/m9.figshare.6356027.v1

https://doi.org/10.6084/m9.figshare.6356027.v1
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