PubChem subproject
http://dice.nims.go.jp/ontology/mdr-xafs-ont/Subproject#toPubChem

As discussed in
http://dice-internal.nims.go.jp/ontology/about.html#mdr-xafs-ont
we defined namespace of MDR XAFS DB (https://doi.org/10.48505/nims.1447) to work

with external data and to enable advanced searching. Here, we introduce the toPubChem

subproject, which utilizes that namespace.

The aim of this subproject is to add chemical information to XAFS spectral data by linking the
MDR XAFS DB with the external database PubChem. An instance level Resource Description
Framework (RDF) schema to realize this aim is shown below. This example shows the RDF
linkage for Silver(I) sulfadiazine in the MDR XAFS DB, when the molecular weight in
PubChem is used in the linkage.
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The material ID defined in the MDR XAFS DB (wd:Q1298 in this example) is mapped to the
Compound ID in the PubChem RDF (compound:CID441244 in this example) using
skos:closeMatch.

Once we are in the PubChem RDF schema
https://pubchemdocs.ncbi.nlm.nih.gov/rdf# 1-3

we can use the 23 descriptors, including the molecular weights shown in this example, and
related information from that database.

The prefixes in this schema are as follows:

Prefix Name space

compound http://rdf.ncbi.nlm.nih.gov/pubchem/compound/
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descry http://rdf.ncbi.nim.nih.gov/pubchem/descriptor/

mdr http://dice.nims.go.jp/ontology/mdr-ont#

obo http://purl.obolibrary.org/obo/

prism http://prismstandard.org/namespaces/1.2/basic/
rdf http://www.w3.0rg/1999/02/22-rdf-syntax-ns#

rdfs http://www.w3.0rg/2000/01/rdf-schema#

sio http://semanticscience.org/resource/

skos http://www.w3.0rg/2004/02/skos/core#

uo http://purl.obolibrary.org/obo/

wd http://dice.nims.go.jp/ontology/mdr-xafs-ont/ltem#
xsd http://www.w3.0rg/2001/XMLSchema#

The published RDF files in ttl format according to this schema are as follows:

File name Version | Triples | Description

Open_RDF_toPubChem.t | 0.1 55 An RDF set for link to PubChem sub-

tl project, Definition of semantic links
between materials measured in MDR
XAFS DB and PubChem compound
ID.

Open_RDF_MdrWork.ttl | 0.1 13,051 | An RDF set for On Top of Single Figure

(OTSF) project, Definition of works in
MDR.

SPARQL examples linked to PubChem can be found in the following file.

query_PubChem.txt
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Prefix Name space

compound http://rdf.ncbi.nlm.nih.gov/pubchem/compound/

descr http://rdf.ncbi.nim.nih.gov/pubchem/descriptor/
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Open_RDF_toPubChem | 0.1 55 An RDF set for link to PubChem

.ttl sub-project, Definition of
semantic links between materials
measured in MDR XAFS DB and
PubChem compound ID.

Open_RDF_MdrWork.tt | 0.1 13,051 An RDF set for On Top of Single

1

Figure (OTSF) project, Definition
of works in MDR.
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