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Abstract We partly rearranged NIMS polymer database PoLyInfo in RDF, and demonstrated integration with Nikkaji and
Pubchem databases which are well used among organic chemists. The demonstration of data sharing through polymerization
path indicated feasibility of RDF in materials science, and so we investigated technical barriers involved in conventional
PoLylInfo prior to full-scale construction of “PoLyInfo RDF”. Although RDB (Relational Database) can be simply converted
into RDF in general, we revealed that symbolized column name in the PoLyInfo RDB tables and unnormalized data form in each
table were still technical issues. We discussed problems which we should to solve for the Linked Data and data-driven science
using PoLyInfo RDF.
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1. 5 DB ® VU v 7 ff#® RDF 7 — % (UniChem k)
1.1 LT —FR—RZBITFE BT T4Y web (PubChem HI2R) | WABH S, ®adM&ER (77—
DEX &~ — R ) H skos (Simple Knowledge Organization

System) # W T~y 7 Shi[4,5]. Bl ZI1E, A
{LEFEHK B J1.000.001G Ta-Z=F AR I~ )

T ERATLHIEEENELEEY T 4y
7 web DE ZNIEE I N TLE, web ERX D% %

- . . . i
#3|4 % W3C (World Wide Web Consortium) [1]0 5 &} Y A1 2 PubChem SID 272692933 “alpha
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OF, 77XV 5r—ay, 0¥, ala=T40ER
(skos:exactMatch has exact match) L, PubChem SID

BT 2 0EFLEFAOBEREE>TND.
2O 7 A4 7 4 7 X RDF ( Resource Description
Framework) Z H T & L CE 0 [2,3], [LF 08I
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T =R —=2 %M PRI L o TERSE, HROKAE
DL HFHEICHEA TS, BARAERN O E iEE
ELTEL< MmN A{LEED RDF 57— # [ HIL&E DO AR
f&® RDF 7 — % | & [ H{L&EED InChl ® RDF 7 — 4 |
2N 2015 FElABENn, ToBE T AL
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2 ID 2L CHEENICERY, HRsEFTEd L
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Pl E oA %88 A RDF /L &L TW5[3].
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DO MEE/ESFRIETHERTES) W) EEEFR
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4 [a] PoLyInfo I E N TWHLUFDO =FDKRY
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9D &7 vy 7r—FKL, 1.2 8iCEOE Mo fH
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ns1:rdfCU010001

ns 1:cipHas .
%&rizmw@a{hlﬂsz label ns2:label
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ns1:rdfJO000002
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1,375 T @
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Adition polymerization / ... @en

ns1:rdfplUPACStructureBased
Name

Polyethylene

1 PoLylnfo ® &V = F L >
(PoLyInfo 7R U =~ —ID P010001) =
AEBERORNY VLT 5T ERLE
RDF #3&5] L T ARC2[10]% X — X
LA —F Y —[11]Tor o7
L.

CU-Polyethylene @en-US

L& TR TR &% flio T—2l0F & Tt
# L TW5. PoLylnfo (I Al DO E 2 MR ET 5 &
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ELHDORETTERV.UTER 20T =7 MIZEE
HENTWS, ¥ 7/ IDM01007 2 1 DEAICET
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nsO:rdfpolymzInfo_PolymerReactionCondition
"Exposured to difluoromethylene generated by
pyrolysis of sodium chlorodifluoroacetate for 8min,
pyrolysis temp. 385C"
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MIARTFHICIET 2 THDHR, BT E S XD &
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TV %. PoLylnfo (Z#i#k STV %49 100 Fll o 4 i
A RT OIWCHAMOERITR 2LV, DBCLS
(Database Center for Life Science) THESEXI N T 5
WY 724> hr Y—UO0 (Units of measurement ontology)
TORE[N3]TH A= L &R WHEA (F 213 AR
ELTHEDLRTWD em¥/g) IR ERT HLENH
L. FREHMICRLT, FBROBWRESH LB Z T
Hil & 23 d % %12, PubChem RDF THA IR TW5
Ontology ( CHEMINF ) <%
Semanticscience Integrated Ontology (SIO) 72 & @ M:if
DAY b Y =W TT =D RDF bz iEn 2 2
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5.

Chemical Information
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