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Objectives: Develop a computer algorithm to produce unique label — Chemical Identifier (InChl)
Create Open Source, non-propriety ldentifier Used in printed and electronic source
Enable easier linking to diverse data and information compilations; Not a replacement for any existing internal structure representations

InChl Trust Board of JUPAC

Directors InChl for Polymers

1 - support for chemical elements numbers 113-118;
2 - experimental support of InChl/InChlKey for simple source-based, poly(caprolactam)
regular single-strand polymers;
3 - Experimental support of large molecules containing —
up to 32767 atoms;

% O
N
4 - Ability to read necessary for large molecule input UPAC Division VIl InCh 4
files in Molfile V3000 format;

5 - Provisional support for extended features of Molfile Subcommittee and

v3000; CPCDS
6 - Significant updating of the InChl API Library; in

parti.culfar, a novel APl procedure for direct conversion of INChl=1B/C6H11NO/c8-6-4-2-1-3-5-7-6/h1-5H2,(H,7,8)/2200-1-
Molfile input to InChl and a new set of APl procedures q

for both low and high-level operations (InChl extensible InChlKey=JBKVHLHDHHXQEQ-ZMQGHSLKBA-N

mter.fac.e., IXA); L . _ structure-based representation
7 - Significant modification of the source code in order PFOJeCt

;c-ci)b?;\rs;re multi-thread execution safety of the InChl InChl Trust Director

I
8 - Several minor bug fixes/changes; Members (Part-time) , /N\/vm H}\_

9 - Several convenience options added to the inchi-1
InChl=1B/C6H11NO/c8-6-4-2-1-3-5-7-6/h1-5H2,(H,7,8)/2101-1-

maon

executable.

Central InChl 8(1,2,1,3,2,4,3,5,4,6,5,7)
Large Databases with InChis/InChlKeys Computer InChIKey=JBKVHLHDHHXQEQ-DZWZRWJOBA-N

Users d singl | :
EBl UniChem — 144 million and single monomer, caprolactam:
NIH/NCI — 110 million .
NIH/PubChem - 91 million (68 million online) Administrat Develonment T~
RSC/ChemSpider — 34 million MINISHAtive | P ( j
Elsevier/Reaxys — 30 million Support and Maintenance
IUPAC — 0 million (Part time) Programmers InChl=1S/C6H11NO/c8-6-4-2-1-3-5-7-6/h1-5H2,(H,7,8)

(Part-time) InChIKey=JBKVHLHDHHXQEQ-UHFFFAOYSA-N
They have the same first part of InChl and 1st block of
http://www.Inchi-trust.org InChiKey!
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