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SIMCOMP is an efficient algorithm for comparing two chemical compounds, where the 1 *ﬁ *ﬁ? N
is treated as a 2D graph consisting of atoms as vertices and covalent bonds as edges. It u 7 EI 7 7 -l-\ S I MCOMP 0) 1':
algorithm to solve the maximal common subgraphs of two graphs. Here, maximal comm \\ N LN
two graphs can be found by searching for maximal cligues in the association graph, and ‘J # / 7 7 7 7 0) 1’Eﬁk_ 7 l ;ﬁ é E& E d
introduced heuristics to accelerate the cligue finding. (see reference} —_ — L
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SIMCOMP provides the atom alignments between two chemical compound graphs, then

calculate the similarity of two chemical compounds by counting the number of matched ﬁﬁE §E J: L} %I‘J‘I O{g@%gﬂ: é %Iﬁl L/ '/': o
atom alignments.(see reference} _ _ .
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For all calculations in SIMCOMP, the KEGG Atom Types are Comparend Dsts Search Rasuit
needed as a representation of atoms to detect e sren(F Y
biochemically meaningful features. The KEGG Atom Types

are based on the concept of functional groups in \1;% *ﬁi > = 3E5'c1
chemistry, and 68 atom types (vertex types} have been 7 EI 7 7 ‘L\ SUBCOMP 0) iH:
defined for carbon, nitrogen, oxygen, and other atomic % é

species with different environments. — E [] [ m gy l:lll.-\ ﬂﬁk Z ﬂKIE

The current version of GenomeMNet structural search KEGG AtOm Type '\ J: é jj_aaaiid) uru\ngko

provides the availabilities for MDL/Mol file format and
SMILES format. When those formats are input, they will

be;ra:srormed intc;KCF :;mats internally. Example of searcr _#. J— I\“*ﬁi bl_ | nkDB*ﬁi l *ﬁ ﬂ:ll = *E E *IJ%
KCF format and KEGG Atom Types ITH5-HDAEE 'd: REMRET

KCF (KEGG Chemical Function) format is a format of chemical objects like chemical COM sy sy
structures, and reactant pairs, which has been defined by KEGG. In particular case of chemical v
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