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Orphan metabolites
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proteins and nucleic acics but also small chemical compounds. Here we present an afficient
algorithm for compzring two chemical structures of compounds, where the chemical ...
SlMx 112 - B-24/(—Fay

Atom alignment of the molecular graphs

0
OH
H.C e O
HO oH || EERTT e

C03589 coonozz

reactions
I Kolera, Y Okuno, M Hattori, S Golo, M ... - J. Am. Chem. ..., 2004 - ACS Publications
The EC (Enzyme Commission) numbers represent a hierarchical classification of enzymatic
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Masaaki Kotera, Andrew G. McDonald, Sinead Boyce, Keith F.
Tipton. Eliciting Possible Reaction Equations and Metabolic
Pathways Involving Orphan Metabolites. J. Chem. Inf. Model. 2008,
48(12):2335-2349.
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C01216 = C00011 + C04272

CO1216 = C00022 + CO0116

C00007 + C02480 = CO0011 + C04272
C00007 + C02480 = £00022 + C00116
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C00011 + 04272 = C00022 + CO011l6
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