
 
Isocytosine 
 
Product Number  I 2127 
Store at Room Temperature 
 
 
Product Description 
Molecular Formula:  C4H5N3O 
Molecular Weight:  111.1 
CAS Number:  108-53-2 
Melting Point:  275 °C 
λmax:  225 nm, 273 nm (0.1 N NaOH);  
215 nm, 257 nm (0.1 N HCl)1 
Extinction Coefficient:  EmM = 7.78 (225 nm),  
6.58 (273 nm) (0.1 N NaOH); 9.40 (215 nm),  
6.97 (257 nm) (0.1 N HCl)1 
Synonym:  2-amino-4-hydroxypyrimidine; iso-C 
 
Isocytosine (iso-C) is a structural isomer of the 
nucleobase cytosine, where the positions of the 
carbonyl and exocyclic amine groups are interchanged 
compared to cytosine.  A detailed study of the 
variations in extinction coefficient of iso-C with pH has 
been reported.2  The crystal structure of iso-C has 
been published.3  An investigation of the magnetic 
circular dichroism and circular dichroism spectra of 
iso-C and other nucleosides has been described.4 
 
Iso-C has been studied as a potential prebiotic 
compound formed during the early history of the 
earth.5  Iso-C can base pair in a Watson-Crick manner 
with the corresponding compound isoguanine, and the 
enzymatic incorporation of iso-C opposite isoguanine 
in oligonucleotides has been investigated.6  An NMR 
study of double-stranded oligonucleotides that contain 
iso-C has been published.7 
 
The synthesis of antiviral compounds that incorporate 
an iso-C moiety has been reported.8,9 
 
Precautions and Disclaimer 
For Laboratory Use Only.  Not for drug, household or 
other uses. 
 

Preparation Instructions 
This product is soluble in acetic acid (50 mg/ml), with 
heat as needed, yielding a clear, colorless solution. 
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Sigma brand products are sold through Sigma-Aldrich, Inc.
Sigma-Aldrich, Inc. warrants that its products conform to the information contained in this and other Sigma-Aldrich publications.  Purchaser

must determine the suitability of the product(s) for their particular use.  Additional terms and conditions may apply.  Please see reverse side of
the invoice or packing slip.


