
Product Specification

Product Name: Thymolphthalexone
Catalog Number: L10962.03

CAS Number: 1913-93-5
IUPAC Name: 2-[({3-[1-(3-{[(carboxylatomethyl)(carboxymethyl)azaniumyl]methyl}-4-hydroxy-2-methyl-

5-(propan-2-yl)phenyl)-3-oxo-1,3-dihydro-2-benzofuran-1-yl]-6-hydroxy-2-methyl-5-(prop
an-2-yl)phenyl}methyl)(carboxymethyl)azaniumyl]acetate

Molecular Formula: C38H44N2O12
Molecular Weight: 720.77
MDL Number: MFCD00001619
InChI Key: AGXCADFSYJNMEG-UHFFFAOYNA-N
SMILES: CC(C)C1=CC(=C(C)C(C[NH+](CC(O)=O)CC([O-])=O)=C1O)C1(OC(=O)C2=CC=CC=C12

)C1=CC(C(C)C)=C(O)C(C[NH+](CC(O)=O)CC([O-])=O)=C1C
Synonym: 2-[({3-[1-(3-{[(carboxylatomethyl)(carboxymethyl)ammonio]methyl}-4-hydroxy-5-isopropyl-2-methylphenyl)-3-oxo-2-benzofuran-1-yl]-6-hydroxy-5-isopropyl-2-methylphenyl}methyl)(carboxymethyl)ammonio]acetate

Product Specification

Appearance (Color): White to pale brown
Form: powder
Comment: Suitable for use as a complexiometric indicator
Color Change: Blue in alkaline solution
Elemental Analysis: Hydrogen 5.80 - 7.10% (Theory 6.153)
Elemental Analysis: Carbon 64.70-78.40% (Theory 63.323)
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