
>>Entry Name: 1,4,7,10-Tetraazacyclododecane-1,4,7,10-tetraacetic acid, 9CI
Synonym(s): DOTA

HOOC COOH

N N

N N

HOOC COOH

CAS Registry Number: 60239-18-1
Related CAS Registry Numbers(s): 60239-19-2

Molecular Formula: C16H28N4O8

Molecular Weight: 404.419
Accurate Mass: 404.190716
Percentage Composition: C 47.52%; H 6.98%; N 13.85%; O 31.65%
Use/Importance: Complexing agent

pKa Value: pKa1 4.41; pKa2 4.54; pKa3 9.73; pKa4 11.36 (20, 0.1M KCl aq.)
Other Data: Ir 1715 cm–1

>>Derivative: Hydrochloride (1:3)

CAS Registry Number: 60239-19-2

Melting Point:Mp 222 dec.

>>Derivative: Gd(III) complex
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