
>>Entry Name: 1,3,5-Pentanetricarboxylic acid, 9CI
Synonym(s): 4-Carboxypimelic acid. Octric acid

CAS Registry Number: 6940-58-5
HOOCCH2CH2CH(COOH)CH2CH2COOH

Molecular Formula: C8H12O6

Molecular Weight: 204.179
Accurate Mass: 204.06339
Percentage Composition: C 47.06%; H 5.92%; O 47.02%
Physical Description: Cryst. (Me2CO/CHCl3 or Et2O)

Melting Point:Mp 116-118. Mp 208
pKa Value: pKa1 3.99; pKa2 4.88; pKa3 5.63 (25)

Rare Chemicals Library: S41966-4

>>Derivative: Tri-Me ester

CAS Registry Number: 5464-63-1
Molecular Formula: C11H18O6

Molecular Weight: 246.26
Accurate Mass: 246.11034
Percentage Composition: C 53.65%; H 7.37%; O 38.98%
Physical Description: Oil

Boiling Point: Bp12 162

>>Derivative: Tri-Et ester

CAS Registry Number: 63579-89-5
Molecular Formula: C14H24O6

Molecular Weight: 288.34
Accurate Mass: 288.15729
Percentage Composition: C 58.32%; H 8.39%; O 33.29%
Physical Description: Oil

Boiling Point: Bp0.001 120

>>Derivative: Trinitrile

CAS Registry Number: 4379-04-8
Molecular Formula: C8H9N3

Molecular Weight: 147.179
Accurate Mass: 147.079647
Percentage Composition: C 65.29%; H 6.16%; N 28.55%
Physical Description: Oil

Boiling Point: Bp0.5 190

>>Derivative: 1,3-Anhydride
Synonym(s): Tetrahydro-2,6-dioxo-2H-pyran-3-propanoic acid, 9CI

CAS Registry Number: 40550-18-3
Molecular Formula: C8H10O5

Molecular Weight: 186.164
Accurate Mass: 186.052825
Percentage Composition: C 51.61%; H 5.41%; O 42.97%
Physical Description: Cryst.

Melting Point:Mp 104
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