
>>Entry Name: 3-(4-Nitrophenyl)propanoic acid
Synonym(s): 4-Nitrobenzenepropanoic acid, 9CI. 3-(p-Nitrophenyl)propionic acid, 8CI. p-Nitrohydrocinnamic acid

CAS Registry Number: 16642-79-8

Molecular Formula: C9H9NO4

Molecular Weight: 195.174
Accurate Mass: 195.053159
Percentage Composition: C 55.39%; H 4.65%; N 7.18%; O 32.79%
Physical Description: Needles (H2O)

Melting Point:Mp 163-164
pKa Value: pKa1 4.54 (25)

>>Derivative: Et ester

CAS Registry Number: 7116-34-9
Molecular Formula: C11H13NO4

Molecular Weight: 223.228
Accurate Mass: 223.084459
Percentage Composition: C 59.19%; H 5.87%; N 6.27%; O 28.67%
Physical Description: Cryst. (EtOH)

Melting Point:Mp 33-34

>>Derivative: Amide

CAS Registry Number: 98953-18-5
Molecular Formula: C9H10N2O3

Molecular Weight: 194.19
Accurate Mass: 194.069143
Percentage Composition: C 55.67%; H 5.19%; N 14.43%; O 24.72%
Physical Description: Needles (H2O)

Melting Point:Mp 174-175

>>Derivative: Nitrile
Synonym(s): 1-Cyano-2-(4-nitrophenyl)ethane

CAS Registry Number: 53563-09-0
Molecular Formula: C9H8N2O2

Molecular Weight: 176.174
Accurate Mass: 176.058578
Percentage Composition: C 61.36%; H 4.58%; N 15.90%; O 18.16%
Physical Description: Cryst.

Melting Point:Mp 79
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