
>>Entry Name: 4'-Fluoro-4-biphenylcarboxylic acid
Synonym(s): 4-(4-Fluorophenyl)benzoic acid

CAS Registry Number: 5731-10-2
Structure by analogy with 2'-Fluoro-2-biphenylcarboxylic acid, BJW43-O

Molecular Formula: C13H9FO2

Molecular Weight: 216.211
Accurate Mass: 216.058658
Percentage Composition: C 72.22%; H 4.20%; F 8.79%; O 14.80%
Physical Description: Cryst. (EtOH aq.)

Melting Point:Mp 236-238
pKa Value: pKa 5.51 (20, 50% 2-butoxyethanol aq.)

>>Derivative:Me ester

Molecular Formula: C14H11FO2

Molecular Weight: 230.238
Accurate Mass: 230.074308
Percentage Composition: C 73.03%; H 4.82%; F 8.25%; O 13.90%
Physical Description: Plates (EtOH aq.)

Melting Point:Mp 98.5-99.5

>>Derivative: Nitrile
Synonym(s): 4-Cyano-4'-fluorobiphenyl

CAS Registry Number: 10540-31-5
Molecular Formula: C13H8FN
Molecular Weight: 197.211
Accurate Mass: 197.064077
Percentage Composition: C 79.18%; H 4.09%; F 9.63%; N 7.10%
Physical Description: Needles (EtOH aq.)

Melting Point:Mp 116-117
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