>>Entry Name: 4,4'-Ethynediylbisbenzoic acid, oCl
Synonym(s): 4,4"-Tolandicarboxylic acid

CAS Registry Number: 16819-43-5
Structure by analogy with 2,2'-Ethynediylbisbenzoic acid, NVF97-1

Molecular Formula: C;¢H ;04

Molecular Weight: 266.253

Accurate Mass: 266.05791

Percentage Composition: C 72.18%; H 3.79%; O 24.04%
Melting Point: Mp 398-402°

>>Derivative: Di-Me ester

CAS Registry Number: 16882-08-9

Molecular Formula: C;gH ;4,04

Molecular Weight: 294.306

Accurate Mass: 294.08921

Percentage Composition: C 73.46%; H 4.79%; O 21.75%
Physical Description: Cryst.

Melting Point: Mp 226-227°

>>Derivative: Di-Et ester

CAS Registry Number: 83536-13-4

Molecular Formula: C,oH ;30,4

Molecular Weight: 322.36

Accurate Mass: 322.12051

Percentage Composition: C 74.52%; H 5.63%; O 19.85%
Physical Description: Cryst.

Melting Point: Mp 148-149°

>>Derivative: Dichloride

CAS Registry Number: 16819-44-6

Molecular Formula: C;sHgCl,0,

Molecular Weight: 303.143

Accurate Mass: 301.990134

Percentage Composition: C 63.39%; H 2.66%; C123.39%; O 10.56%
Physical Description: Cryst. (CHClz/hexane)

Melting Point: Mp 143-146°

>>Derivative: Dinitrile

CAS Registry Number: 5216-36-4

Molecular Formula: C,cHgN,

Molecular Weight: 228.253

Accurate Mass: 228.068748

Percentage Composition: C 84.19%; H 3.53%; N 12.27%
Physical Description: Cryst. (AcOH)

Melting Point: Mp 249-252°
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