
>>Entry Name: 4-Ethynylbenzoic acid, 9CI

CAS Registry Number: 10602-00-3
Structure by analogy with 2-Ethynylbenzoic acid, HXB04-K

Molecular Formula: C9H6O2

Molecular Weight: 146.145
Accurate Mass: 146.03678
Percentage Composition: C 73.97%; H 4.14%; O 21.90%
Physical Description: Cryst. (MeOH)

Melting Point:Mp 224-225
Other Data: Darkens rapidly on exp. to air

>>Derivative:Me ester

CAS Registry Number: 3034-86-4
Molecular Formula: C10H8O2

Molecular Weight: 160.172
Accurate Mass: 160.05243
Percentage Composition: C 74.99%; H 5.03%; O 19.98%
Physical Description: Cryst.

Melting Point:Mp 92.5-93.5

>>Derivative: Et ester

CAS Registry Number: 10602-03-6
Molecular Formula: C11H10O2

Molecular Weight: 174.199
Accurate Mass: 174.06808
Percentage Composition: C 75.84%; H 5.79%; O 18.37%
Physical Description: Oil

>>Derivative: Chloride

CAS Registry Number: 62480-31-3
Molecular Formula: C9H5ClO
Molecular Weight: 164.591
Accurate Mass: 164.002892
Percentage Composition: C 65.68%; H 3.06%; Cl 21.54%; O 9.72%
Physical Description: Yellow cryst.

Melting Point:Mp 78-79

>>Derivative: Nitrile

CAS Registry Number: 3032-96-0
Molecular Formula: C9H5N
Molecular Weight: 127.145
Accurate Mass: 127.042199
Percentage Composition: C 85.02%; H 3.96%; N 11.02%
Physical Description: Solid

Melting Point:Mp 156-157
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