
>>Entry Name: Isocyanatoacetic acid, 9CI
Synonym(s): Carbonylglycine

CAS Registry Number: 65461-92-9
OCNCH2COOH

Molecular Formula: C3H3NO3

Molecular Weight: 101.062
Accurate Mass: 101.011294
Percentage Composition: C 35.65%; H 2.99%; N 13.86%; O 47.49%

>>Derivative:Me ester

CAS Registry Number: 30988-17-1
Molecular Formula: C4H5NO3

Molecular Weight: 115.088
Accurate Mass: 115.026944
Percentage Composition: C 41.75%; H 4.38%; N 12.17%; O 41.71%
Physical Description: Liq.

Boiling Point: Bp19 73

>>Derivative: Et ester

CAS Registry Number: 2949-22-6
Molecular Formula: C5H7NO3

Molecular Weight: 129.115
Accurate Mass: 129.042594
Percentage Composition: C 46.51%; H 5.46%; N 10.85%; O 37.17%
Physical Description: Liq.

Boiling Point: Bp11 67-68
Refractive Index: n20D 1.4220
Aldrich: 23862-7
Fluka: 58808

>>Derivative: Benzyl ester

Molecular Formula: C10H9NO3

Molecular Weight: 191.186
Accurate Mass: 191.058244
Percentage Composition: C 62.82%; H 4.74%; N 7.33%; O 25.11%

Boiling Point: Bp0.5 120

>>Derivative: Chloride

CAS Registry Number: 2185-10-6
Molecular Formula: C3H2ClNO2

Molecular Weight: 119.507
Accurate Mass: 118.977406
Percentage Composition: C 30.15%; H 1.69%; Cl 29.67%; N 11.72%; O 26.78%
Physical Description: Liq.

Boiling Point: Bp45 71-72

>>Derivative: Nitrile
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