>>Entry Name: 16,17,21-Trihydroxypregna-1,4,9(11)-triene-3,20-dione, 9CI

Molecular Formula: C, H,405

Molecular Weight: 358.433

Accurate Mass: 358.178025

Percentage Composition: C 70.37%; H 7.31%; O 22.32%

>>Variant: (16a,1700H)-form

CAS Registry Number: 39672-76-9

Molecular Formula: C,H,405

Molecular Weight: 358.433

Accurate Mass: 358.178025

Percentage Composition: C 70.37%; H 7.31%; O 22.32%

Source/Synthesis: Obt. by incubation of 3j3,21-diacetoxy-16a.,17-dihydroxy-5Sa-pregn-9(11)-en-20-one with Bacterium havaniensis
Physical Description: Cryst. (Me,CO/petrol)

Optical Rotation: [o]5+8.6 (c, 1 in CHCLy)

>>Derivative: 21-Ac

CAS Registry Number: 77017-20-0

Molecular Formula: C,3H,304

Molecular Weight: 400.471

Accurate Mass: 400.18859

Percentage Composition: C 68.98%; H 7.05%; O 23.97%
Physical Description: Cryst. (Me,CO/petrol)

Melting Point: Mp 213-215°

Optical Rotation: [a]2D5+3.9 (c, 1 in MeOH)

>>Derivative: 16,21-Di-Ac

Molecular Formula: C,5H;,05

Molecular Weight: 442.508

Accurate Mass: 442.199155

Percentage Composition: C 67.86%; H 6.83%; O 25.31%
Physical Description: Needles (Me,CO/petrol)

Melting Point: Mp 200-201°

Optical Rotation: [a]2D572.9 (c, 1 in MeOH)
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