>>Entry Name: N-[4-[[S-(Dimethylamino)-2,3,4,5-tetrahydro-1H-1-benzazepin-1-yl]carbonyl]|phenyl]-2-methylbenzamide, 9C|

Synonym(s): OPC 31260
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CAS Registry Number: 137975-06-5
Related CAS Registry Numbers(s): 138470-70-9 157378-41-1 157378-42-2
Type of Compound Code(s): XA7175

Molecular Formula: C,;H,9N5;0,

Molecular Weight: 427.545

Accurate Mass: 427.225977

Percentage Composition: C 75.85%; H 6.84%; N 9.83%; O 7.48%

Biological Use/Importance: Vasopressin V, receptor antagonist. Aquaretic agent

>>Variant: (+)-form

Molecular Formula: C,;H,9N>0,

Molecular Weight: 427.545

Accurate Mass: 427.225977

Percentage Composition: C 75.85%; H 6.84%; N 9.83%; O 7.48%
Other Data: Absolute config. not detd.

>>Derivative: Hydrochloride

CAS Registry Number: 138470-68-5

Physical Description: Amorph. solid

Optical Rotation: [oc]]235+234 (c, 0.2 in MeOH)

Other Data: Opt. rotation as reported in patent, prob. a misprint for +23.4

>>Variant: (-)-form

Molecular Formula: C,;H,9N;0,

Molecular Weight: 427.545

Accurate Mass: 427.225977

Percentage Composition: C 75.85%; H 6.84%; N 9.83%; O 7.48%

>>Derivative: Hydrochloride

CAS Registry Number: 138470-69-6
Physical Description: Amorph. solid
Optical Rotation: [a]2D5723.1 (c, 0.2 in MeOH)

>>Variant: (+)-form

CAS Registry Number: 137976-84-2

Molecular Formula: C,;H,9N;0,

Molecular Weight: 427.545

Accurate Mass: 427.225977

Percentage Composition: C 75.85%; H 6.84%; N 9.83%; O 7.48%
Physical Description: Prisms (EtOH)

Melting Point: Mp 207-208°
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