
>>Entry Name: Aprepitant, INN
Synonym(s): 5-[[2-[1-[3,5-Bis(trifluoromethyl)phenyl]ethoxy]-3-(4-fluorophenyl)-4-morpholinyl]methyl]-1,2-dihydro-3H-1,2,4-triazol-3-one, 9CI. MK 869. L 754030
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Related CAS Registry Numbers(s): 170902-81-5 172822-28-5 172822-29-6

Molecular Formula: C23H21F7N4O3

Molecular Weight: 534.433
Accurate Mass: 534.150187
Percentage Composition: C 51.69%; H 3.96%; F 24.88%; N 10.48%; O 8.98%
Biological Use/Importance: Tachykinin NK-1 receptor antagonist. Inhibits cisplatin-induced emesis. Antiemetic in chemotherapy-induced emesis. Antidepressant. Used in the
treatment of psychiatric conditions

>>Variant: (1'R,2R,3S)-form

CAS Registry Number: 170729-80-3
Molecular Formula: C23H21F7N4O3

Molecular Weight: 534.433
Accurate Mass: 534.150187
Percentage Composition: C 51.69%; H 3.96%; F 24.88%; N 10.48%; O 8.98%

Melting Point:Mp 244-245
Optical Rotation: []D +68.1 (c, 0.6 in MeOH)
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