>>Entry Name: Sitafloxacin, INN
Synonym(s): 7-(7-Amino-5-azaspiro[2.4]hept-5-yl)-8-chloro-6-fluoro-1-(2-fluorocyclopropyl)-1,4-dihydro-4-oxo-3-quinolinecarboxylic acid, 9cl. DU 6859
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(1R,28,7'S)-form

Molecular Formula: C;oH;gCIF,N;04

Molecular Weight: 409.819

Accurate Mass: 409.100475

Percentage Composition: C 55.69%; H 4.43%; C1 8.65%; F 9.27%; N 10.25%; O 11.71%
Biological Use/Importance: Antibacterial agent

>>Variant: (1R,2S,7'S)-form

CAS Registry Number: 127254-12-0

Molecular Formula: C;oH;gCIF,N;04

Molecular Weight: 409.819

Accurate Mass: 409.100475

Percentage Composition: C 55.69%; H 4.43%; C1 8.65%; F 9.27%; N 10.25%; O 11.71%
Physical Description: Cryst. (EtOH)

Melting Point: Mp 225° (dec.)

Optical Rotation: [o]p —199.9 (1M NaOH)

Other Data: Pharmacol. active isomer

>>Variant: (1R,2S,7'R)-form

CAS Registry Number: 127254-10-8

Molecular Formula: C;oH;gCIF,N;04

Molecular Weight: 409.819

Accurate Mass: 409.100475

Percentage Composition: C 55.69%; H 4.43%; C1 8.65%; F 9.27%; N 10.25%; O 11.71%
Melting Point: Mp 121-127°

Optical Rotation: [o]p —21.2 (1M NaOH)

>>Variant: (15,2R,7'R)-form

CAS Registry Number: 127199-06-8

Molecular Formula: C;oH;gCIF,N;04

Molecular Weight: 409.819

Accurate Mass: 409.100475

Percentage Composition: C 55.69%; H 4.43%; C1 8.65%; F 9.27%; N 10.25%; O 11.71%
Melting Point: Mp 126-160° (dec.)

Optical Rotation: [o]p +186.8 (1M NaOH)

>>Variant: (15,2R,7'S)-form

CAS Registry Number: 127254-11-9

Molecular Formula: C;oH;gCIF,N;04

Molecular Weight: 409.819

Accurate Mass: 409.100475

Percentage Composition: C 55.69%; H 4.43%; C1 8.65%; F 9.27%; N 10.25%; O 11.71%
Melting Point: Mp 123-128°

Optical Rotation: [o]p +21.5 (1M NaOH)
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