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CRYSTAL AND MOLECULAR STRUCTURE OF THE ANTIMALARIAL AGENT a-
(DIBUTYLAMINOMETHYL)-2,7-DICHLORO-9-(p-CHLOROBENZYLIDENE)-4-
FLUORENEMETHANOL(BENFLUMETOL)

JX Zhong; RX Deng; J Wang; QT Zhengand KF Jiao

Abstract:

The three-dimensional crystal and molecular structure of benflumetol(l), a-(dibutylaminomethyl)-2,7-
dichloro-9-(p-chlorobenzylidene)-4-fluorenemethanol, was determined by X-ray crystallography and
compared with the crystal structures of the cinchona alkaloids. The aromatic rings of fluorene-phenyl
system of benflumetol are twisted from each other by 52.8°. The torsion angle of N-C-C-O of

benflumetol is 47.6°. The intramolecular aliphatic N-O distance in benflumetol is 2.709A, which is close to

the N-O distance found in antimalarial cinchona alkaloids. Benflumetol contains an intramolecular
hydrogen bond between the aliphatic nitrogen and oxygen atoms, no intermolecular hydrogen bond was
found, which is different from the known amino alcohol antimalarials.
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