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Fig. 5 Fourier Transform Infra-Red (FT-IR) spectroscopy confirmed formation of
PURPOSE RESULTS the new bedaquiline salts
gL . . Fig. 3 Differential Scanning Calorimetry for the new bedaquiline salts Reflection/ absorp tion infrared spectra of J ree.l?ase (red) and bedaquiline benzoate
) Bec_laqumne IS used_ln the treatment of multidrug Fig. 1 Structural elucidation of the new bedagquiline salts a: Endothermic maxima at 109.33 € and 124.73 <C corresponding to solvent (green) and ATR infrared spectrum of bedaquiline maleate (blue)
resistant tuberculosis (TB) a: single crystal structure of bedaquiline benzoate. One fully occupied and one evaporation and melt of bedaquiline benzoate salt prepared from acetonitrile.
« The fumarate salt is currently the only available partially occupied water molecule are present in the lattice elucidated from X-ray Value is close to melting range of 128 £ 1 “C, obtained for the benzoate sallt.
commercial drug product diffractometry. The chemical formula is C;,H;,BrN,0,-C,H:0,-1.166(H,0); the b: Melting endotherm maximum from bedaquiline maleate salt at 142.6 C FREEEASE
. . . molecular weight is 698.70 g/mol prepared from slow evaporation from THF. Value is close to melting range, 143 =+ O LN Bz
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a b 1. Data generated serve as preliminary specifications for controlling quality
, . for the benzoate and maleate salts of bedaquiline
OBJ ECTIVES 2. Preliminary results suggest promising data for moving the newly formed
. To increase the knowledge space for the newly formed be_daqluiliniI blenzoate and maleate salts into pharmacokinetic studies In
benzoate and maleate salts Fig. 2 Spectral confirmation for structural composition of the new bedaquiline animal modess.
 Generate preliminary data that are critical for the quality salts Fig. 4 Thermogravimetric Analysis (TGA) for the new bedaquiline salts
attributes of the new salts a: Rietveld Refinement of powder X-ray diffractogram of bedaquiline benzoate a: TGA for bedaquiline benzoate; salt lost ~ 0.30mg weight when sample was
matched the fingerprint pattern obtained from the single crystal structure of the heated up to 140°C. Moisture loss was close to the salt’s water content, 3.33%,
salt. obtained from Karl Fischer determination. R E F E R E N C E S
b: Rietveld Refinement of powder X-ray diffractogram of bedaquiline maleate b: TGA for bedaquiline maleate; salt lost ~ 0.030mg weight when sample was
matched the fingerprint pattern obtained from the single crystal structure of the heated up to 140°C. Moisture loss was close to the salt’s water content, 2.94%, 1. Okezue M, Smith D, Zeller M, Byrn SR, Smith P, Bogdanowich-Knipp S,
M ETH ODS salt. obtained from Karl Fischer determination Purcell DK, Clase KL. Crystal structures of salts of bedaquiline. Acta Cryst.
Conducted preliminary small scale synthesis of C 2020, 76(11) 1010-1023.
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