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Five cry=talline salt candidates of Bedaguiline were obtained
{1:1): benzoic, maksic, besylate, mesylate and hydrochloric.
The salts displayed low solubility in SGF (<15 wp'mL) which 5
not uncommon for Bedaguiline. All physicochemical
characterization data is displayed in Table 1 for these salts. An
example of one of the Bedaquiline salts (benzoate) is
present=d in this poster.

The crystalfine benzoate salt has been confirmed by PLM
{Figure 2}, IR microspectroscopy using both RfA and ATR
{Figure 3}, XRPD. '"H HMR and single crystal x-ray. The
structure exists 35 3 hydrate with 1.17 mols of water ar an ACN
solwate with 0.75 mols AGM occupancy and 1 mol water
{Figure 4). High resclufion synchrotron XRPD data revealad
subtle differences between hydrate and solvated salts (Figure
5). The material is moderately hygroscopic (<5% weight gain)
upon exposure o high relative humidity (75% RH). Thermal
properties were evaluated further by TG (3.2% wolatiles
supporting single crystal data), DSC (deschation/melting
endotherms of 108.0/124.7 -C) and H%ﬁWAﬂm%ﬂing melt
behavior) a5 shown in Figures 8- 7. A smal-scale polymorph
screen revealed no change in crystalline structure.

For Bedaquiine, Raman microscopy could mot be used az a
pre-scre=ning tool for determination of small scale
crystalization experiments due to its lack of specificity as
shown in Figure 8.
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CONCLUSION(S)

Five different Bedaguiline salts (1:1) were made and
up using various pharmaceulically acceptable counte
suitable for further development: benzoic acid, malei
benzenesulfonic acid, methansulfonic acid and hydr
and IR micro-spectroscopy (RYA and’or ATR) were sk
pre-screening tools for determining salt formation; ho
microscopy, due to lack of specificity. was not a us=fi
for Bedsguiline salt formation. These newly identified
characterized using physico-chemical technigues inc
XFPD, HSOM, DSC, andfor TG. The increased sens
of Argonne National Labs synchrofron XRPD data all
possible polymorphs, andior contaminants. Upon sur
single crystals from sebect salts, the single crystal x-r
usad to confirm stoichiometry and sohment inclsion fi
maleic acid, benzenesulfonic acid, and hydrochloride
solubility of the five select salts was determined n s
tobe =15 ugfml
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