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o Goint PDF/Bragg Refinement of LiMn,O

Laboratory-scale diffraction and scattering experiments can benefit from /PDF of Amorphous/Crystalline Small Molecule APIs
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layer of NMC (Li[Ni,Mn,Co]0O,) as the
cathode material. The pouch cell was
analyzed in transmission geometry with
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discharged states are shown to the right
(top). Despite the rapid data collection
speed, exceptional signal-to-noise is
obtained due to the detector performance
and active area. An iso-intensity plot of all
400 scans (right, middle) describes the

expansion and contraction of the NMC and - Time-resolved studies of energy storage materials are supported by rapid collection of large
graphite (anode) lattices during cycling as | . numbers of diffractograms and batch refinement of lattice parameters in DIFFRAC.TOPAS

well as the formation of Li/C phases ' -
resulting from Li intercalation. Lattice ©
parameters (right, bottom) were refined  °. =

in batch using DIFFRAC.TOPAS.

 The EIGER2 is a versatile detector that supports high-end diffraction experiments like PDF
analysis and in operando studies

 PDF data for amorphous and crystalline small molecule APIs demonstrate similar data at short
distances but distinct behavior at longer distances due to loss of ordering in the glassy phase

(Above) D8 ADVANCE diffractometer with
molybdenum source, focusing Goebel mirror,
capillary stage, and EIGER2 R 500K

2Theta (Still (Eiger2R_500K (1D mode))) WL=0.70930

« Joint PDF and Rietveld refinements allow for studies of both average, long-range structure and
local order/disorder
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EIGER2 in 2-Theta-optimized (right, top) and
gamma-optimized (right, bottom) orientations.
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