El

ARARFULRLYZaAL—2ERKRXRD RRT—2OEMICK S
VULT7RTYV—REL & SHOSFHRBEEKTE
Molecular Crystal Structure Estimation of Urea Grease Thickener
by Combining the Versatile Atomic-Level Simulator and Powder XRD
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Fig.1 Target molecules for crystal structure predictions
(a) CHA-Di-Urea and (b) ODA-Di-Urea.
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Fig. 3 Flow of the structure prediction using data assimilation technique.
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Fig. 4 PXRD comparison between (a)

experiment and (b) simulation for

CHA-Di-Urea.
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Fig. 5 PXRD comparison between
(a) experiment and (b), (c)
simulation for ODA-Di-Urea.
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