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¢ The calculated mean force (and potential
of mean force) of an ion pair along a
reaction coordinate suggests that the
network drives the aggregation of the La
cations via a cavity coalescence
mechanism

e The barriers in the PMF reveal that an
oxygen ion is stripped from the network

1 to form free oxygen anions in the form of

20 | S el 11 La-O-La bridges.
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h i 8 The mean force (red curve) is determined
§ or ] from molecular dynamics (MD) simulations.
s The direct force (blue curve) is the bare ion
:i’ Coulomb force. The solvent force (green
°or i curve) is the difference of the mean and
direct forces. The inset shows the potential of
mean force (PMF), determined by integrating
0L . . . . . L] the mean force. The data is an average of four
2 4 6 8 10 12 14 independent MD simulations.
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