Supporting Information

Ta (RR)
L.
\/ ] S \/
Ta (RMC)
d
Ta (MD)

La (RR) O (RR)
i :
[ o ¢ L. ;
La (RMC) O (RMC)
) “ ) . @ 2 © & (
y } 'J/“{}C P
| [ 000 o 5 Q
' Bg0 &, 0 Y
. ., 0 & & : 8 o
ﬁ_. “ f_' (@) pC O /
La (MD) O (MD)
A 4 )

—: )

e |/

Figure S1. Density maps of La, Ta and O derived from RR, RMC modeling and MD at 300

K. Isosurface level of 1.5 A3.

Videos of atomic dynamics of four examples in Figure 13 of the main text: Frajrmpg,

Frajz mpg, Frajz.mpg, Frajg.mpg.
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