1 Density of Structure plots at 100K for CaO, SrO, BaO
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Figure S1: Density of structures for CaO at T = 100K. Blue impulses indicate LM energies
(per formula unit), green curves are thermally smeared energies indicating overlap of
different structures, red impulses indicate the n — 1 local minimum.
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Figure S2: Density of structures for SrO at T = 100K. Blue impulses indicate LM energies
(per formula unit), green curves are thermally smeared energies indicating overlap of
different structures, red impulses indicate the n — 1 local minimum.
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Figure S3: Density of structures for BaO at T = 100K. Blue impulses indicate LM energies
(per formula unit), green curves are thermally smeared energies indicating overlap of
different structures, red impulses indicate the n — 1 local minimum.

2 Density of Structures at 300K for MgO, CaO, SrO, BaO



A MmN

| (NN ” / L \ /

i
T/ i MT\

u I\ ‘
1\/\ B

B N / H \K /
M 'f\/\ A
/| i
il %vvv\
| wﬁ ny

m AL \

05 0.1 0.15 0.2 0.25 03
Cluster energy (relative)/eV.

Figure S4: Density of structures for MgO at T = 300K. Blue impulses indicate LM energies
(per formula unit), green curves are thermally smeared energies indicating overlap of
different structures, red impulses indicate the n — 1 local minimum.
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Figure S5: Density of structures for CaO at T = 300K. Blue impulses indicate LM energies
(per formula unit), green curves are thermally smeared energies indicating overlap of
different structures, red impulses indicate the n — 1 local minimum.
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Figure S6: Density of structures for SrO at T = 300K. Blue impulses indicate LM energies
(per formula unit), green curves are thermally smeared energies indicating overlap of
different structures, red impulses indicate the n — 1 local minimum.
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Figure S7: Density of structures for BaO at T = 300K. Blue impulses indicate LM energies
(per formula unit), green curves are thermally smeared energies indicating overlap of
different structures, red impulses indicate the n — 1 local minimum.



