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Table 1S. CASPT2 ligand-field energy levels for a pentagonal bipyramid Mo(CN)7 (Figure 3)
Table 2S. CASPT2 ligand-field energy levels for a capped trigonal prism Mo(CN)- (Figure 4)
Table 3S. CASPT2 ligand-field energy levels for a heptacyanomolybdate fragment of
K2[Mn(H20)2]3[M0o(CN)/]»-6H20 (Figure 5).

Figure 1S. Fragment of the crystal structure of Ko[Mn(H20),]s[Mo(CN);].-6H,0 showing a
grid-like sheet paralel to the bc plane formed by edge sharing cyano-bridged Mn2Mo
lozenges.

Figure 2S. A view of the crystal structure of Ky[Mn(H20)2]s[M0o(CN)]2.6H20 in the ab
plane. Hydrogen atoms have been omitted for clarity.

Figure 3S. A view of the crystal structure of K;[Mn(H20)2]3s[M0o(CN)7].-6H-0 in the ac plane.

Hydrogen atoms have been omitted for clarity.



Table 1S. CASPT2 ligand-field energy levels

for a pentagonal bipyramid Mo(CN); (Figure 3)
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Table 2S. CASPT2 ligand-field energy levels

for a capped trigonal prism Mo(CN); (Figure 4)
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Table 3S. CASPT2 ligand-field energy levels
for a heptacyanomolybdate fragment of

Kz[M n(Hzo)z] 3[M O(CN)7]26H20 (FI gure 5)
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Figure 1S. Fragment of the crystal structure of Ko[Mn(H20),]3[Mo(CN)/]»-6H,0 showing a

grid-like sheet paralel to the bc plane formed by edge sharing cyano-bridged Mn2Mo

lozenges.



Figure 2S. A view of the crystal structure of K;[Mn(H,0),]3[Mo(CN)/],.6H,0 in the ab

plane. Hydrogen atoms have been omitted for clarity.
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Figure 3S. A view of the crystal structure of Ky[Mn(H20),]3s[M0o(CN)7],:6H-0 in the ac

plane. Hydrogen atoms have been omitted for clarity.



