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Table S1. Crystal Data and Structural Refinements Details for complex 2.

Formula Ca6HssMgN,05
Fy 711.25
crystal system Orthorhombic
space group Pbca
a(A) 19.2952(11)
b(A) 19.2068(11)
c(A) 21.3926(12)
o (deg) 90.00
B (deg) 90.00
y (deg) 90.00
v (A3) 7928.1(8)
V4 8
4« (mm') 0.087
Ry 0.0630
GOOF 1.185
R, [I>2sigma(I)] 0.0711
WRy[[>2sigma(l)] 0.1451
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Figure S1. Possible trigonal bipyramidal coordination isomers.
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