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Table S1. Results of the Continuous Shape Measure Analysisa geometry®

Geometry SAPR-8 BTP-8 DD-8
1 0.55 1.53 1.69
2 0.56 1.50 1.68
3 0.57 1.47 1.76
4 0.58 151 1.62

®SAPR-8 is the shape measure relative to the square antiprism; BTP-8 is the shape measure
relative to the bicapped trigonal prism; DD-8 is the shape measure relative to the dodecahedron.

Fig. S1 A view of the interchain linking in 1 via hydrogen bonds, H atoms and other solvents in

crystal lattice have been omitted for the clarity. Symmetry code: A= —1+X, -1+y, z; X, -1+y, z.
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Fig. S2 Temperature dependence of susceptibility of complex 1 in the field of 100 Oe.



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

12 4
o
1040
o g -
£ o
g 610
o o
~ 440
1
~ 3
] %mnm
04 0000000000000000000000
T T T T T T T
0 50 100 150 200 250 300

T/K

Fig. S3 Temperature dependence of susceptibility of complex 2 in the field of 100 Oe.
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Fig. S4 Temperature dependence of the reciprocal of susceptibility of complex 2. The red line is
the fitting result by Curie-Weiss law.
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Fig. S5 Temperature dependence of the AC in-phase, x' (top), and out-of phase, " (bottom),
components of the ac susceptibility of complex 2, Hy.= 0, Ho.= 30e.
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Fig. S6 Temperature dependence of in-phase, ¥' (top), and out-of phase, " (bottom), components
of the ac susceptibility of complex 3, Hge= 0, Hae= 30e.
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Fig. S7 Temperature dependence of the out-of phase ac susceptibility of complex 3, Hge= 2 kOe,

Ha= 30e.
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Fig. S8 Temperature dependence of susceptibility of complex 3 in the field of 100 Oe.
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Fig. S9 Temperature dependence of susceptibility of complex 4 in the field of 100 Oe.



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

9
8-
7 4 —0— 1 Hz
- —O— 10 Hz
B 6 4 100 Hz
c —— 499 Hz
™ 5-
€ 4
o 4
=3 v
N 8 ‘V~
V¢
2 4 v.v.
V'v-v_
1 - v-v-v
L] L] L] L] L]
2 4 6 8 10
T/K
0.030
0.025 A —0O—1 Hz
. —O— 10 Hz
5 002017 VV 100 Hz
c v —— 499 Hz
0.015 A

.010 4

0.005 A Sifn V Vv/\/ \ V. V.

' g v / \
VUSRS o o
000091 TG O7°\_,079:A:0:8-Bx¢48%
(o)

-0.005 T T T T T
2 4 6 8 10

T /K
Fig. S10 Temperature dependence of in-phase, y' (top), and out-of phase, x" (bottom), components
of the ac susceptibility of complex 4, Hge= 0, Hye= 30e.
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Fig. S11 Temperature dependence of the out-of phase ac susceptibility of complex 4, Hg.= 2 kOe,
Ha= 30e.



