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Table S1.Result of the Rietveld refinement of 4.

molecular formula Zn3[NH,(CH2PO3),],
formula weight 600.21
crystal system orthorhombic
a, A 10.6881(2)

b, A 13.3129(2)

c, A 5.4266(2)

a, deg 90.00

b, deg 90.00

g, deg 90.00

V, A3 772.14

space group P 2,2,2

z 2

Deaie: g €M™ 259

g range, deg 8.0-57.0

T (K) 298(2)

I, A 1.542
Chebychev background polynomial order 5

Rexp (%0) 8.700

Rup (%) 15.044

R, (%) 11.824
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Figure S1 Rietveld plot for 4 of experimental (blue) calculated (red) and difference (gray).
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Figure S2. TGA of 1.
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Figure S3. TGA of 2.

S5

Derivative Weight {%/°C)



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

110 0.3
100 —\ - 0.25
\
90 - - 0.2
<
® 80 - - 0.15
o]
-
o 70 - - 0.1
Qo
=
60 - - 0.05
50 //VWJ - 0
40 T T T T -0.05
0 200 400 600 800 1000

Temperature (°C)

Figure S4. TGA of 3.

S6

Derivative Weight {(%/°C)



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

102 0.18
100 - - 0.16
- 0.14
98 -
- 0.12
X 96 -
" - 0.1
3
a1 94 - - 0.08
5
2 - 0.06
o 92 -
=
- 0.04
90 -
- 0.02
88 - o
86 : : . : -0.02
0 200 400 600 800 1000

Temperature (°C)

Figure S5. TGA of 4.
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Figure S7. Temperature dependences of the real 3 (full symbols) and imaginary z'* (open
symbols) components of the AC magnetic susceptibility for 1 measured in an oscillating
field of 5 Oe at different frequencies.
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Figure S8. Hysteresis loop for 1 at 1.8 K.
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Figure S9. The field dependence of magnetization for 2. The solid line corresponds to the
best fit to the Brillouin function.
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Figure S10. PXRD of 1.
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Figure S11. PXRD of 2.
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Figure S12. PXRD of 3. Due to the small sample size and nature of this material, it suffers
from severe preferential orientation.
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Figure S13. PXRD of 5. Due to the small sample size and nature of this material, it suffers
from severe preferential orientation.
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Figure S14. Synthesis field of reaction of ZnCl, with IBMPA. X = no reaction; ¢ =
compound 4.
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