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Figure S1. The coordination modes of the btc®” (a), atz” (b) and Hatz (c) in 1.
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Figure S2. The coordination modes of the btc®” (a), Hbtc®” (b) and atz™ (c) in 2.



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

— Simulated

— Synthesized

Desolvated

In water for one week
Desolvated 1 in water for 48 h

¥y £ 7F

o =

10 15 20 25 30 35 40 45
2 Theta
(@)
—— Simulated
—— Synthesized
Desolvated

In water for one week
Desolvated 2 in water for 48 h

5 10 15 20 25 30 35 40 45
2 Theta

(b)

Figure S3. PXRD patterns of 1 (a) and 2 (b) after different treatments.
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Figure S4. TGA curves of 1 (a), 2 (b), desolvated 1 and 2.
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Figure S5. IR spectra of 1(a) and 2 (b).
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Calculation of sorption heat for CO, uptake using Virial 2 model

m n m
INP=INN+1/T> aiN'+> hiN' Q, =-R)> aiN'

i=0 i=0 i=0
The above equation was applied to fit the combined CO, isotherm data for desolvated 1 and 2 at
273 and 295 K, where P is the pressure, N is the adsorbed amount, T is the temperature, ai and bi
are virial coefficients, and m and n are the number of coefficients used to describe the isotherms.
Q. is the coverage-dependent enthalpy of adsorption and R is the universal gas constant.
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Figure S6. (a) CO, adsorption isotherms for desolvated 1 with fitting by Virial 2 model. Fitting
results: a0 = -3595.44147, al = 51.05360, a2 = 7.89771, a3 = 11. 48727, a4 = -8.60000 <107,
b0 = 18.28262, b1=-0.16620, b2 = -0.02931, b3 = -0.04207. Chi*2 = 0.00003, R"2 = 0.99997.
(b) CO; adsorption isotherms for desolvated 2 with fitting by Virial 2 model. Fitting results: a0 =
-3678.84498, al = 53.10015, a2 = 8.09084, a3 = 11. 47996, a4 = 1.03215 %10, b0 = 17.9306,
b1=-0.14128, b2 = -0.02860, b3 = -0.04210. Chi*2 = 0.00340, R"2 = 0.99718.



