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Table S1. Crystal Data and Structure Refinements for Complex 1°.
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1
Ca6H25C03N5016
1005.45
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P-1
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Table S2. Selected Bond Lengths [A] and Bond Angles [deg] for Complex 1”.

T
Co1-01 2.1071(19)  Col1-05 2.0499(18)
Co1-03 2.0620(19)

C02-03 2.0931(19)  C02-06 2.0701(19)
C02-N12#1 2.117(3) C02-01#2 2.204(2)
C02-07 2.125(2) C02-N32#3 2.123(2)
01-Co1-03 95.54(7) 03-Co1-03#2 180.00
01-Co1-05#2 88.37(8) 05#2-C01-05 180.00
01-Col-01#2 180.00 01#2-Co1-05#2 91.63(8)
03-Co1-05#2 87.47(8) 03#2-Co1-O5#2 92.53(8)
01#2-C01-03 84.46(7)

03-C02-N12#1 97.26(9) 06-C02-N12#1 88.90(9)
03-C02-06 94.21(8) 01#2-Co2-N12#1 177.67(8)
01#2-C02-03 81.36(7) N12#1-Co2-N3243 89.59(10)
03-Co2-N32#3 89.58(8) 01#2-C02-06 89.33(8)
06-C02-07 90.87(8) 03-C02-07 166.25(9)
O1#2-C02-07 85.94(8) 07-C02-N12#1 95.60(10)
07-C02-N32#3 85.66(9) 06-C02-N32#3 176.07(8)
O1#2-C02-N32#3 92.27(9)

Symmetric transformations used to generate equivalent atoms for 1°: #1 1-x, 1-y, 2-z; #2 -X,

<Y, 2-Z; #3 -1+X, y, 1+z.

Table S3. Hydrogen bonding distances (A) and angles (°) for Complex 1

D-H--A dH-A) dD-A) /(D-H-A)
08-H13:--02#1 2.13(6)  3.029(5) 172(5)
07-H11.-06#2 250(3)  2.935(3) 131(4)
07-H11--O7#1 2313  2797(3)  138(4)
07-H12.--04 1.79(3)  2.656(3)  161(3)

Symmetry transformations used to generate equivalent atoms: #1 2-x, 1-y, -z; #2 1-Xx, 1-y,
1-z.



Figure S1. Polyhedral and topological views of 2D layer constructed by SBUs and L™ in 1
(Green balls: L™ ligands; Violet balls: trinuclear SBUSs).
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Figure S2. The 1D infinite chain constructed by SBUs and BTEC* in 1.
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Figure S3. The TG curves of 1 and 2.
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Figure S4. Variable-temperature PXRD of complex 1.
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Figure S5. UV-visible spectra of 1 and 2 in the solid state at room temperature.
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Figure S6. N, (77K) adsorption isotherm of 2 (Filled blue shapes

- adsorption and open red

ones: desorption, respectively). Insert: the enlargement data of adsorption isotherm in the

range of 0 ~ 0.85 p/po.
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Figure S7. The plot of magnetization versus applied magnetic field of 1 at 1.8 K.
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Figure S8. The plot of magnetization versus applied magnetic field of 2 at 1.8 K.



