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Scheme S1 The observed binding modes for azido ligand in 1 and 2.
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Fig. S1. IR spectra of compounds 1(a), 2 (b).
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Fig. S2. PXRD patterns of compound 1: (a) simulated; (b) bulk as-synthesized. Similarity in
simulated and as-synthesized pattern indicates high purity of the compound.
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Fig. S3. PXRD patterns of compound 2: (a) simulated; (b) bulk as-synthesized. Similarity in

simulated and as-synthesized pattern indicates high purity of the compound.

Fig. S4. Packing diagram of dimers in the lattice with the application of 2;-screw axis along ¢
direction. The 2;-screw axis(shown in yellow line) is along b axis at ¢ =1/4. Colour code: C,

pink; Cu, green; N, blue; centre of symmetry, red circle.
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Fig. S5 The M vs. H curve for 1 at 3 K.
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Fig. S6. The plots of ymT vs. T (per Cu3 unit) and ym vs. T (inset) for 2.
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Fig. S7. The plot of ;T vs. T for 2 considering a hexanuclear unit. The solid red line

indicates the best fit obtained considering one average J.
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Fig. S8. The M vs. H curve for 2 at 3 K.
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Table S1. Results for the two possible spin states of the model system A. (The energy (E) is
scaled with respect to the lowest energy magnetic state and the spin density values for all

Cu(ll) centers are given only for the low energy spin state).

Model S E(cm™) Spin density (e)
A 0 0.00 Cul (0.48)
(For compound 1 3.66 Cu2 (-0.48)
1)




