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Figure S1. ORTEP representation of the asymmetric unit of the 7atp ligand (1). Thermal ellipsoids
are drawn at the 50% probability level.
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Table S1 Experimental (X-Ray) and calculated (B3LYP/6-31+G**) bonds distances and angles for
compound 1 (7atp).

Distance (&)  X-Ray DFT Angle (°) X-Ray DFT

N1-C2 1.3208(19) 1.337 N1-C2-N3 117.30(13) 117.0
N3-C2 1.3458(19) 1.350 C3A-N3-C2 103.17(12) 103.5
N3-C3A 1.3340(18) 1.337 N3-C3A-N4 128.81(13) 130.3
N4-C3A 1.3391(19) 1.342 N3-C3A-N8 108.43(13) 107.9
N4-C5 1.3317(19) 1.329 N4-C3A-N8 122.76(12) 121.8
C6-C5 1.374(2) 1.410 C5-N4-C3A 113.76(12) 115.2
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