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X-ray structure determination

Crystallographic measurements were made on a Siemens Smart CCD
diffractometer with graphite monochromated Mo Ka radiation at 173 K. CCD data
were integrated with the SAINT package [S1] and a multiscan absorption
correction was applied (3) using SADABS [S2]. Structures were solved by direct
methods (1, 2, SHELXS) [S3] or by intrinsic phasing (3, SHELXT [S4]) and refined
against all F? data by full-matrix least-squares (SHELXL [S5] including anisotropic
displacement parameters for all non-H atoms. The N3-moiety in 3 was disordered
over two positions with occupancy ratio on 0.50/0.50. The hydrogen atoms were
positioned geometrically and constrained to ride on their parent atoms, with C-H
=0.95 A and Uio =1.2: Ueq(parent atom).
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Figure. S1 Hirshfeld surfaces of the studied complexes



