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Physicochemical characterizations

All chemical were purchased from Sigma-Aldrich Company. CHN analyses
were performed using Perkin Elmer 2400 Elemental Analyzer. The Cu and Co
contents were determined using Shimadzu atomic absorption spectrophotometer

(AA-7000 series, Shimadzu, Ltd, Japan).

X-ray single crystal diffraction measurement

The crystal structures of the two azides were determined by using a Bruker
APEX I diffractometer equipped with graphite monochromated MoKa radiation
source. All details regarding the crystallographic measurements are included in
Table 1. SADABS was used for absorption corrections [S1] and all calculations
were performed using SHELXTL program package [S2]. The positions of the
heavy atoms were detected by the direct methods of SHELXS. The hydrogen
atoms bonded to carbon atoms are refined according to the riding model
implemented in SHELX. The hydrogen atoms in the crystal structures bonded to
oxygen atoms (water and the hydrogen atoms in the hydroxyl group of HAld
were refined with DFIX restraints and with fixed thermal parameter at a value of
1.5 times the displacement parameters of the respective oxygen atoms. The CIF
deposition numbers are CCDC - 2158205 and CCDC - 2158206 for the Co- and
the Cu complex, respectively and can be obtained from the CCDC at

https://www.ccdc.cam.ac.uk/structures.

Computational details

With the aid of Gaussian 09 software package [S3], natural charge
calculations [S4] were performed using WB97XD method [S5] at the X-ray
structure coordinates and employing the TZVP basis sets. Atoms in molecules

(AIM) [S6] topology analyses were performed using Multiwfn program [S7].


https://www.ccdc.cam.ac.uk/structures
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Figure S1. Hirshfeld surfaces of 1.



Figure S2. Hirshfeld surfaces of 2.



