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 X-ray crystallographic data and refinement details for 4f, 5b, 6a and 11e 

Single crystals of 4f, 5b, 6a and 7e were grown from MeCN.  

Data collection for samples 4f and 6a X-ray were collected at 100K on a four-circle Rigaku Synergy 

S diffractometer equipped with a HyPix600HE area-detector (kappa geometry, shutterless ω-scan 

technique), using graphite monochromatized Cu K-radiation. The intensity data were integrated and 

corrected for absorption and decay by the CrysAlisPro program.
1
 The structure was solved by direct 

methods using SHELXT
2
 and refined on F

2
 using SHELXL-2018

3
 in the OLEX2 program.

4
 All non-

hydrogen atoms were refined with individual anisotropic displacement parameters. Locations of amino 

hydrogen atoms (9-NH and 1′′-NH) were found from the electron density-difference map; these 

hydrogen atoms were refined with individual isotropic displacement parameters. All other hydrogen 

atoms were placed in ideal calculated positions and refined as riding atoms with relative isotropic 

displacement parameters. The SHELXTL program suite
5
 was used for molecular graphics. The crystal 

of compound 6a contains disordered solvent molecules in the voids with volume of 182 Å per unit cell. 

Presumably, it includes an acetonitrile molecule with approximately 85% occupancy and probably 

water molecules with small partial occupancies, located at the same place, which does not allow 

correct modeling of the lattice solvent molecules in the crystal. A solvent mask was used by OLEX2
4
 

to remove solvent molecules (48 electrons were found). 

Data collection for samples 5b and 11e X-ray were collected at 100K on a Bruker Quest D8 

diffractometer equipped with a Photon-III area-detector (graphite monochromator, shutterless - and 

ω-scan technique), using Mo K-radiation. The intensity data were integrated by the SAINT program
5
 

and were corrected for absorption and decay using SADABS.
6
 The structure was solved by direct 

methods using SHELXT
2
 and refined on F

2
 using SHELXL-2018.

3 
All non-hydrogen atoms were 

refined with individual anisotropic displacement parameters. Locations of amino hydrogen atoms (4-

NH, 9-NH and 1′′-NH) were found from the electron density-difference map; these hydrogen atoms 

were refined with individual isotropic displacement parameters. All other hydrogen atoms were placed 

in ideal calculated positions and refined as riding atoms with relative isotropic displacement 

parameters. The SHELXTL program suite
5
 was used for molecular graphics. 

Deposition Numbers 2297041–2297044 contain the supplementary crystallographic data for this paper. 

These data are provided free of charge by the joint Cambridge Crystallographic Data Centre and 

Fachinformationszentrum Karlsruhe Access Structures service www.ccdc.cam.ac.uk/structures. 

S2
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