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Structure of (RS)-17 

Figures S24 and S25 display the X-ray diffraction of (RS)-17. The crystal packing in 
(RS)-17 reveals that pairs of molecules form a dimeric structure by two symmetry-
related –C-H··· interactions involving the –C10-H10A and the five-membered ring of 
the purine moiety of (RS)-17 (C-H···centroid distance: 2.90Å and C-H···centroid angle: 
151.0º). In addition, there are additional C-H···π interactions connecting dimers 
involving the -C22-H22B bond and the six-membered aromatic ring of the 2,3-dihydro-
1,4-benzoxathiin moiety (C-H···centroid distance: 2.64 Å and C-H···centroid angle: 
166.0º). Therefore these C-H···π interactions build infinite chains. The cooperative 
effect of non-classical H-bond interactions (C22-H22A···N1, 3.459 Å and 149.0º) 
generates the 3D supramolecular architecture in the crystal. 

 

Figure S24. Molecular structure of (RS)-17. Hydrogen atoms are drawn as spheres of 
arbitrary radius. Ellipsoids of the non-hydrogen atoms are drawn at the 50% probability 
level. 
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Figure S25. Detail of the dimeric structure of (RS)-17 built by base pairing through --C-
H··· interactions. 

 

Structure of (R)-22 

Figures S26 and S27 show the X-ray structure of (R)-22. The crystal of (R)-22 builds 
ribbons running along the a axis by intermolecular H-bonding interactions between 
adjacent (R)-22 molecules by –N-H···O(2,3-dihydro-1,4-benzoxathiin moiety) 
interactions (2.985(5)Å, 139.64º). These ribbons are stabilized by –C-H···, involving 
the –C21-H21A bond and the six membered aromatic ring of the 2,3-dihydro-1,4-
benzoxathiin moiety (C-H···centroid distance: 2.62 Å and C-H···centroid angle: 168.0º) 
and non-classical –C-H···N hydrogen interactions (C8-H8···N7, 3.311(6) Å, 153º). 
These ribbons are associated by –C-H···Cl interactions (3.559 Å, 125.11º) to build the 
3D network. 
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Figure S26. Molecular structure of (R)-22. Hydrogen atoms are drawn as spheres of 
arbitrary radius. Ellipsoids of the non-hydrogen atoms are drawn at the 50% probability 
level. 

 

Figure S27. Fragment of a ribbon built by base pairing through -N–H···O interactions 
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X-ray structure of (RS)-24 

Figures S28 and S29 display the X-ray diffraction of (RS)-24. In the crystal of (RS)-
24, pairs of adjacent (RS)-24 molecules are H-bonded by intermolecular symmetric 
interactions -N–H···N(imidazole) (3.07 Å, 149.0º). -stacking interactions are 
observed between five- and six-membered rings (purine moiety) of anti-parallel 
neighbouring (RS)-24 molecules (centroid-centroid distances: 3.786 and 3.527 Å) 
connecting pairs and generating a ribbon structure running along the a axis. Ribbons are 
associated by C-H··· interactions (C-H··· six-membered aromatic ring of the 2,3-
dihydro-1,4-benzoxathiin moiety: C-H···centroid distance: 2.74 and 2.67Å and C-
H···centroid angle: 161.0 and 173º) giving rise to two-dimensional frameworks parallel 
to the ab plane. Finally, additional C-H···π interactions involving the –C47-H47 bond 
and the six membered aromatic ring of the purine moiety (C-H···centroid distance: 2.74 
Å and C-H···centroid angle: 173.0º) cooperate to reach the 3D structure. 

 

Figure S28. Molecular structure of (RS)-24. Hydrogen atoms are drawn as spheres of 
arbitrary radius. Ellipsoids of the non-hydrogen atoms are drawn at the 50% probability 
level. 
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Figure S29. Fragment of a ribbon structure built by base pairing through symmetric N–
H···N interactions and -stacking interactions involving aromatic rings of the purine 
moiety of (RS)-24. 
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