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Figure 1 : ORTEP of Compound 3a, 3i, 5aa, 9 (Hydrogens are removed for clarity) 

 

Molecular formula: C17H13N3O1, unit cell parameters: a=10.830(3), b=12.205(3), c=12.209(3)Å, 

α= 102.677(4)o, ß= 106.686(4)o, γ= 110.923(4)o and space group P -1. CCDC 956412 contains 

the supplementary crystallographic data for compound 3a of this paper.  

Molecular formula: C18H15N3O1, unit cell parameters: a=8.3989(18), b=12.9656(14), 

c=13.6993(18)Å, ß= 101.702(16)o and space group P 21/n. CCDC 956410 contains the 

supplementary crystallographic data for compound 3i of this paper.  

Molecular formula: C16H10I1N3O1, unit cell parameters: a=13.0741(18), b=4.2988(4), 

c=24.974(3)Å, ß= 100.040(11)o and space group P 21/n. CCDC 956409 contains the 

supplementary crystallographic data for compound 5aa of this paper.  
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Molecular formula: C18H16N2O1, unit cell parameters: a=10.8278(7), b=11.3669(8), 

c=13.0687(6)Å, α= 100.716(5)o, ß= 106.227(5)o, γ= 104.477(6)o and space group P -1. CCDC 

956411 contains the supplementary crystallographic data for compound 9 of this paper.  

These data can be obtained free of charge from The Cambridge Crystallographic Data Centre via 

www.ccdc.cam.ac.uk/data_request/cif. 
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