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Table 1. Crystal data and structure refinement for 1, 2 and 3

1 2 3
Formula CaaHyy Br Ng Oy Cy;H33 N3 O, S CigsHi3NOs
Crystal system Triclinic Triclinic Monoclinic
Space group P1 P-1 P2i/c
z 2 2 4
Independent reflections 7396 [Riny=0.1273] 6736 [Rin=0.0581] 2325 [Riny = 0.0836]
GOF on F° 0.969 1.012 0.939
Final R,, wR; indices [/ >20(/)] 0.0512, 0.1074 0.0822, 0.2182 0.0645, 0.1469
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Fig. 1. X-ray structure for C.I. Disperse Blue 79 (1)
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Fig. 2. Crystal packing for C.I. Disperse Blue 79 (1)
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Fig. 4. Crystal packing for C.I. Disperse Blue 354 (2)
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Fig. 5. X-ray structure for C.I. Disperse Violet 27 (3)

Fig. 6. Crystal packing for C.I. Disperse Violet 27 (3)
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