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X-ray crystallographic analyses of 3-D organic complex for
development of novel functional pharmaceutical materials
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The steric structures of the novel 3-D macrocyclic complexes applied to functional pharmaceutical materials
were elucidated by micro crystal X-ray analysis. The macrocyclic compounds have characteristic structure
based on the stereo chemistry of their components and form a cavity in which guest molecules are included.
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Fig. 1 Scheme of conformational change from 1 to 2
(above). Crystal structure of 2 (below). Cs4Hs54NgOg, FW

= 883.04, Monoclinic, P2,/c, a = 14.658(1), b

22.457(1), ¢ = 15.795(1) A, B = 105.494(1)°, V =

5010.4(5) A%, R, = 0.0798(1 > 20(])).
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Fig. 2 Chemical structure (above) and crystal structure

(bellow) of 3. C31H75B3N6012, FwW = 135696,
Monoclinic, P2,/n, a = 11.360(1), b = 37.056(1), ¢ =
19.087(1) A, B = 92.314(1)°, V = 8028.2(9) A, R, =

0.0646(1 > 20(1)).
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