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Report:

The crystal structure of 2,5-Dihydroxy-benzo[de]benzo[4,5]-imidazo[2,l-a]isochinolin-7-

one, CisHi0N203  has been solved by a combination of energy minimization calculations [l]

and Rigid Body Rietveld Refinement. Single crystals could not be grown and therefore we

used Synchrotron powder data to confirm the anticipated structure and to allow for the

refinement of structural details.

Data collection was carried out at room temperature using 0.84979 A from double

monochromator and 9 parallel Ge (111) analyzers. The compound crystallizes in Pr1a2~

with Z=4 and lattice parameters of: a= 13.2748(3) A, b= 20.9543(6) A, c= 4.7796( 1) A.

The arrangement of the molecules inside the unit cell was calculated by minimizing the

intermolecular energy using self-developed methods [2]. The obtained packing showed a

calculated powder diagram very similar to the experimental one.



This crystal structure was subsequently refined by Rigid-Body Rietveld methods (R-p =

4,3 %, R-wp= 5,9 %, R-F = 6,7 %, R-F2 = 10,7 %) [Fig. 13. The following parameters have

been refined: profile (3 parameters), zero shift, lattice parameters, scale factor, overall

temperature factor, background (4 parameters), position and orientation of the molecules, 4

intramolecular parameters (length, width, planarity, 1 angle) [Fig. 21. This is one of the

largest molecules, whose crystal structure was determined from powder data.
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