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A clear greenish crystal size 0.03 x 0.15 x 0.35 mm was mounted on a glass capillary with epoxy.  Data was collected at 20oC with one set of exposure as follows:
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Crystal-to-detector distance was 27 mm and exposure time was 1800 seconds for all sets.  The scan width was 0.5o.   Data collection was 92.8% complete to 23.44o in (.  A total of  7273 partial and complete reflections were collected covering the indices, h = -7 to 7, k = -11 to 11, l = -22 to 22.  6321 reflections were symmetry independent and the Rint = 0.110 indicated that the data was just sufficient and high above average quality (0.07). In fact, the structure collection turned out to be difficult, with several samples being examined until one crystal was found which allowed a data collection which took 19 hours because the substance diffracts poorly. The total work took one weeks time.

Indexing and unit cell refinement indicated a triclinic P lattice.  The space group was found to be P1 (No. 1) which is very rare. 

The data was integrated and scaled using hkl-SCALEPACK.  Absorption correction was performed using SORTAV.

Solution by direct methods (SHELXL-97) produced a complete heavy atom phasing model consistent with the proposed structure submitted.

All hydrogen were located using a riding model. All non-hydrogen atoms were refined anisotropically by full-matrix least-squares. 

The unit cell consists of two formula units which are only approximately related by inversion symmetry (pseudo-centrosymmetry, the numbering scheme is set such that the second molecule’s indices start with a 1). One molecule is completely flat, whereas in the second one we find the peripheral  phenols tilted around the long axis of the molecule. The tilt goes in the same direction which breaks the internal molecular inversion symmetry.







