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Understanding crystallographic information is not trivial. If you discuss a structure in a publication, please let the crystallographers proof-read the final draft of that manuscript before you submit it.

For many structures it is true that crystallography is an intellectual performance (like synthesis or elucidation of mechanisms) and not a routine job. In these cases, particularly when the structures contribute significantly to the content of the publication, the crystallographers should be co-authors. Do not think this is not necessary because you pay for structures. Even I  have to pay for my own structures for my research.

The structure was only marginally obtained, requiring numerous constraints. Thus, no complete report is provided. Table 1 summarizes the data collection details. Figure 1 shows an ORTEP
 of the asymmetric unit.
Figure 1. ORTEP of the structure with thermal ellipsoids at the 15% probability level. Disorder and solvent omitted for clarity.
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Table 1: Crystallographic data for the structures provided.

Empirical formula 
C57 H67 Co K N8 O4

Formula weight 
1026.22

Temperature 
100(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P 21/n 
Unit cell dimensions
a = 18.323(5) Å
= 90°.


b = 18.136(4) Å
= 119.288(5)°.


c = 18.616(3) Å
 = 90°.

Volume
5396(2) Å3
Z
4

Density (calculated)
1.263 Mg/m3
Absorption coefficient
0.448 mm-1
F(000)
2172

Crystal size
0.14 x 0.14 x 0.08 mm3
Theta range for data collection
2.18 to 25.63°.

Index ranges
-22<=h<=22, -21<=k<=21, -17<=l<=22

Reflections collected
32970

Independent reflections
9760 [R(int) = 0.3339]

Completeness to theta = 25.00°
95.8 % 

Max. and min. transmission
0.9650 and 0.9399

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
9760 / 188 / 327

Goodness-of-fit on F2
1.025

Final R indices [I>2sigma(I)]
R1 = 0.1895, wR2 = 0.4291

R indices (all data)
R1 = 0.4530, wR2 = 0.5266

Largest diff. peak and hole
1.055 and -0.700 e.Å-3
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