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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. 

A colorless prism, measuring 0.10 x 0.02 x 0.02 mm3 was grown at pressure of 6 GPa inside a 

Merrill-Bassett diamond-anvil cell, mounted on a customized \w-circle diffractometer at Beamline ID15 at the ESRF - The European Synchrotron CS40220, 38043 Grenoble Cedex 09 France.  Data was collected at 140oC, synchrotron radiation of 0.41082 Å.
Data collection was 20.4% complete to 25o  in (.  A total of  243 reflections were collected covering the indices-6<=h<=6, -3<=k<=4, -7<=l<=7.  165 reflections were symmetry independent with Rint = 0.0337.  Indexing and unit cell refinement indicated a primitive triclinic lattice.  The space group was found to be P(1  (No. 2). 

The data was integrated and scaled using CrysAlisPro 1.171.38.43 (Rigaku Oxford Diffraction, 2015). Empirical absorption correction applied using spherical harmonics, implemented in SCALE3 ABSPACK scaling algorithm.
Solution by direct methods produced a partial heavy atom phasing model. The structure was stepwise completed by difference Fourier synthesis with SHELXL
 (see below). Scattering factors are from Waasmair and Kirfel
. Hydrogen atoms were placed in geometrically idealised positions and constrained to ride on their parent atoms with C---H distances in the range 0.95-1.00 Angstrom. Isotropic thermal parameters Ueq were fixed such that they were 1.2Ueq of their parent atom Ueq for CH's and 1.5Ueq of their parent atom Ueq in case of methyl groups. All non-hydrogen atoms were refined anisotropically by full-matrix least-squares.
During structure solution, which delivered two CO3 resembling electron density maxima, the first task was to find out which of the oxygen atoms are ketones. This was done by restraining angles of the CO3 units to have similar bond distances and angles. The one permutation with definitely one short and two longer bonds on both CO3 with smallest R1 was considered a starting point. The bond lengths as such though are not restraint, which is important as it confirms the presence of CO3. The bond distances compare well with expected values.
In a next step, the geometry was analyzed between the CO3 for possible H-bonds, where distance and angles matter. This led to the hydrogen on O4. Ketone O3 had to get one H-bond from any other Oxygen in the vicinity, the closest the most likely candidate, which was O7. Water H's are restraint at 0.8 Å towards the Oxygens and 1.27 Å towards each other, i.e. a quasi-rigid model that can freely rotate. Since the data is too disturbed to let that happen, the second hydrogen on O7 needed to relate to the closest Oxygen acceptor. H1 on O1 seemed aligning correctly without further aid. Others needed pushing as described above. After having a network that made sense, some H-H distances turned out to be slightly below the allowed distance of 2.1 Å (in the range of 2-2.07A), so some anti-bumping restraints were required after which all H-atoms were fixed in distance and orientation towards their O-parent. 
The structure lacks data, but may be publishable if one points to the specific conditions of the sample. Table 1 summarizes the data collection details. Figure 1 shows an ORTEP
 of the asymmetric unit.
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Figure 1. ORTEP of the structure with thermal ellipsoids at the 50% probability level.
Table 1: Crystallographic data for the structures provided.

Empirical formula 
C H4 O4

Formula weight 
80.04

Temperature 
413(2) K

Wavelength 
0.41082 Å

Crystal system 
Triclinic

Space group 
P -1

Unit cell dimensions
a = 5.8508(14) Å
= 88.59(2)°.


b = 6.557(5) Å
= 79.597(13)°.


c = 6.9513(6) Å
 = 67.69(4)°.

Volume
242.4(2) Å3
Z
4

Density (calculated)
2.194 Mg/m3
Absorption coefficient
0.080 mm-1
F(000)
168

Crystal size
0.10 x 0.02 x 0.02 mm3
Theta range for data collection
2.213 to 13.916°.

Index ranges
-6<=h<=6, -3<=k<=4, -7<=l<=7

Reflections collected
243

Independent reflections
165 [R(int) = 0.0337]

Completeness to theta = 13.916°
20.4 % 

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
165 / 78 / 91

Goodness-of-fit on F2
2.723

Final R indices [I>2sigma(I)]
R1 = 0.1477, wR2 = 0.3919

R indices (all data)
R1 = 0.1507, wR2 = 0.4025

Largest diff. peak and hole
0.303 and -0.284 e.Å-3
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