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Per oxodicar bonate

C6O derivative The X-ray diffraction service group provides X-ray Dianion
diffraction measurements of single crystals and pow-
dersinthelabor atory at room and IOWtemper ature. The peroxodicarbonate dianion  The twisted oxalate dianion

Crystal structure of low Temp C,O, in the solid state C,0,” inthesolid state
C.,-2CHCI, inaview aong b axis

NSZVE G e Resear ch within the X-ray diffraction servicegroup Is Molecular
' g mainly concerned with the determination of crystal C:0¢? In the
structures and microstructural properties (strain,
domain size) of condensed matter from powder
e diffraction data. In addition, methodological develop-

C, - 2CHCI, a 50K ment within this area is pursued. Special expertise in
— the field of solution and refinement of crystal struc-

showed pronounced turesfrom powder diffraction datacan beprovided.

hysteresis and co-

7z - existence of the different
phases over alarge

temperature range Scientific cooperation In the field of non-routine
structure determination (phase transitions, disorder,
anisotropic peak broadening etc.) from powders is
offered. Thisincludesthe perfor mance of experiments
Blue luminescent at synchrotron and neutron sources at ambient and
non-ambient conditions.
polymers

Materials currently under Investigation include
Crystal structure and or gan ometallic pr eCcur sors, binar y and ter nar y )4 deS, lisosurface of anisotropic microstrain of of K,C,0, (left) and &

Rietveld plot of facial-Alg, Rb,C,0O, (right)

(@ (b) and (c) are lonic conductors, electronic and magnetic materials,

projections perpendicular to

the planes of the and rotator phases. : _
2 repectivly Anisotropic
showing the overlap

i Microstrain

neighbouring Alg,
molecules.Different degrees
of overlap of the pi-orbitals

of hydroxyquinoline ligands - _ _ -
belonging to nel ghbc_)ri ng ar 1,:A\nl I;slotroplc %rl?ll rl; dlstr;)uuon
Al moleliesrelkaly o A e

be the origin of the .
significantly different | Reflections o -~— L [° origin represents degree of _
' microstrain (d/d) as afunction

electro-optical properties. : ISt
P prop / l\ al . ) of direction.

Position Intensity Profile 2
(FWHM, peak shape)
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one-dimensiona Instrument  Sample FWAM in2q = (360/p)(dd/d)tana. - 3 gimensional difference-
Heisenberg spin chain: function broadening 3o Fourier plot of NaC,O,H; after
applying the anisotropic

dipyhydroquinone-copper l | ' ‘N FWHM model. The missing

: R _o_p-8 X hydroxy-hydrogen atoms are
Lattice parameters Crystal structure: Real structure: &S clearly visible between the

Space group Atomic positions Stress, hydroxy-oxygen atoms.
Temperature factor Strain
Occupancy Crystallite size
(Disorder) Domain size,...
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Qualitative phase
analysis

Phar maceuticals

' ' Setting an initial atom configuration {X
- Pb;O, at 79| kbar — J J X

Calculation of ¢ (intensity or profile)
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N MR TS Random change in atom configuration

{X}ew ={X}+d{X}
(translation, rotation, torsion, occupancy...)

Calculation of new c?,,,
and Dc?= c?,,, -C?
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Micro reaction cell: 0.5-1mm quartz
glass capillary Nitrogen pressure/gas-
flow/liquid-flow Svagelok Fitting w.

Powder patterns of cesium oxalate monohydrate ¥ ESPel/graphite ferrule Goniometer |

recorded at X7B (NSLS) in dependence of head L attice parameters and (rel.)

temperature (25-500°C) volume of Minium in
dependence of pressure.
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