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through Compton scattering, leading to highly complementary 
information, the momentum density . Those three functions 
convey distinct information, and are connected through the one 
particle reduced density matrix (1RDM), the key information for 
describing any microscopic property of a system, at least within a 
mean field approach. We are developing a joint analysis of those 
different experiments when available. It involves defining model 
parameterisation of the 1RDM. The method of joint refinement from 
independent and complementary experiments will be discussed, 
with applications to inorganic and molecular materials. One main 
interest of such approach consists in modelling condensed matter as 
a superposition of fragments with a flexible transferability among 
similar compounds. Various examples will be given, concerning 
inorganic complex compounds and also systems with pharmaceutical 
applications. 
Coordinator of CEDA research ANR project, together with D. 
Luneau, (LMI, Lyon),  B. Gillon (LLB, CEA), M. Souhassou 
(LCM3B, Nancy), Y. Sakurai (Spring8, Japan)
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Quartz mineral formed by shock impact reaction from dynamic 
high pressure and temperature (about several thousand degree) is 
still unknown so far. This paper presents detailed data with electron 
microscopy and X-ray structure analyses of shocked sample (SQ12 
from impact crater), which are compared with normal single crystal 
of rock-crystal (RQ in Japan) as follows: 1) Field-emission scanning 
electron microscopy (FE-SEM) with analytical device indicates 
that shocked quartz with shocked lamellar texture (SQ12 sample) 
is assemblages of irregular micro-grains of 100 nm to 3 micro-
meters, where carbon grains with 300 nm to 10 micrometers are 
involved along shocked lamellar planes, and grain-boundaries of 
micro-domains of quartz. 2) The EDX spectra of FE-SEM indicate 
that carbon grains contain some silica contents as impurities from 
silica-rich target rock at impact event. The present data suggest 
that X-ray diffraction (XRD) of powdered sample SQ12 shown 
as weak and diffuse X-ray intensity peaks is considered to be also 
effect of overlapping XRD peaks of graphite carbon. 3) X-ray 
structure analyses of these impact sample SQ12 compared with 
quartz RQ, indicates effects of irregular assemblages and shocked 
lamellar planes of quartz silica and graphite carbon. Structural data 
of shocked quartz silica formed relatively quenching process (from 
high-temperature and pressure) show similar data of twinning crystal 
data of mineral formed relatively slow-cooling process of melting. 4) 
Dynamic impact reaction from high pressure and temperature makes 
characteristic crystal data of quartz with various textures of domains, 
lamellae and coexisted foreign minerals as dynamic quick-cooling 
process.
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Double perovskites of general formula A2MM’O6 are a class of 
compounds, crystallizing in a superstructure of the perovskite 
type with an ordered distribution of M and M’ cations on 
crystallographically distinct sites. The physical properties of these 
compounds depend strongly on details of the chemical composition 
and subtle structural features: Depending on the ionic radii of the M 
and M’ ions a significant degree of cation disorder will be observed 
on these sites, quantified by the relative amount of M-ions on the 
M’-site and vice versa. A cation disorder of 0% refers to a perfectly 
ordered structure, while a cation disorder of 50% means a completely 
random distribution of the M and M’ ions, representing a normal 
perovskite A(M,M’)O3. In addition to this cation disorder, oxygen 
vacancies can be of high relevance for the physical properties, 
especially if one of the elements can exist in different formal 
oxidation states. A very often applied approach to vary the physical 
properties is to substitute the A-site with another element A’ with 
a different oxidation state and hereby changing the valencies on 
the M and M’ sites. The interpretation of the resulting properties 
requires a sophisticated characterisation of the obtained material, 
which can only be provided by a multitechnique approach. We will 
report on some new examples of double perovskite compounds 
with A=(La3+,Sr2+), M a 3d transition metal and M’ = Ir, Ru or Re. 
The underlying crystal structures will be determined by several 
complementary methods (e.g. diffraction using synchrotron and 
neutron radiation, XPS, ICP-OES, oxygen determination) to resolve 
any ambiguity within the above mentioned structural degrees of 
freedom and correlate composition and structure with the resulting 
magnetic properties.
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Although the basic aim of crystallography is to determine the crystal 
and molecular structure of crystalline solids, much more important 
and interesting is the relationship between structural features and 
physical properties. Understanding what makes a material perform 
its ‘function’ is essential for the design of new materials with novel 
or enhanced properties. Within this context, new opportunities for 
the development of novel electronic devices may arise from the 
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control of the spin crossover phenomenon. Widely studied in iron(II) 
molecular complexes, it can be induced by a change of temperature, 
pressure or by light irradiation and is accompanied by particular 
changes in the magnetic, optical and structural properties of a 
material. Intrinsic to these compounds and a ‘must’ for applications 
is their bistability, i.e. the possibility of changing between two 
molecular states in a controlled, reversibly and detectable manner in 
response to a specific perturbation. Hence, determining and studying 
the molecular factors that will predispose a material to undertake 
a spin transition, and understanding how this transition affects the 
resulting structure and properties, is then crucial for the designing 
of new materials showing enhanced properties useful for practical 
applications. However, when subjecting materials to a diversity 
of extreme sample environments, it is usual to find a variety of 
responses, including new and/or uncommon structural changes and 
features. This talk will show a few examples of structural diversity in 
spin crossover complexes induced by different sample environments.

Keywords: low temperature, light irradiation, high pressure

MS.28.2
Acta Cryst. (2008). A64, C56

Crystal structure of 6PicTubenzo thiourea derivative, 
oxidative cyclization and coordinated with Cu2+

Forogh Adhami
Islamic Azad University, Shahre-Rey Branch, Chemistry, High way Qom, 
Yadegar Emam, Tehran, Tehran, P.O. box 18735/334, Iran, E-mail：
fadhami@gmail.com
　

Thiocyanates (sulphocyanate or thiocyanide) are analogous to the 
cyanate ions. The reaction of these compounds with amine groups 
in the different materials form ourea and thiourea derivatives. The 
complexes of thiourea and thiourea derivatives are important since 
they have shown antitumor, antiviral, bactriostatic and antioxidative 
activity.1,2 One of the interesting features of some thiourea derivatives 
is to be oxidized in the presence of a reductant and produce the 
oxidative cyclization compounds. These new compounds also act 
as ligands and coordinate to the metal ions.3 In this report, at first 
N-(Benzoyl)-N`-(6-Methyl-2-Pyridyl)Thiourea (6picTu(Benzo))  is 
introduced. It is prepared from benzoyl isothiocaynate and 6-methyl-
2-pyridyl. Then, (6picTu(Benzo)) reacts with the CuCl2 in ethanol 
solution. The oxidative cyclization occurs and is generated N`-(5-
methyl[1,2,4]thiazolo[2,3-a]pyridine-2-yldine)benzamide. The new 
complex is build by this product and CuCl2. CHN, AA-, IR-, 1HNMR- 
and 13CNMR spectroscopies are used to characterize the products. 
The crystal structures of these 
compounds f rom sui table 
solvents are determined with 
X-ray single crystal diffraction.
1. A.T. Kabbani, H. Ramadan, 
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Ghannoum, Y. Mouneimne, 
Journal of the University of 
Chemical Technology and 
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3. D.J. Che; G. Li; Z. Yu; 
D.P. Zou; C.X. Du, Inorganic 
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Schiff bases are known to form a wide range of coordination 
compounds with transition metal and main group metals. The X-ray 
crystal structures of  three organotin Schiff base complexes were 
studied. One of the complexes, N,N´-cyclohexylenebis(salicyli
deneiminato)dibutyltin(IV) dichloride crystallises in monoclinic, 
C2/c space group with the unit cell parameter, a = 15.0080 Å, b 
= 14.0472 Å, c = 14.2802 Å and β = 112.703º. The octahedral tin 
environment is formed by the two butyl groups and two chloride 
atoms from  dibutyltin dichloride as well as two oxygen atoms, 
one from  each of the adjacent N,N´-cyclohexylenebis(salicy
lideneiminate ligand forming a polymeric chain.  On the hand, 
N-(2-Amino cyclohexyl)(salicylaldiminato)dichlorophenyltin(IV) 
chloroform solvate, crystallizes in monoclinic, P21/n with the unit 
cell parameter, a = 11.559 Å, b = 11.877 Å, c = 18.766 Å and β = 
108.449°.  The octahedral tin coordination environment is completed 
by a phenyl ring ,two chlorides ions , two donor nitrogen atoms and 
one hydroxyl oxygen atoms from the N,N’-cyclohexylenebis(salicy
lideneiminate ligand; the bonded C atoms of the phenyl ring along 
with three chelating atoms comprise an approximate square plane. 
The third structure analysed is  N,N´-4,5-dimethyl-1,2-phenylene-
bis(salicylideneaminate)dicyclohexyl(IV) which crystallises in 
monoclinic, P21/c space group with the unit cell parameter, a = 
10.1419 Å, b = 17.2985 Å, c = 16.990 Å and β = 102.668º.  The 
structure of this complex is also found to adopt the octahedral tin 
environment comprising two nitrogen donor atoms and two oxygen 
donor atoms from the ligand and two cyclohexyl groups.  This 
complex differs from the previous two in that the two chlorides have 
been substituted by the oxygen atoms.
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As part of our ongoing investigations into fluorescent dyad and triad 
systems1, we have prepared (E)-1,3-dibromo-5-(2-(ferrocenyl)vinyl)
benzene as a precursor to donor acceptor compounds in which a 
ferrocene donor is linked via conductive alkene and alkyne bridges 
to fluorescent acceptors such as naphthalimides.  The structure 
of the molecule is reported here. In the crystal structure, packing 
relies exclusively on C-Br...π interactions with Br...Cγ distances 
of 3.846(2) and 3.5983(12) Å and C-Br...Cγ angles, 168.42(9) 
and 171.66(8) ° respectively, where Cγ represents the centroids of 
unsubstituted cyclopentadiene rings of the ferrocene molecules.  
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