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The structure of damaged AmO?2 (36 dpa) has been studied by XRD, La concentration (x)
XAS and TEM. Thus, the effects of the self-irradiation on the oxidation The Weiss constant as a function of La doping for the

state, the lattice distances, the structural disorder, the radiation stability
and the microstructure have been discussed.
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coupling on both families.
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Si—OH bonds in crystalline silicates lengthen with the anionic charge
per tetrahedron, which is in parallel with the well-known trend of
decreased acidity of silicic acids and silicas in solution with increased
degree of deprotonation.
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A new route of controlled water activities led to syntheses of three new
compounds, indicating water plays a crucial role in the formation of
novel phosphates.
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coordination frameworks with two kinds of N-heterocyclic
carboxylate ligands
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page 58

) )
Four new 3D Ln™-Zn" coordination frameworks with “pillar-layer” sit
or pcu alpha-Po topology have been successfully obtained. Moreover,
the photoluminescent properties of compounds 1-4 have also been
investigated.

Synthesis and high temperature transport properties of
new quaternary layered selenide NaCuMnSe,

V. Pavan Kumar and U.V. Varadaraju

page 64

¢ ¢ ¢ ¢ ¢ ¢

R

© ¢ ¢ ¢ ¢ ¢

¢ ¢ 6 ¢ ¢ @

,
b
®
-

¢ ¢

o
.
&
o
é
&

Crystal structure of NaCuMnSe..



Structural and magnetic properties in the polymorphs of
CERho_sGel_s

Deepti Kalsi, Udumula Subbarao, Sudhindra Rayaprol and
Sebastian C. Peter

page 73

.//
w

o
[N}

-2

;
{g B-CeRhyGe, 5
.

@-CeRhysGey s § \\
0f— N &

8 4 0 4 80 10 20
Temperature (K)

Two polymorphs of a new compound CeRhg sGe; s in the a-ThSi, and

AlB, structure types were synthesized by arc melting. The magnetic
measurements of both CeRhg sGe, 5 phases suggest spin-glass behavior.
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Na,Bi,H;, undergoes a phase transformation from an ordered
monoclinic structure at low temperature to a partially disordered
body-centered-cubic (bee) structure at ~529 K, and finally to a more-
fully disordered bec structure by ~545 K.
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The electrochemical performance of [{Mn(Bpy)}(VO3)]~(H20) 16
and [{Mn(Bpy)gsHVO3),]~(H,0)p6 against sodium and lithium
counter electrodes give rise to the structural collapse of the initial
compounds. The IR and Raman studies show that the Bpy organic
ligand is completely decomposed during the electrochemical
testing. However, after the amorphization stable capacities as high as
850 mAh/g for lithium cells were achieved.
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Structure of SryRugClO;g, determined using Precession Electron
Diffraction data.

High-temperature phase transformation and topochemical
nature in ferroelastic (NH4),SO4
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Surface morphology of the (100) face of (NH4),SO4 on heating,
showing chemical reaction at the surface.
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View along [100] of CuCr,_,Ti,Ses crystal structure showing
tetrahedral and octahedral units. To the right, experimental X-ray
powder diffraction pattern of CuCr ;Tig3Ses (top) in compared (in a
like-mirror representation) to a simulated X-ray pattern from single-
crystal data (bottom).
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Structures and magnetic properties of copper(Il) coordination
polymers constructed from 5-methoxyisophthalate linker and two
flexible N-donor ancillary ligands. Three copper(Il) coordination
polymers with S-methoxyisophthalate and two related flexible N-donor
ancillary ligands have been synthesized and structurally characterized.
Moreover, thermal behaviors and magnetic properties of these
complexes have also been investigated.
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Low-density, ordered zeolites collapse to the rigid amorphous glass
through spark plasma sintering. The intermediate-range structure
formed in the process of order—disorder transition may give rise to
specific property.
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Backscattered electrons image of a transverse TiSi, grain nitrurated at
1100 °C for 50 h.
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A new 3D Co(ID-organic framework with nanosized acylamide-
containing tetracarboxylate ligand was solvothermally synthesized and
structurally characterized, its thermal stability, gas adsorption and
magnetic property were studied.
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The dependence of the magnetization (x, yp) on the magnetic field for
one formula unit of Bi,sFeOsqg at 5 K.
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Five triazole-based copper(Il) polymers modulated by polycarboxylates
were synthesized. Bis-triazole-bis-amide ligand and polycarboxylates
play important roles in tuning dimensionality of polymers. Magnetic
properties of polymers were investigated.
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A chiral three-dimension MOF compound and its magnetic properties
are described.
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The long-range-disordered intergrowth structure in a (BizTiNbOg),
(BiyTi3015) (2,3) grain, which is composed of various types of local
orderings, such as -22-, -23- and -223-.
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The co- and anti-parallel alignment of CO; groups leads to larger
and smaller SHG coefficients in (a) KCaCOsF, (b) KSrCOsF,
(c) RbSrCO5F, (d) RbCaCO;F, and (e) CsCaCO5F.

Structural study of Ca,Gd,Ge,0y and optical spectroscopy
of the Eu** dopant ion

Fabio Piccinelli, Marco Pedroni, Stefano Cagliero, Adolfo
Speghini and Marco Bettinelli

page 180

Xeay afracion tensty (o, )
S
=

S

E

3

20)
Structural study of Ca,GdyGe;0, and
optical spectroscopy of the Eu**
dopant ion

F. Piccinelli, M. Pedroni, S. Cagliero, A
Speghini and M. Bettinelli
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The structural study on Ca,Gd,Ge,Oy exploiting synchrotron X-ray
diffraction, allows us to determine the detailed geometry of the metal
coordination polyhedra, which is closely related to the emission
luminescence spectroscopy of the Eu®* dopant ion introduced as
impurity in this host.
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Four 3D microporous lanthanide coordination polymers with reversible
structural interconversion have been synthesized. They exhibit
characteristic emission bands of the lanthanide ions and possess great
thermal stability.
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Continued



The structure of nano-palladium deposited on carbon-
based supports

Lubomir Pikna, Ondrej Milkovi¢, Karel Saksl,

Miria HezZelovd, Miroslava Smréovd, Pavel Pulis,

Stefan Michalik and Jana Gamcova

page 197

Pd nanoparticle Pd-O monolayer Pd + Pd-O

Visualization of metallic core (left), oxide monolayer (middle) and
nanoparticle of diameter 5 nm (right).
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Single crystal of orthorhombic [(CH3);NCH,COOQ],(CuCly);-2H50.
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Visualization of normal spinel-type AB,O,4 structure, where blue
octahedrons denote BOg and red tetrahedrons AQ, units as well as IR
and Raman spectra of CogoNig ;Cr,04 powder.
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"!Ga and *Na to different *'P sites.
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Thermochromic VO, crystals with hollow spherical and asterisk shape
were directly synthesized using hydrothermal techniques. X-ray
diffraction (XRD) and Fourier transform infrared spectroscopy (FTIR)
studies confirmed the thermal stability and the reversible thermo-
chromic properties of the VO, structure.
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PL spectra of the as-grown and porous IngosGagg,N under various
etching duration.
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4-pyridin-3-yl-benzoic acid
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By hydrothermal reaction of lanthanide oxide, copper halide, and
4-pyridin-3-yl-benzoic ligand at different temperatures, a series of 1-D
to 3-D 3d-4f coordination polymers, namely [ErL;(H,O),][Cul],
[EnLs(H0][Cuzlz],  [Erls][Cull, and  [Dy;Lg(BPDC)os(H20)4]
[Cusl,], have been made, respectively.
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Influence of aggregated morphology on carbon dioxide
uptake of polythiophene conjugated organic networks
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Two thiophene-based conjugated networks were prepared with different
steric configuration building blocks, and they show various CO, uptake
capacity and sorption isosteric enthalpies, although they have identical
chemical constitution.

Crystal structures of LaO,_,F,BiS, (x~0.23, 0.46): Effect of
F doping on distortion of Bi-S plane

Akira Miura, Masanori Nagao, Takahiro Takei, Satoshi
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Distortion of the Bi-S plane in LaO;_,F,BiS, changed when the F
content was increased from 0.23 to 0.46, and a nearly flat Bi-S plane
was formed at x~0.46 with the appearance of superconductivity.
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