PCIl 2006 Poster Presentation

Titel Authors Old No. New No.
Ordering effects on bonding interactions in ice phases Jenkins S.", Kirk S.2, Ayers p.3 P 001 002-P001
Structural and chemical character of ice X and higher pressure ice phases Jenkins S.", Kirk S.%, Ayers P.2 P 002 005-P002
Real-space study of mechanical instability in ice XI on a Jbond-by-bond(] basis Jenkins S.", Kirk S.%, Ayers P.2 P 003 008-P003

Saitta A.M.1, Strassle T.2, Klotz 8.3, Saija F.4,

Structure, translational and orientational order of the amorphous ices o 5 P 004 011-P004
Giaquinta P.V.

Molecular mechanisms behind solid-liquid phase transition in ice micro-crystals. A molecular 1 2 3

dynamics simulation study Egorov A.', Brodskaya E.%, Laaksonen A. P 006 014-P005

Clusters which occur at interfaces of water and ice Ziemczonek L. P 007 017-P006

Molecular dynamics simulations of organic compounds adsorbed on ice Picaud S.", Hoang P.N.M." P 008 020-P007

1 : 1 1 .
Diffusion of formaldehyde and methanol in ice: A molecular dynamics study CB:aZIIene erV., Picaud S.', Hoang P.N.M., Toubin P 009 028-P008
Structure of crystalline phases of Ice: static distortion and prton ordering Kuo J.-L. P 010 031-P009
P 1 2 3

Solvation of nitrate ion and hydroxyl radical at the air/water and air/ice interface w ’ T3homa§ 5 Ding L.X%, Chang T- P 011 034-P010
M.", Garrett B.C.”, Tobias D.J.

Hydrogen bond topology, new interpretations of order/disorder transitions in ice, and the behavior , 1 1 )

of defects in a disordered ice lattice Knight C.", Singer S.J. P 012 e U

Computer simulations of the 13 crystalline phase of ice Baranyai A.", Bartok A.", Chialvo A2 P 013 040-P012

A combined micro-Raman and theoretical study of formaldehyde ice mixtures Toubin C.", Chazallon B.", Focsa C.' P 014 043-P013

. 1 . 1 . 1
HX photodissociation on ice : a quantum wave packets study Woittequand S.', Briquez S.', Toubin C. P 015 046-P014

Monnerville M.", Pouilly B."

Theoretical study on gases in ice Ih investigated by the molecular orbital method Hori A.", Hondoh T. P 016 049-P015

The bend angle of water in ice Ih: The significance of implementing the non-linear monomer

. 1 1 -
Dipole Moment Surface in classical interaction potentials Fanourgakis G.', Xantheas S. P 017 Weers 2
New approach for the pairwise potentials for water-water interactions AswaniR.", Li J. P 018 055-P017
Percolating networks and liquid-liquid transitions in supercooled water Oleinikova A.", Brovchenko . P 019 003-P041

Winkel K.1, Schustereder W.z, Kohl I.1, Salzmann

Isothermal amorphous-amorphous-amorphous transitions in H,O 3 ) ) 4
C.G.”, Mayer E., Loerting T.

P 020 006-P042

Observation of the glass transition of low density amorphous ice (LDA) and glycerol by isobaric

1 1 1 : 2 J
volume-temperature experiments Elsaesser M., Kohl I.", Mayer E.", Loerting T. P 021 012-P043

Guthrie M.", Bull C.", Nelmes R.", Loveday J.",

The local structure of ice VII determined by neutron total scattering - ) ) P 024 015-P044
Strassle T.7, Klotz S.
.. 1 2 . 2 2
Structural studies of the P-T behaviour of high density amorphous ices Strassle1T. » BullC. ,2Guthr|e M., Loveday J.", P 025 018-P045
Klotz S.’, Nelmes R.
Hydrofluoric acid: a strong acid at low temperature Ayotte P.", Marchand P.", Hébert M. P 026 021-P046
Raman scattering study of proton ordered ice-XI single crystal Abe K.! Ootake Y.', Shigenari T.", P 027 024-P047

1/6




Titel Authors Old No. New No.
Belosludov V.R.", Subbotin 0.S.", Inerbaev T.M.",
Extended low-frequency vibrations of hydrogen-bond networks of high and low density amorphoud — — =~
ic)e(zs w-irequency vibrat ydrog W '9 W |y phou Belosludov R.V.2, Kawazoe Y., Rodger P.M.?, P 028 030-P049
Shpakov V.P.°, Tse J.S.*
A new gibbs potential function for H20 ice |h Feistel R.", Wagner W.? P 029 033-P050
Phonon dispersion of ordinary ice up to 0.5 GPa: implications on the negative thermal expansion R 1 2 . 2 3
and pressure-induced amorphization of ice. Strassle T.', Klotz S.%, Saitta M.%, Braden M. P 030 036-P051
1 1 1
. . . L - - .
High pressure - high temperature studies on Ice VIl and H2-H20 clathrate #ﬁom? azRu1Iu M., Goncharov A.", Mao H.-K P 031 039-P052
emley R.
Mechanical strength and flow properties of ice-silicate mixture depending on the silicate contents - 2
and the silicate particle sizes Yasui M., Arakawa M. P 032 e
1 s 1 1
Effect of impurities on grain growth of ice W » Nishimura K.', Yokoyama S.', Takata P 033 045-P054
Methanol diffusion in ice Marchand P.", Ayotte P. P 034 048-P055
Effects of freezing on aqueous mixtures of formaldehyde and ethanol investigated by micro- 1 , 1 1
Raman spectroscopy Chazallon B.", Toubin C.", Focsa C. P 035 053-P056
1 . 2 . 3 . 2
Grain boundary hierarchy in the EPICA-DML deep ice core, Antarctica Il:ia%nnrl{t AK“IpfStUhl S, Faria S.H", Freitag J.% P 036 056-P057
ambrecht A.
- 1 - 2 3 . 1
Freak patterns in the interface between polar ice and silicone oil \If\;.l:]StIUhl ?: h Faria S.H.%, Hamann |.%, Freitag J.", P 037 061-P058
ilhelms F.
ip 1 2 : 3 . 1
Relaxation features in the EPICA ice cores \If\;.l:]StIUhl ?: 1 Hamann |.%, Faria S.H.%, Freitag J. , P 038 064-P059
ilhelms F.
Investigation of structural disorder in ice Ih using neutron diffraction and Reverse Monte Carlo
m\c/)deIII?ngl e niee hishg ned et ' Temleitner L.", Pusztai L." P 039 067-P060
Cryo-Atomic Force Microscopy (AFM) along Ice Surfaces Krzyzak M.", Techmer K.", Genov G.", Kuhs W.F." P 040 001-P070
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The hydrogen bonding nature of water molecules in methane hydrates as studied by in-situ lo
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anik .
1 . 1 1
Effects of additives and cooling rates on cryo-preservation process of rat cortical cells I\/I?L.ura\l.z ’ U?h'f’a T'z’ NagaYamf M.", Gohara P 107 114-P036
K.', Taira T.”, Shimizu K.”, Sakai M.
Pertaya N.', Marshall C.B.%, DiPrinzio C.L.", Wilen
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5/6




Titel Authors Old No. New No.
Clathrate hydrate formation and growth: new experimental results versus modelled data f(flhmks J.1. Luzi M.1, Spangenberg E.2. Ezinger - 023-P116
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