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Raman Spectroscopy of Flexible Molecules, Pelr Boui and Josef Kapilin
. _ _____________________________________________-_ " "________________ |

Protein Engineering of Enzymes Haloalkane Dehalogenases, Loschmad! Labora-

Theoretical Simulation of Liguid Water Radiolysis by Charged Particles,
Muarie Davidkond
Study of the Non-classical Bonding in eyelo-[(n°-CsHMe, ) Ti{ C—=C(SiMes) }2SiMez],
Rabert Gyepes © . 00 0 0 0 e e e e e e e e e 28
Stereochemistry of newly prepared heteroboranes of different architecture
and building blocks, Drahomir Hrygk
New Amorphous Quaternary Materials SIBCN: an Ab-initio Study, Ing. Jifi

Validation of Computing Model of ATLAS Experiment, Jif¥ Cladoba ef al. . . .
Properties of Arc Discharge with Water Vortex and Hybrid Stabilizations —

Research Projects c:f. National Centre for BDiomolecular Research, Joroslou

Simulation of Stress Wave Propagation, V. Pelibin, P Hora, A, Machowd, (.
Cervend

The First Principles Research of NiTi Alloy, Pelr Se
Polluda

Quantum Mechanical Mod

Quantum Chemical Caleulations of "N NMR Chemical Shifts of Pd and Pt
Complexes with Nitrogen Containing Heterocycles, Jeromir Tousek
Combinatorial G:aneration of Matroid Representations:
Petr Hlindnij
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CharonGUI kirit.ics.muni.cz>
Projects Jobs Settings

lobs | Projects | Modules |
) Molecular dynamics ~Job details

tD |&MBER. package testing|
D Free enzwme dynamics
Quartum mechanics Description The computatiohal study of lectin-saccharide interactions employs methods of
I_D Single paint energy maolecular docking and malecular dynamics. The aim of the project is a
Docking studies development of a reliable in silico based method of precognition of defined
mutants of the important proteins.

Name AMBER package testing

id nat assigned yet
Status idle

Jab submision

psubmit [Iung Ei] [plsek

Jhome/kmunicek /plsek

File Mame Last Modified
plsek Jul 9, 2008
pakus. cam Jul 9, 2008

| mewfile || copyfies | | Clean Charonfiles || Editjob || Delete jon |




m Multiple Cigand Trajectory Docking

(1N5M), (guid:93f77 eba-be64-482c-99ff-e5e52de2a0d5)

0X

HBP OBl Status IR:diusIGrid sizeIFIexihiIityIEnergy IR:nkIComment
Aborted 1.4 0 flexible

o
=]

done/OK 1.4 . flexible  -64.957024 82  Look at 1. conformer. It is with good accordance with crystal structure
jd FAILED 1.4 . flexible
jd FAILED 1.4 . flexible

Visualise Annotatejobl SubmitJobl

Parameter Value |Origin Detai —
Job id https://skurut68-1.cesnet. cz:9000/dYWm3S7 QG2ti6tBjEXBM2A

Job owner /DC=cz/DC=c: /O=University of West Bohemia/CN=Zdenek Sustr

receptorName 1NSM (null)

| receptorURI guid:93f77eba-be64-482c-99ff-e5e52de2a0d5 (nully
ligandName HOX (null)

I ligandURI guid:83303b33-62b8-41cc-a96f-c29a2ad45a0ac (null)
snapNumber 1001 (nully
snapURI guid:aa15d8hd-2338-4ffa-8ha7-6338c4e02has (null)
snapTime 1201.000 (nully
dockSurfaceProbeRadius 1.4 (nully
dockDistance 7.0 (null)
dockGridRes 03 (nully
dockResidueList TYR72,TYR124 SER203 TRP286 (null)
dockN dConf Written 4 (null)
dockMethod flexible (nully
dockProtocol protocol.xml (nully
proteinSurface 24776.54 urn:org.glite
gridMinX 38.937000 urn:org. glite
gridMinY 41.829000 urn:org.glite
gridMinZ 37.361000 urn:org. glite
gridMaxX 70.847000 urn:org.glite
gridMaxY 68.885000 urn:org.glite | >
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