
Plat¡num Sponsors Gold Sponsors

SCIENTIFIC

^T¡cilo 
I rh€rS..f i f . Br; ì¿

B R ri')' Melrohm INSTRTJMENTS
Itc ¡,!¡,o!r!l( urutt\t, tt, ¿ur)

apply innovation'"

I.i AgilentTechnologies

ltlsxrvaozu
Excellence in Science

/

WIEN

il



of synthetic
:n Terahertz

easured the
ese spectra,
,olynrorphic

3-tetrach I o-
'ix isolation
compounds

le chlorina-
3-terrachlo-
compound

ss u rized

y in hydro-
The calcu-
:r literature
ISC Of KDP
dynarn ical

)ntrol in

r Hirschl,

uced stres-

ripment lor
ronletry as

rea l-world
rsure stress

oj Marek,

.e with the

n2 are slu'
:x spectro-
gth ol5 l4

,--17, 2 015

c016

C092-pdp

The Interpretation of Experimentar Spectroscopic Data in coordination chemistryUsing High performance Computing
Christian Knoll. Danny Müller, peter Weinberger

Investigating the Excited state photophysicar properties of Re(I) comprexes ofHexaazatrinaphthylnene with Alkyl an¿ trrioetner Substituenti using Time ResolvedVibrational Spectroscopic Techniques
Raphael Horvath. Hoily van der Sarm, Jack Tumer, Michaer Fraseq charrotte crark,Samuel Lind,Xue-Zhong Sun, Keith Gordon, Michael George

SuÉace Science

c077 Localization oIphase Transformation processes in Zirconia-Based ceramics byTopography-Based Confocal Raman Imaging
Ame Ziebell. Johannes Ofner, Bernhard Lendl, tr¿ichael Konegger

c078 In situ Raman spectroscopy studies on prasmon- cataryzedcharge TransferReaction: From TCNeFo to TCNeFo,
Shuping Xu. Jing Wang, Weiqing Xu
We employed the Ranlan
the plasrnonic catalysis.

spectroscopy to investigate the charge transfèr reaction of.Ag_TCNeFu under

c079 change in the Surface Geometry of the N-benzyramino(boronphenyr)methyrphos-
q!9nic Acid Analogues Adsorbed onto sirver Nanoparticres in Arkarine Medium:SERS Studies
Natalia Piergies. Edyta proniewicz, John R. Lombardi
Here we present the S ERS investigations ol the sel ected group I boron
acr ds immobil ized

o an alogues ol aml nophosphoni conto col loidal silver nanoparticl es at the alkaline medium These molecudered AS potential kinase and protease nhi b itors,
ES are const-

tn the
The presented resu I Is ind cate time-dependent changesadsorption geometry of the mol ecu I es. Brieffy, within the fi rst 5 m I nu tes the interaction beh¡¡eenthe mo ecu les and the co loidal lver nanoparti cl es,

observed time, rh ts interaction becomes stronger
s

(i

1 1

!
o

rc¡

o
3

o V te n na AU STR IA u ly 2 7 20 1 5

through the boronphenyl fl ng and the B-O bond

141



Material Science 2
co76

The interpretation of experimental spectroscopic data in
chemistry using high performance computing

Christian Knollr, Danny Müllerr and peter Weinbergerl

rlnstitute of Applied Synthetic chemistry, vienna university of Technology,
Getreidemarkt 9l 163-AC, A- I 060 Vienna, Austria

Keywords: tetrazoles, iron(il) spin crossover, DFT, infrared spectroscopy.

Vibrational and optical spectroscopy
are well known as very useful tool for the
characterization of iron(ll) spin crossover
compounds.r,2 With the program suite
Gaussian09 rev.C using VSC-l and VSC-3
theoretical molecular spectroscopy is carried
out and compared to experimental data in
the field of small molecule organic
chemistry (i.e. tetrazole ligands) and the
iron(ll) coordination chemistry. Within our
contribution some of these applications of
high performance computing in inorganic
coordination chem istry are presented.2

Fe(ll) spin crossover
tetrazole ligands (tz) occur in
sprn states (LS: S:O; H S S=2).
witching energy wl thi the

thermal energy, so it is
the spin state by cooling or
compound.

Via theoretical calcu
to confirm experimental findi
of the spin switching energy.
dependent IR calculations
agreement with the
M IR/Fl R spectroscopic data.
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Figure 1. Overlay of lFe(2tz)612* (LS) [foreground] and
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