Materials by Solid State NMR — modelling & ab-initio computing
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eSSNMR - State of the Art

dmfit : fitting software for end users (Materials Science & Engineering)
~850 registered users with downloads since 2008 (~2000 since 2002)
670 citations (~80/year) - 8™ best cited paper in the 10 last years (Engineering) - ISI

SIMPSON : in silico NMR spectrometer
~500 Users (NMR Spectroscopists)

>500 citations (~60/year) - 1SI

Discussion group

. - ’_.tonsortium
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O modeling

Multinuclear Solid-State NMR of Materials

review of > 1 000 published experimental data
no existing on line database

Wien2k : All electron DFT (LAPW)

~1500 registered users — forum
423 papers dealing with NMR R ~ . _
User’s meeting & Discussion group ’ NN - O

GIPAW (CASTEP & PWscf) : Pseudopotentials
commercial & open-source

seminal paper : 158 citations (>40/year 2008-2009)

User’s meeting, training & discussion groups

CASTEP

European / International leading software and expertise
yet scattered pieces
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eSSNMR - Pert Diagram

N
/[ SS NMR Spectroscopy ]~ K-_\ \\\
O / / \ \
o / ) \
| Ml Fitting | Experimental }ﬁ Users’ Services |
o | REpULP
S| ! § %‘% common formats  [~—7/\ ) :
21 NG ) Modeling integrated software > Materials I
% I a.rms A CI’OSS-CheCking W Sciences :
= ) cross-usage |
: i middleware & :
|/ Tutorials . .
¢ ’\/ onling felp J\> Engineering |
| I\ |
= | \\ | / I
IR Research Indgftry |
|| I
» | | i . I
I~ "SI o | N Academia |
© | 1 PrlnClp c Hybrid Materials |
: Surfaces / Interfaces [~ V] :
: . 1 Bio-material
S \\ 1 O CAS “P in silico io-materials /,
I \\ \. ///
[ Quantum Chemistry } —————————— S /
—_ e [ Advanced Materials I

[ Experts .... . ... Users ]

eSSNMR elnfrastructure project — Hearings Feb 9th 2010 Contact : dominigue.massiot@cnrs-orleans.fr




