This article was downloaded by:

On: 30 January 2011

Access details: Access Details: Free Access

Publisher Taylor & Francis

Informa Ltd Registered in England and Wales Registered Number: 1072954 Registered office: Mortimer House, 37-
41 Mortimer Street, London W1T 3JH, UK

=
| 4
K

s ey ) s g

VT e Y S

Phosphorus, Sulfur, and Silicon and the Related Elements

Publication details, including instructions for authors and subscription information:

Phosphorus,

S-:!-‘!f“rs and http://www.informaworld.com/smpp/title~content=t713618290
Silicon
and the Related Elements
| Automated Analysis and Simulation of NMR Spectra: Applications to
== A Organo Phosphorus Chemistry
1 G. Higele; M. Engelhardt®; M. Grzonka®
* Institut fir Anorganische Chemie und Strukturchemie I Universitit Diisseldorf, Diisseldorf

To cite this Article Hagele, G., Engelhardt, M. and Grzonka, M.(1987) 'Automated Analysis and Simulation of NMR
Spectra: Applications to Organo Phosphorus Chemistry', Phosphorus, Sulfur, and Silicon and the Related Elements, 30: 3,
675

To link to this Article: DOI: 10.1080/03086648708079169
URL: http://dx.doi.org/10.1080/03086648708079169

PLEASE SCROLL DOWN FOR ARTICLE

Full terms and conditions of use: http://ww.informaworld. confterns-and-conditions-of-access. pdf

This article nay be used for research, teaching and private study purposes. Any substantial or
systematic reproduction, re-distribution, re-selling, loan or sub-licensing, systematic supply or
distribution in any formto anyone is expressly forbidden.

The publisher does not give any warranty express or inplied or make any representation that the contents
wi ||l be conplete or accurate or up to date. The accuracy of any instructions, fornulae and drug doses
shoul d be independently verified with prinmary sources. The publisher shall not be Iiable for any | oss,
actions, clainms, proceedings, demand or costs or damages whatsoever or howsoever caused arising directly
or indirectly in connection with or arising out of the use of this material.



http://www.informaworld.com/smpp/title~content=t713618290
http://dx.doi.org/10.1080/03086648708079169
http://www.informaworld.com/terms-and-conditions-of-access.pdf

07:24 30 January 2011

Downl oaded At:

Automated Analysis and Simulation of NMR Spectra:
Applications to Organo Phosphorus Chemistry

G. Hége]ef M. Engelhardt und M. Grzonka
Institut fir Anorganische Chemie und Strukturchemie I

Universitdat Diisseldorf, Universitatsstr. 1, D-4000 Diisseldorf

Analysis of molecular structures in solution- and liquid-state
is based on modern NMR methods. A novel set of computer pro-
grams was developed whichallows fora more convenient automated
analysis of NMR parameters and subsequent simulation of NMR
spectra. Programs and techniques used are demonstrated for

modelsystems like:

RPIOJCT, ]- R = CoHps M-, i-CoHy, N-, i-, s-C,H
(RO)ZP(S)SH 27'5° i 37 i i 479
Ni(FPRR’)4
Mo(C0)3(PF3)3 and related structures
Mo(C0)4(PF3)2
Transfer of NMR spectra from spectrometer to PC computer

is shown to obtain graphical output in high quality.

The methods demonstrated will be of general use for research
and routine work done in university and industrial labora-
tories. The programs SPECPREP, DSYMPLGT, DCYMPLOT,

DAVSYM1, DAVSYM2, DAVCYM1, DAVCYMZ2 and HERMES may be

obtained on request from the authors.
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