Dynamics Center 2.3

Advances in Automated Data Analysis

Apart from dragging and dropping project files or xml interface
flles on the method tree, the Dynamics Center (DC) offers the
unigue option to set all parameters from external programs at
runtime and trigger a complete analysis. This allows a flexible
iIntegration of the DC into all kinds of automation environments.
Technically, the DC runs as a server which accepts input through
a communication channel. The DC can for example be used
from TopSpin, via a tool bar containing elements for automatic
orocessing, manual peak picking and automated analysis In
Dynamics Center. Standard analysis parameters are supplied
Internally.
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Fig. 1 The DC controlled from TopSpin via a tool bar.
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Fig. 2 The DC controlled from the diff software.

(<)

(<O

Time Domain Dynamics

Time Domain Dynamics is a new and exciting tool for the
extraction of relaxation information from NMR time domain data
recorded with Bruker’s benchtop minispec. As part of Dynamics
Center, It offers the standard method oriented workflow for easy
analysis and reporting.

Multiple samples or different fitting functions can be analyzed in
parallel.

oyrarics ertr Veson 255 o v e - 530

File Config Help
T y ST S A (D) ~
I FMEH P

& Time Domain Center : 1t 101
~ ¢ Time Domain Dynamics AT "
& TimeDomainlD CABrukenDynamicsCentenProject_files\Latex_CPMG.dps 3|/ ILT prodile

Tt TD data, 0.0174, 0.364 5

180
)
= i 1.00 |
* Toso |
.-- l_ll ﬁ] l\-THE I 11 II:!FI|5IDI IIIII IjI .I1 IEIII:! IIIII EI Ill.1 Iﬁlljl IIIII I:I II2|DIDI IIIII I:!I2|5IEII IIIII IjIIBIEIII:! 111 Isl I_ w
el L v
F % 4 r

Fig. 3 Top left: Experimental T, relaxation decay.

Top right: Distribution of T, relaxation times resulting from Inverse Laplace Transformation (ILT).
Bottom left: Fitted decay curve.

Bottom right: Residuals from curve fitting and ILT.

The predefined library in Time Domain Dynamics contains
functions commonly used in NMR relaxometry and polymer
analysis, e.g. for the analysis of the cross-link density In
rubbers or the morphology of polyolefins.

The software Is Ideally suited for method development and
additionally provides the Infrastructure for automated analysis
of large sample batches.

Summary

m Unified, easy-to-use workflow for all kinds of relaxation,
diffusion and kinetics analyses

m Client/Server architecture for usage In anyprogramming
environment

m Highly etficient multiple, parallel analysis of any types of

spectra: series of 1Ds / 2Ds, pseudo 2Ds, pseudo 3Ds

and time domain data

Automatic data fitting and best model selection

Library of predefined fitting functions

Option for user defined fitting functions

Powertul algorithm for Inverse Laplace Transformation

Unigque interactive multi spectra display features

Easy data opening by drag and drop

New release version Dynamics Center 2.3

Avallable on Windows, Linux and Mac [m] ¥ ¥ [a]
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