(1) Data Manager: Load data and generate Groups
Batch Task: Perform grid search on exchanging Groups

Main: Select Group

>

Fit RD: Select Fit-G from grid

(3) Yes ;
Set fit NoEx as best

Set best fit as OK

Exchange?
R_>07?

Fit RD: Set current fit as best
Check Chi2 Map and Rate Analysis

Fit RD
Re-fit with new
initial conditions

Can fit be
optimized?

Yes Fit RD
Set best fit as OK
Mark OK parameters as OK

parameters

No parameters

are OK
Fit RD (6) Log notes
Mark best fit as NOT OK - Click Save
(Set None of parameters as OK) Next Group

Batch Task: Calculate errors on best fits
(7) Display Groups: Examine motions of entire molecule
Data Manager: Generate new Groups for concerted motions
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