
Time-Dependent
Structure factors

Difference electron
density (DED) maps

Data matrix
SVD-flattened DED 

maps

Significant singular
vectors

Reconstructed DED 
maps

relaxation times

Select candidate
kinetic mechanism

FFT

SVD SVD flattening

Fit of sum of exponentials

Time-independent
DED maps

fit 
mechanism

General Outline for Data Analysis with SVD4TX



This is the new SVD4TX GUI

Programmed in GTK+ and C
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pairs of reference/time dependent Laue

-preferentially scaled to Fc

-All files 6 column: h k l  Fobs  sigma    “ 0 “
h k l  “ 0 “ Fcalc f
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-Prepare Mask

-Select significant voxels

-Perform SVD
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Select significant singular vectors

-Singular values

-Autocorrelation of right singular

vectors

-Automatic Quality Factors

Rajagopal et al., 2004

SVD-flattening







lSV4 lSV5 lSV6

lSV1 lSV2 lSV3

The left singular vectors = difference maps
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Re-SVD the SVD-flattened data
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Step 3. global fit

Fit and residuals are written out

to standard output for easy cut

and paste into favorite plot program

(xmgrace recommended).
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Step3. solve coupled differential eqn.

fit rate constants

Determine rate constants for 

candidate chemical kinetic mechanism
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Determine time-independent DED

of intermediates

ask for filenames:



since maps are FSFOUR maps
they must be scaled to 1s=50
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DONE !!!

Write out maps



Inspect difference electron density

Need to be implemented (but tools are already there)
- Back FFT of intermediate DED maps (back fft already implemented)
- Calculate extrapolated electron density (dark structure factors already in program)

structures of the intermediates

- POSTERIOR ANALYSIS (coefficient matrix solver already in place)


