README file

Data analysis procedure:

All scattering data are summarized in one Excel file, named “I2-PEGn_SAXS_data.xlsx” in the folder “MATLAB scripts”. Scattering data are labeled I_2I (double label), I_1I (single label), and I_0I (unlabeled), followed by “PEGn”, where n represents the length of the PEG chain. The Excel file also contains the standard error values of the intensity, labeled SigI_2I, SigI_1I, and SigI_0I. The scattering angle vector, Q, is in the first column. Q is converted to S (=Q/2pi) in the main script “PrScript4SAXS_example.m”. All MATLAB scripts (compatible with version 2019b) are stored in the folder “MATLAB scripts”.  
Examples of the graphic outputs are found in the folder “outputs”. 

(Options in the main script)

1. qvalmin and qvalmax:  set minimum and maximum Q values for input

2. excel file name for input
3. flag for the selection of PEG3, PEG5, or PEG9
4. set BC offset value manually

5. select the element of the heavy atoms, I or Tb, in the present version

6. set scaling factor manually
7. set alpha_stop manually or automatic setting by jackknife
BC offset:
Adjust the BC offset manually if necessary. Make sure that the distance distribution does not have any probability at I-I distance < 1 Å and no significant probability at I-I distance > 30 Å.

Scaling factor:

The basis function, IqDfms, must be scaled to be smaller than the magnitude of the oscillations in the interference profile. The scaling is performed at the command line to run fms5.m. The scaling factor we used was 3e9.
Alpha_stop:

Alpha_stop is the criterion to stop the fms5.m. Make sure that the distance distribution does not have any probability at I-I distance < 1 Å, and no significant probability at I-I distance > 30 Å.

