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Annexure S1:Inspection of positional modulation*

No positional modulation* in the Form I@298K structure with 20 unit cells.
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*See the tutorial by Bruker: https://www.youtube.com/watch?v=LyOviNJA130



Unit cell:

No satellite peaks observed Form |@298K

. 3D View

Single peak of varying intensities

description Value

v Summary
Requested Exposure Time 10.00 s
Starting Position Distance: 55.00 mm, 2theta: 16.84°, Omega: 4.13°, Phi: 255.00°, Chi: 61.50°
Ending Position Distance: 55.00 mm, 2theta: 16.84°, Omega: 4.63°, Phi: 255.00%, Chi: 61.50°
Scan Type SHUTTERLESS FRAME
Wavelength 0.71073 A (Mo)
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Unit cell:

No satellite peaks observed Form I@100K a=10.664, 0=84.13%, V=2100A°
Db=13.742\, B=88.46°, Triclinic P
c=15.444, y=77.03°
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Description Value

v Summary
Requested Exposure Time 10.00 s
Starting Position Distance: 50.00 mm, 2theta: 5.00°, Omega: 353.00°, Phi: 0.00°, Chi: 55.00°
Ending Position Distance: 50.00 mm, 2theta: 5.00°, Omega: 352.50°, Phi: 0.00°, Chi: 55.00°
Scan Type SHUTTERLESS FRAME
Wavelength 0.71073 A (Mo)
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Single peak of varying intensities
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No positional modulation in the Form II@298K structure with 20 unit cells.
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No positional modulation in the Form II@100K structure with 20 unit cells.
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Description Value

v Summary
Requested Exposure Time  20.00 s
Starting Position Distance: 50.00 mm, 2theta: 5.00°, Omega: 355.00°, Phi: 0.00°, Chi: 55.00°
Ending Position Distance: 50.00 mm, 2theta: 5.00°, Omega: 354.50°, Phi: 0.00°, Chi: 55.00°
Scan Type SHUTTERLESS FRAME
Wavelength 0.71073 A (Mo)
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