Appendix 1 Ffigure S1 is a schematic of the set-up used in this study on the Rigaku Ultima IV diffractometer at the University of Michigan. It is important to experiment with different optics arrangements to achieve a diffractogram with a good signal/noise ratio and proper resolution of peak position and shape. Filtering the radiation with a Kβ filter or monochromator is worth the loss in intensity for patterns as longer scan times are required to resolve polytype-specific hkl peaks regardless. With a scintillation counter, we measured each sample for quantitative analysis from 2-80°2θ at 0.3 degrees/minute and a step size of 0.02°2θ. The identical samples were measured again at the GFZ Potsdam, from 4.6-85°2θ at a rate of 1°2θ/minute and with a 0.013° step size, using the PanAlytical Empyrean diffractometer with 0.04° Soller slits, an automatic divergence slit, a 10 mm height limiting slit, an automatic anti-scatter slit, and a Kβ filter. A PixCel3D high-speed detector was used in scanning line detector mode, with an active length of 3.3473°2θ and 255 active channels. 
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1. X-ray Tube: Cu, Long-fine focus
2. Selection slit: Bragg-Brentano
3. Collimator: 5.0°

4. Helght limTing slit: 70 mm

5. Divergence slit: 1/2°

6. Random powder sample

7. Scatter slit: 1/2°

8. CuKp filter (Ni foil)

9. Collimator: 5.0°

10. Receiving slit: 0.15 mm

11. Detector: Scintillation counter




