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Research involving human participants, their data, or biological material
Policy information about studies with human participants or human data. See also policy information about sex, gender (identity/presentation),
and sexual orientation and race, ethnicity and racism.
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Note that full information on the approval of the study protocol must also be provided in the manuscript.

Field-specific reporting
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Life sciences study design
All studies must disclose on these points even when the disclosure is negative.
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Reporting for specific materials, systems and methods
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The paper includes experimental data obtained by EM and ssNMR spectroscopy. As is common in these fields, the reported results are
obtained on individual samples. The resulting spectra are shown in the manuscript. Notably, the reported data build on prior work in which
many such samples were studied, and where reproducibility of these analyses was determined. We do not have such experiments that failed
to not replicate the reported findings or contradicted them. Reproducibility of MD findings was assessed by the use of different force field
families: Amber, OPLS, and Charmm.

No experimental or simulation data were excluded.

See sample size explanation.

No randomization was applied in the performed experiments. No significant issues are expected from covariation of parameters in the applied
experimental studies.

No blinding was applied in the described experiments or simulations. Blinding is not customary in the field of NMR studies also given the small
number of samples studied (see sample size above).




