


Scaling of the °F °F DQ curves
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Figure S1. Left: Experimental '°F 1°F double-quantum buildup curves of 1. The peaks are labeled
according to Figure 1. Right: Simulations of the buildup experiments for the structure model a)
(see section Results and Discussion) using 9 spins systems. The numbering of the spin systems

accounts for the number of the observed spin in the crystallographic information file (see below).



Rietveld Profile Plots for modified structures
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Figure S2. Calculated Rietveld profiles of after refinement where a) one NyCoCqF torsion (see
scheme 1) of the first molecule of the asymmetric unit changed by approximately 120° (symbolic
representation: T); b) all NuCoCqF torsions of the first molecule (see Figure 4) changed by
approximately 120° (TTT).
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Figure S3. Calculated Rietveld profiles of after refinement where a) all NyCoCqF torsions of
both molecules changed by approximately 120° (TTTTTT); b) all NyCoCqF torsions of the first

molecule changed by approximately 120° and all NyCoCqF torsions of the second molecule by -
120° (T,



Selection of spin systems

Figure S4. Spin system No. 2 with grey lines indicating the °F!°F couplings. The observed '°F
atom is emphasized through a big symbol and nine '°F were taken into account located within a
sphere with a radius of 6.7 A around the central atom. All hydrogen atoms, CH; groups and side

chains without participating '°F atoms are omitted for clarity.



