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Atom δ [ppm] Deviation from prediction
Prediction HOSE

No. Spheres No. shift
values Code

6'b 2.17 Not possible - - -

6'a 2.2 0.13, calculated from
average of shifts 3.0 22.0 2D

2 7.09 0.03 6.0 3.0 3D
5 6.79 0.02 6.0 4.0 3D
6 6.98 0.01 6.0 3.0 3D
7 7.7 0.23 6.0 1.0 3D
8 6.38 0.20 5.0 1.0 3D


