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/  prediction unreliable
1
 Less than 3 spheres used

2
 Range > 10 ppm

Atom δ [ppm] Deviation from prediction
Prediction HOSE

No. Spheres No. shift
values Code

1 41.5 2.58
1, 2 2.0 23.0 3D

2 66.2 2.00 3.0 3.0 2D
3 39.8 4.55 3.0 2.0 2D

4 43.0 3.00
1 2.0 2.0 3D

5 53.6 3.00
1 2.0 1.0 3D

6 83.4 0.40
1 2.0 2.0 3D

7 77.2 3.67
1, 2 2.0 24.0 3D

10 25.4 1.63 3.0 19.0 3D
11 21.6 5.50 3.0 1.0 3D
12 18.5 0.60 3.0 1.0 2D
13 43.0 1.00 3.0 1.0 3D
14 207.8 0.20 4.0 1.0 3D
16 30.0 1.00 5.0 1.0 3D


