nmrshiftdb2 Quality Report - *C




30 3.804A02 2.0 957.0 3D
31 3.25 3.0 2.0 3D
32 1.77 3.0 4.0 3D
33 0.77442 3.0 3.0 3D
36 2.70 4.0 1.0 2D
37 0.90 3.0 7.0 2D
38 1.09 3.0 4.0 2D
39 1.844841 2 2.0 220.0 2D
42 455412 2.0 56.0 2D
43 1.33 3.0 4.0 2D
44 1.52 4.0 4.0 2D
45 1.92 5.0 4.0 3D
46 18.0 Symmetric to atom 45 5.0 4.0 3D
47 155.8 12,5048 2.0 1.0 2D

Overall mark 9 (out of 1 to 10, 10 being best)

Mean deviation from prediction: 2.38 ppm — 1.19 Points
No. of red or missing shifts: 0.0 — 0.0 Points

No. of yellow shifts: 0.0 — 0.0 Points

1 yellow shift(s) and 1 red shift(s) not taken into account because the underlying prediction was
unreliable.
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