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Figure S1. Correlation between linear sampling only and linear sampling with linear
prediction for 3Juo-1p coupling values in Pinl.
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Figure S2. Correlation between non-uniform sampling and linear sampling with linear
prediction for 3Juo-Hp coupling values in Pinl.
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Figure S3. Circle plots showing y1 angles for the 20 CYANA Pinl structures with the
lowest target-functions on a per-residue basis. Angle distributions of structures calculated
from eNOE and J-couplings without stereospecific assignment are in black, while those
from stereospecifically assigned eNOEs and J-couplings are in red. Circle plots in blue are
residues which were found to be stereospecifically assigned in our protocol.

Table S1. Stereospecific assignments found in Pin1 using eNOEs and 3/He-Hp coupling values.

# Residue Stereoassigned1 Chemical Shift1 Stereoassigned2 Chemical Shift2
(ppm) (ppm)
1 MET HG2 2.428 HG3 2.492
3 ASP HB2 2.607 HB3 2.694
6 LYS HG2 1.384 HG3 1.402
6 LYS HD2 1.658 HD3 1.683
6 LYS HE2 2.969 HE3 3.004
7 LEU HB2 1.798 HB3 1.389
7 LEU QD1 1.063 QD2 0.777
9 PRO HD2 3.897 HD3 3.627
11 TRP HB2 3.241 HB3 2.948
14 ARG HB2 0.108 HB3 1.26
15 MET HB2 1.819 HB3 1.846
15 MET HG2 2.395 HG3 2.238
20 GLY HA2 4.081 HA3 3.903
21 ARG HB2 1.718 HB3 1.956
22 VAL QG1 1.009 QG2 0.777
24 TYR HB2 2.647 HB3 2.885
26 ASN HB2 -0.701 HB3 1.983
27 HIS HB2 3.071 HB3 3.364
28 ILE HGI12 0.924 HG13 1.223
30 ASN HB2 2.89 HB3 3.108
30 ASN HD21 6.792 HD22 7.537
33 GLN HB2 3.836 HB3 3.749
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