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NMR spectra and peptide connectivity analysis based on the observed

NOEs and structural statistics for the calculated NMR structures
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Figure S1: Representative regions of the 2D *H NOESY spectra of gp41w-4R (A),
gp4lw-KA (B) and gp41w-FKA (C) acquired on a Bruker 700 MHz spectrometer. The

NH-aH fingerprint regions are shown with the sequential connectivity between NH; to

aH;_; indicated.
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Figure S2: Intramolecular NOE contacts observed in the 2D * NOESY spectra of gp41w-
4R (A), gp4lw-KA (B) and gp41lw-FKA (C) in the miscible cosolvent mixture.
Unambiguous (thick lines) and ambiguous (thin lines) assignments were used by Aria for
the simulated annealing protocol to calculate peptide conformations. Ambiguous peaks
that had density in the spectra but were occluded by nearby peaks are also indicated

(dashed lines), but these restraints were not included in the structure calculations.
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Table S1: Structural statistics for the NMR solution structures of gp41w-4R, gp41w-KA

and gp41w-FKA determined in a cosolvent mixture of chloroform, methanol and water.

, gp4lw-4R gp4lw-KA gp4lw-FKA
No. of distance restraints
Unambiguous NOEs 369 444 328
Ambiguous NOEs 24 33 20
Unassigned NOEs 2 1 0
Total NOEs 395 478 348
Dihedral Restraints 18 18 18
RMS deviations among the structures
Bonds (A) 1.23x107° 1.22x107° 1.18 x 1072
+-63x10°  +-189x10"  +-6.41x10"°
Angles (degree) 0.688 0.819 0.684
+-14%x102  +/-106%x10°  +/-6.86x10"
Impropers (degree) 0.187 0.461 0.185
+/-9.49x10°  +/-858x10°  +/-9.12x10°
Dihedrals (degree) 211 20.8 17.2
+/-1.20 +/-1.07 +/—0.672
Pairwise atom RMSD (A)
All atoms 1.618 1.380 1.302
Heavy atoms 1.297 1.087 0.963
Backbone 0.630 0.389 0.426
Ramachandran space (%)*
Most favoured 82.1 76.8 85.3
Additionally favoured 17.9 22.9 14.7
Generously allowed 0.0 0.3 0.0
Disallowed 0.0 0.0 0.0

®Calculated by Procheck (42).
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