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Fig. S1 Ramachandran plots of the constructed structural models of H061.14- (left) and R2-gp120 (right).



Table S1. Validation results of the constructed gp120 structural models (H061.14- and R2-gp120) and
template (PDB ID: 5FYJ, chain G).
Structure or model PROVEa VERIFY3Db

5FYJ, chain G 74 (5%) 85.26%
H061.14-gp120 93 (6.1%) 79.66%

R2-gp120 101 (6.5%) 84.76%
aThe total number of buried outlier protein atoms (percentage is in parentheses).
bPercent of the residues had an averaged 3D-1D score >= 0.2.



Fig. S2. Structure-based multiple sequence alignment among the template (PDB ID: 5FYJ, chain G, labelled as
5FYJ_G), H061.14-, and R2-gp120. Conserved residues are shaded in light blue. Secondary structure (SS) is
shown below the sequence alignment, with H/h, E/e, and L/l representing the  -helix (or 3/10 helix), β-strand,
and loop, respectively. Regular secondary structural elements of the template are numbered according to the
HXBc2 crystal structures (PDB IDs: 3JWD and 1G9M), with orange arrows and red spiral representing
β-strands and  -helices (or 3/10 helices), respectively. The variable regions of V1/V2, V3, V4, and V5 are
denoted above the alignment by blue line segments. The four -strands in the V1/V2 region are labelled A
to D, respectively, and the loops located between A and B, between C and D, and between B and C
are labelled V1, V2, and L1, respectively.


