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Supplementary Table 1. MPER Peptide Compositions




RMSD* (A)

gp41 Residue Range Ca All Atoms*
668 683 2.4 3.3
669 683 1.6 2.7
670 683 0.6 1.8
671 683 0.6 1.0
672 683 0.5 1.0

*Comparison of atoms in native and stapled peptide chains P.
+Excluding atoms unique to S5 and R3.

Supplementary Table 2. Ca and all atom RMSDs comparing SAH-MPERes2-6s3kkk)(B.0q) and

MPER rrress-6s3rrr) Peptides for residue ranges between 668-683.




A 10E8-SAH-MPER g, 4gc0 (B,) MPER (rrrese sssrrr)

ASA¥ BSAS % ASA* BSAS %
Chain  Residue (A% (A3 BSASS (A% (A% BSASS
gp41  P:SER668 127 1 | 83 34 M
P:LEU669 145 131 39 Il
P:TRP670 233 36 1 137 10 |
P:ASN671 73 31 I 73 32 1!
P:TRP672 178 129 I 179 139 I
P:PHE673 163 85 I 148 93 I
P:ASP674 85 67
P:ILE 675 74 46
P:THR676 54 53 (I 49 49 (I
P:ASN677 123 1 [ 99 19 I
PR3 (678) 144
P:LEU679 127 56 I 108 50 I
P:TRP680 169 88 i 131 66 i
P:S5 (681) 103
P:ILE 682 160 1 | 119 15 I
PLYS 683 155 74 ] 183 108 (11
10E8  H:ASN 31 86 17 I
Heavy H:TRP 33 30 26 [ 33 31 (T
Chain  H:ARG 50 26 11 i 14 5 1
H:THR 52 3 3 (I 5 5 (T
H:PRO 52B 65 1 | 70 30 I
H:GLY 52C 73 53 I 74 60 (I
H:GLU 53 80 55 G 79 58 I
H:SER 56 52 6 I 53 7 I
H:ASP 58 68 3 | 72 7 I
H:LYS 97 115 43 I 111 40 I
H:TYR 98 121 4 | 118 4 |
H:TYR 99 111 78 I 111 82 I
H:PHE 100A 151 78 I 155 87 Il
H:TRP100B 225 45 I 225 29 I
H:SER100C 94 1 | 93 6 |
H:GLY 100D 23 11 1 26 17 1
H:TYR 100E 170 33 I 179 26 I
H:PRO100F 82 56 1 88 64 I
H:PRO100G 140 69 1! 133 65 1!
H:GLY 100H 91 1 |
H:GLU 100l 65 3 | 98 1 |
H:GLU 100J 151 78 |l 57 6 |

*All interactions were performed with PISA (http://www.ebi.ac.uk/msd-srv/prot_int/cgi-bin/piserver).

$ASA, Accessible Surface Area, A2

§BSA, Buried Surface Area, A2,

§§Bars represent buried area percentage (100 x BSA/ASA), one bar per 10%.

Data shown are for Chain H, L, and P of the 10E8-SAH-MPER (B,q) structure and chains B, D, and F of the

MPER ¢ res6.sa3rrr) StrUcture.
B 10E8-SAH-MPER (e62-683KKK) (B1) MPER (rrre56-683RRR)
BSAS % ASA* BSAS %
Chain Residue ASA* (A% (A3 BSAS (A?) (A? BSASS
gpé1 P:TRP672 178 6 | 179 12 |
P:PHEG73 163 52 11l 148 52 I
10E8 L:ARG 91 87 10 Il 84 16 Il
Light Chain L:ARG 95B 224 46 1l 226 55 Il

*All interactions were performed with PISA (http://www.ebi.ac.uk/msd-srv/prot_int/cgi-bin/piserver).

$ASA, Accessible Surface Area, A2

§BSA, Buried Surface Area, A% Bars represent buried area percentage, one bar per 10%.

§§Bars represent buried area percentage (100 x BSA/ASA), one bar per 10%.

Data shown are for Chain H, L, and P of the 10E8-SAH-MPER structure and chains A, B, and C of the
MPER structure.

(RRR656-683RRR)

'(656-683KKK) (B’q)

Supplementary Table 3. Comparison of buried surface areas at the interface between SAH-
MPER(662—683KKK)(Byq) and MPER(RRR656—683RRR) peptides and (A) 10E8 heavy chain and (B) 10ES8
light chain.






