Supplemental Material

Table 1S. Binding to bilayers versus monolayers

Peptides K)ilayer/K monolayer

gH626-644 0.9

gH625-644 0.7

Melittin 36

gp4l-FP 0.8




Table 2S. Relevant NOESY (150 ms)-
derived distances (A), as obtained by
CALIBA module of CYANA, for gH617-
644 in TFE/H20 (80/20 v/v).

I ntraresidue

E° A B 1po 3.30
E® 1A E°® B3 3.36
ES® N EST® 1A 3. 64
E° N E°® 1po 3.73
ES® N ES® B3 317
VP HA V'R 3. 30
VPN VP HA 3.08
VPN V' 1R 311
1520 1A 1527 B 3. 99
L5271\ (527 HA 3.08
L5271\ AN 3. 93
AT PN AT A 3. 05
C7Z_ N C7Z__HA 2.93
CZZ_ AN C7Z_ (B 3. 96
CZ N C= A 314
C AN = B 4. 58
5% HA % 1B 361
T2 AN T2 HA 2. 74
528N 5 g 2.83
H°Z5 HA H2>_ HD? 5.50
H2> HA H2> B 371
25 N H25 1A 302
2> HN H2 B 3.83
& AN G AL 2.60
N eV 2. 80
L1527 1A ) 414
L5277 1N [527 1A 3 14
L527 1N L5277 HG 5. 50
L527 AN L5277 B 4.42
ATZEHA A OR 5. 72
AN A A 2.96
SZ9Ha SZ_ 1Ry 2 74
S5 HA S%9 B3 3.08
SZ N SZ9pA 302
S9N S 1By 2. 65
SZ N S79 B3 2.98
T HA T 1B 3.02
T AN T HA 3. 05
T80 AN T 1B 2. 96
15T 1A RETE 5.50
LT HA LT B 4.30
LT AN LT HA 3.02
[T N REATE 5. 50
LT AN e 4.39
T2 A T2 1B 3. 45
T2 1N T2 A 2. 77
T2 AN T2 1B 3.02
%% 1A Faa=Y) 317
R HA R=%_ HR3 317
=% B3 R HE 5. 50
B i R 1 5 50
B i3 R HE 5.50
RN R 1A 3 27
R N =% HRo 3.08
B N =% B3 3 14
R N B i 5. 50
V&7 HA V&7 2.86
VET_HA Ve B3 2 74
V&7 HA VET__HD1 5.50
VET_HA Ve HE3 5 50
VTR V&7 HD1 5.50
VT pHRp VBT HE3 5.50
Ve B3 Ve HD1 5 50
V&7 B3 V&7 HE3 5.50
VET_ N VET__HA 2.99
V&7 N VTR 2.99
VET N Ve B3 2.86
VE7_ B3 VET D 398
AT N AFSHA 311
H% 1A D 5.50
H%5 1A H B 3.87
% N H% 1A 2.99
H%5 HN H%5 OB 3. 87
Y& __HA Y& __HB2 2. 71




O30 HA %37 HR3 2 74
Y& AN Y& HA 2.80
Y& HN Y& HB2 3. 05

537N 537 1R3 3.11

T =7 2. 86

LT 5% 13 2.99
N A N Hpp2 5.50
N HBp N Hpo1 5. 50

5% 1Ry N Hpp? 5. 50

5% 1 R3 7P 5. 50

5% T N Hpp2 423

N 538 A 3' 05
NN N7 2. 80

5% N 5% 1R3 3.08

639 HN 639 |_|A 2 77

640 |_|A 640 |_KE 5 07

640 |_|A 640 (B 3 87
L% N L% HA 2.80

530 N AT 5. 50

640 HN 640 (B 3 99

641 HN 641 |_|A 3 05

TN ) 2. 86
7 i@ "2 HE 5. 50

73 B2 HE 5. 50

647 HN 647 |_|A 3 24

37N e 5. 50

TN 7 43 5. 50
21N R*Z__CB 4.83
AN A A 2. 86
| nt er-residue

ST 58 N 3. 42

618 |_|A 619 HN 2 77
E°T® 1A AT OB 6.53

619 |_|A 620 HN 3 14

) 520 N 3.55

520 A 57T N 3. 30

620 |_|A 62723 HN 4 17
e AZT N 427

57T N 527N 3.76

6727 |_|A 62725 (B 3 96

577 A 573 N 3. 70

577N 523N 3. 36

577 OB T2 AN 5. 04

523N 57N 3. 61

62723 (B 024 HN 5 07

024 |_|A 627 m 4 27

62725 |_|A _bzb HN 3 55
H HA AN 3. 50
E N % HN 2.90

625 m ~6Z2b HN 4 70
75 AT 527 N 3. 47
%5 IA] 529 N 3 71
% HN L7 N 3. 04
L5277 HA AZE N 3. 70

527 A 530 1R 401

BZ7 |_|A 630 HN 3 57

BZ7 |_|A 631 HN 4 91
L7 HC AN 5. 50
L% AN AZE N 3.01
L7 B 528 N 470
AZE A 529 N 3. 90
AZE LA 55T N 3. 73
AZE A e 418
AZE N SN 3. 07
ST 530N 3.58
S A 533 N 417
SN 530N 3. 03
T50 1A 55T N 4. 50
T HA R B2 3. 36
U HA 533 1R3 3. 39

530 A 533 N 3' 42

530 1R 5T N 3. 21

530 N 55T N 3. 46
L5 1A =7 2. 80

T 537 1R3 2.90

631 |_|A 635 HN 4 69

631 |_KE 632 HN 5 50

55T N TN 2. 90
LT 8B T2 AN 461
T2 HA 535 N 401
T2 1B 533 IN 3. 24
570N RPN 3 64




033
|_|A 034
B _HA H—h 424
R HED V=N T
" HB3 55N .82
B o7 3.55
a7 | —
v HA Y& HBD L2
T HA Y= HB3 48
T HBD 535 N 3.1
T HB3 535 N T
HDL 535 =3
634 HN 635 |_|A 5 50
Abdb HN .
T HA %5 HN 32
635 |_|A s HB 3 70
=i e HBz 3 42
LA o 3 3. 45
iR e nN 3.36
HHN Y53 HN 308
ot D 3.30
o Y 4.58
i e 3. 48
Y naz 53 N g 22
il HRS N=FHN 3 gg
638 HN .
i S Y 4.23
i G Y 3. 42
N naz 539 N g' &
R 1
T HN 520 N 2
i il 291
i Lo HN 5.50
Lo HA 7 HN 2.86
T %7 N
| AN 22
647 Rb4z HN . O
R AN AN 24
3. 95




Table 3S. Relevant NOESY (150 ms)-
derived distances (A), as obtained by
CALIBA module of CYANA, for gH626-639
in TFE/H ,0 (80/20 v/v).

I ntraresidue

L5277 AN 77 HA 2. 40
L5277 HN 77 B 4. 33
577 HA 77 B 3.96
A% HN AT HA 3.30
S HA S HB2 3.08
SN S HA 3. 21
SN S HB2 3. 42
SN 7 HB3 3.55
S HA 7 HB3 3.73
T HN T HA 3. 11
T HN TRETT) 2.96
T HN ™ 0@ 4.76
T HA TR} 3.52
[T AN [T HA 3.08
[T AN T HG 5.50
[T AN T B 4. 02
[T HA T B 4. 58
7 HA 7 1B 3.33
7 HN 7 HA 3. 21
7 HN 7 1B 3.05
R HA ¥ HR 5.50
R HA ¥ HG3 5.50
R HA ¥ G 3. 80
¥ HN ¥ HA 2.90
¥ HN ¥ HR 5.50
¥ HN ¥ B 3.99
W HA W HB2 3.02
W HA VW HB3 2. 40
W HA VW HDL 5.50
W HA W HE3 5.50
W HB2 VW HDL 5.50
W% HB3 VW HDL 5.50
W% HB3 W HE3 5.50
W% HDL W HEL 5.50
W HH2 W' HZ2 5.50
W HZ3 W' HZ2 5.50
W HH2 W HE3 5.50
W HZ3 W HE3 5.50
W HZ2 W HEL 5.50
W% HB2 VW HE3 5.50
W HZ3 W H2 5.50
W BN W HA 3. 24
W BN VW HB2 3. 14
W BN VW HB3 3.02
A HN A HA 3. 30
H® HA H*®  HB2 3. 17
H® HA H%®  HD2 5.50
H®  HB2 H%®  HD2 5.50
H® HB3 H%®  HD2 5.50
H® HB3 H*®  HB2 5. 44
H®  HN H® HA 2.80
H®  HN H*®  HB2 3.52




H=°  HN H*®  HB3 3.05
Y°3 T HA Y>3 HB2 3.27
Y*3©  HN YT HA 2.90
Y*3©  HN Y>3 HB2 3.27
Y*3©  HN Y**"  HB3 3.17
N°3%  HN N°3®  HB2 4. 07
N°3%  HN N°3®  HB3 3.52
Ne3® HA N°3®  HB3 3.58
N°3®  HB3 N°*®  HD21 5.50
N°3®  HB2 N°*®  HB3 3.24
N°3®  HD22 N°*®  HD21 5.50
A HN A HA 3.64
I nt eresi due

626 HAL L*?” HN 2.40
626 HA2 L*?” HN 3.27
L°%" B A HN 4,52
L*?” HA A HN 3.73
AT HA S HN 3.92
AT HA LT HN 4,32
AT HA LT B 5.29
AP HN S HN 3.75
S HA TY HN 3. 48
S HA T°%% HN 3.66
S HN TY HN 3.33
TY HA LT HN 3.95
T HB LT HN 3.14
TY HN LT HN 3.45
LT HA W3*  HB2 2.42
LT HA W3*  HB3 2.45
LT HA W3*  HN 3.50
LT HN T°%% HN 2.80
LT B T°%% HN 5.17
T°%% HA A HN 4,11
T HB RS HN 3.33
RS HA A HN 3.98
RS HA H=®  HB2 3.55
RS HA H3®  HB3 4, 07
RS HA W3*  HN 3.83
RS HN W3*  HN 3.27
¥ B W3*  HN 4,52
W3*  HB2 A HN 3.58
W3*  HB3 A HN 4,01
W3*  HE3 A° HA 5.50
W3*  HN A HN 3.17
W% HA A HN 4,11
A HA H3®  HN 3.33
A HN H3®  HN 2.90
H=®  HB2 Y3 HN 3.79
H3®  HB3 Y3 HN 3.58
Y*3" HB3 N°3% HN 3.70
N3 HA A7 HN 3.89




Table 4S. Backbone dihedral angles (°) for gH617-84and
gH626-639 averaged over the 20 NMR minimized strugtes.

gH617-644 gH626-639

AA (0 1] (0 1]
V617 124+/-53

E618 -100+/-85 99+/-37

V619 -93+/-40 170+/-19

L620 33+/-71 76+/-45

A621 -118+/-73 -22+/-61

Q622 -96+/-78 -28+/-57

Q623 -25+/-76 17+/-61

T624 4+/-51 1+/-56

H625 -69+/-44 -34+/-6

G626 -51+/-4 -51+/-8 - 170+/-31
L627 -60+/-12 -42+/-6 61+/-10 70+/-31
A628 -58+/-3 -53+/-4 -158+/-87 41+/-56
S629 -54+/-2 -45+/-1 -88+/-34 0+/-26
T630 -53+/-2 -61+/-1 -79+/-34 -53+/-5
L631 -52+/-2 -48+/-2 -66+/-7 -30+/-9
T632 -55+/-1 -48+/-2 -59+/-10 -54+/-11
R633 -63+/-2 -30+/-2 -70+/-9 -29+/-9
W634 -80+/-3 -43+/-6 -42+/-8 -48+/-3
A635 -54+/-6 -48+/-2 -129+/-15 53+/-14
H636 -58+/-3 -42+/-3 -54+/-7 -106+/-63
Y637 -66+/-2 -27+/-4 -38+/-74 123+/-52
N638 -67+/-8 -44+/-11 -82+/-74 128+/-83
A639 -49+/-6 -44+/-8 -121+/-86

L 640 -62+/-11 -54+/-19

1641 -111+/-86 68+/-23

R642 -78+/-65 24+/-65

A643 -08+/-89 157+/-79

F644 -80+/-101




