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Supplementary Table 1. Distances derived from ROE data for Hexamer 1.

Atom1  Atom2 Target Upper Bound Lower Bound

CgH2 NH2 2.81 3.32 : 239

CgH1 NH2 4.04 4.65 3.44
CgHI NH4 3.86 4.44 3.28
CgH2 NH4 2.88 3.31 2.45
C,H4 NH4 279 3.21 2.37 o~
C H4 NH6 3.4 3.7 3
C,H6 NH6 2.75 3.17 2.34
C,H3 NH5 2.82 - 3.24 2.4
CsH5 NHS 2.72 3.13 2.31
CgH1 NH3 3.08 3.55 2.62
CyH3 NH3 276 . 3.17 2.34
CyH1 NH1 2.77 3.18 - 2.35
C H2 NH2 2.91 3.35 2.48
C H1 NH2 2.38 2.74 2.02
C H4 NH4 2.28 2.62 1.94
CH5 NH6 2.42 2.78 2.05
C.H6 NH6 2.86 3.29 2.44
C . H4. NHS5 2.36 2.71 2
C.H5 NH5 281 3.23 2.39
CH2- NH3 2.33 2.68 1.98
C.H3 NH3 = 269  3.09 2.29
C.H1 NHI 2.8 3.22 2.38
CgH6 C,H6 2.75 3.16 2.33
CgH4 C,H6 2.71 3.12 2.31
CgHS " CH5 264 3.03 224
CoH4 C H4 2.72 3.12 2.31
CgH3 CH5 2.41 2.77 2.05
CgH1 C.H3 249 2.86 2.11
C HI1 C,H1 2.74 3.15 233
C H2 CH2 271 312 2.31
C_H4 CgH2 2.56 2.9 1.84
CzH6 C.H6’ 2.36 2.72 2.01-
C HS CHS5’ 2.42 2.78 : 2.06
CgH5 ~ CH5” 3.02 3.48 2.57
C H4 C.H4 2.3 2.64 1.95
C HS C;H4’ 2.77 3.19 2.36
C H3 C.H>Y 2.34 2.69 1.99

CpH2 CH2 2.34 2.69 ' ~1.99
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C,H2 C.H2" 2.75 3.16 2.34
CgH1 CHI’ 2.34 2.69 1.99
CgH1 C.H1" 2.72 3.13 231
CgH1 CHI’ 33 3.79 2.8
C,H3 CH3’ 3.23 371 2.74
CgH4 CH4 3.15 3.63 2.68
CgHs CH5’ 3.54 4.07 3.01
CgH2 CH2' 3.47 4 2.95
C,H6 C H6" 2.58 2.97 22
' CH5 CH5" 2.35 2.7 ' 2
CH5 CH5' 2.99 3.44 2.54
C,H4 CH4" 2.09 2.41 1.9
C.H1 CHL" 2.37 2.73 2.02

C H2 CH2' 2.4 2.76 ©2.04
NH6 CgH5 3.82 4 : 2.7

NH3 1_ ONT' 3 35 , 1.9
NH4 1.0 3 3.5 1.9

NH5 2.0 3 3.5 1.9

3 3.5 1.9

NH6 30
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Supporting Table 2. Distances derived from ROESY data for Octamer 2.7

Atoml Atom2 Target Upper Bound Lower Bound

CH2* NH2 = 294 3.23 1.90
CH1 NH2 & 240 2.65 1.90
CH2 NH2 - 3.04 3.35 1.90
C,H1 'NH2 4.11 4.52 1.90
, C,H2 NH2 2.94 3.23 1.90
T C.H4" NH4 2.92 321 1.90
C,H1 NH4 3.81 4.19 1.90
C,H3 - 'NH5 3.03 3.33 1.90
C,H5 = NHS 2.86 3.15 1.90
C.H6" NH6 2.94 3.24 1.90
CgH6 NH6 2.93" 3.22 1.90
C,Hé6 NH6 2.91 3.2 1.90
C,H4 NH6 3.1 3.42 1.90
CgHS NH6 . 234 2.58 1.90
CgHS NHS8 291 32 1.90
CH7 NH8 24 2.64 1.90
C,HS NHS 2.73 3.01 1.90 .
‘C.HS" NHS 3.08 3.39 1.90
C,H7 NHS 2.86 3.5 1.90
CH5 NH7 299 3.29 : 1.90
C,H7 - NH7 2.76 3.03 1.90
CgH6 NH7 2.33 2.56 1.90
Cc,H7 NH7 2.69 2.96 1.90
C.H7" NH7 2.92 3.21 1.90
C,H3 NH3 2.81 ' 3.09 1.90
CgH2 NH3 2.33 2.57 1.90
C H3 NH3 2.78 3.05 1.90
C,H1 NH3 3.37 3.7 1.90
CgH1 NHI1 2.85 3.13 1.90
C H4 NH4 3.08 3.39 1.90
Cc H2 NH4 3.13 3.44 1.90
C,Hé6 C,H8 3.1 3.41 1.90
CH5 C H7 2.65 2.92 1.90
C,H7 CgH7 2.9 3.19 1.90
C. H4 CgHé6 2.52 2.77 1.90
CgH6 NH6 2.95 3.24 1.90
C,H5 C H5 2.99 3.29 1.90
CgH5 NH6 2.38 2.62 1.90
C.H3 CyH3 2.6 299 1.90
C,H3 CoH5 2.6 2.99 1.90

CH3  NH4 248 2.73 1.90
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C H4 NH4 3.06 3.36 1.90 :
C,HI1 C H1 293 . 3.22 1.90 ' S (’/
C,H2 C H2 2.95 3.24 1.90 4 L
C,HS C,H8" 2.95 3.25 1.90
C,HS8 CHS8' 2.81 3.09 1.90
C,H6 C.H6' 2.70 2.97 1.90
C,HI1 CHI' * 2.60 2.86 1.90
CiH8 - CH8™ : 323 3.55 1.90
C,HS8 C.Hs" 3.23 3.55 1.90
C,H7 C,H7" 2.74 4 3.01 1.90
C.H3" NH3 2.90 3.20 1.90
C.H7 C.H7 321 3.53 ‘ 1.90
C,HI C.HI1" 3.13 3.45 1.90
C H4 NHS5 2.50 2.75 1.90
C H2 CgH4 2.80 3.00 1.90
C,HI1 CgH3 2.72 2.99 1.90
C,H6 CgH6 2.96 3.26 1.90
C,H8 C,H8 2.95 324 1.90
C,HI1 NH1 2.90 - 3.19 1.90
C.H5" NHS5 . 291 3.20 1.90
NH3  CONT-1 240 - 3.50 1.90
NH4 CO-1 2.40 3.00 1.90
NH6 CO-3 2.40 3.00 1.90
NH7 CO-4 2.40 3.00 - 1.90
NHS CO-5 . 2.40 3.00 1.90
NHS5 CO-2 2.40 3.00 1.90

2Obtained from the ROESY data collected at 300 msec. ®gamma and
epsilon protons are the methylene protons of the cyclopentyl ring adjacent
to the B and o protons, respectively. “CONT refers to the carbamate
carbonyl oxygen on the N-terminus protecting group. '
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Supporting Table 3. Distance restraints from ROESY data for tetramer 3.

Atom 1 Atom 2 Target  Upper Bound Lower Bound
NH2 C,Hl 2.54 3.00 1.90
NH3 C.H2 2.17 3.00 1.90
NH4 C,H3 2.22 ' 3.00 1.90
. NH1 CHI . 2.54 3.00 1.90
NH2 C,H2 2.52 3.00 1.90
NH3 C,H3 2.47 3.00 1.90
NH4 C,H4 2.48 3.00 1.90
NH2 CgH4 4.23 5.00 1.90
NHI1 CgH3 3.15 4.00 1.90
NH3 CsH2 3.51 4.00 1.90
NH2° CzH1 3.02 4.00 1.90
NH1 CgH1 3.02 4.00 1.90
NH2 - CgH2 3.02 4.00 1.90
NH3 CgH3 3.03 4.00 1.90
NH4 CgH4 2.98 - 4.00 1.90
NH2 NH3 3.58 4.00 1.90
CH1 CyH4 2.41 3.00 1.90
CH1 CgH1 3.02 - 4.00 1.90
C.H2 C,H2 3.11 4.00 1.90
C.H4 C,H4 - 2.98 4.00 1.90

*Derived from ROESY data at 300 msec mixing time at 277 K.




