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LES: Locally Enhanced

Sampling to smooth energy
surface and to obtain more

sampling
N
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SYPFDV:

Electrostatic interactions
between the C and N
terminals induce the turn
strcuture.

Hydrophobic interactions
between the side chains come
later. They are much weaker
than the first and require
considerably more gentle
simulation conditions and
the success rate is not that
high as for the backbone

25—~



saperposed om NMR structure

TYR-PRO-PHE

ng backbone atoms of

i

Fimal Structures from Short Anmealing Rums,




T re—







xﬁ%ﬁ gneqquxaﬁbﬂj13 hMmdM&AC.C;1Ki> &
1>t ? ‘Yts_

i, (,‘an Meerane. 2 Maan a(\ané’.& X (G W

- > 2
- 2
BT L 5 T %l —ITOLL
/ G g C—-o c[lTT...
~ o mcmknam: e &;"3 e ‘“"e\’\“\
A UJ(\I:\ (. hweas ‘(4?6
0y —s
W /\ 1. ‘ ) A: Ez Z‘IT'T‘ZQ
= = -5% A \-FY—'> Cﬁn(fm CcréY

U s o
6(@}; ét,/ | (A\,::{A\(‘cé\-tms/benci >

Sz leg®) - kLGg = kA e

R

s

) @r’anc‘\(&y iﬂlamc( -gw ‘2&\ 7 VCL Ltucu_j’ [ -gv" RE-TS
e ot = ok
M {he «szj ich fy i

. /Benfrmahﬂahm ®

) = - Y ) )
L. Miescope Conglh scdle evts Ff eﬂ‘ ‘;P

—

Y -



QA

20N

%

4

SN -

FIG. 2. Typical configurations of vesicles
with N = 247 monomers. {a) A = 0.3,
p=0.125 (brauchéa polymer), {b) A =035,
= 0.125 (infiated), (¢) A =20,p = —0.05
(prolate), {d) A = 2.4,p=-019 {dumbbell}),
(e A=24,p= —0.35 (branched polymer),
(f) A =30, p= -0.27 (Stomatocyte), (g)
Aw=38 p=-035 (discocyle).
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