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Approaches of Molecular Dynamics Simulation

i
: FA
|
|

Cacls Slass v anlg olasy &k asly £ o)
g _ oS £

M 3l (9y0 b y0

LYY O syl $ LS D 3gel

L IRPIRY O st lesle jiw

L IEYIRY O s, R SO

f o S laal

iSy0 Salizs 5l 20t sl g, by et

fedllae (gl

s Saeliss gloo )5 sl danie )
ol weles o S sla s ¥

Jolt JsSUsn oot sloss g5

pair potential -

sl Wi &5 -

SYolne o Ley joudem -

Jol g SlSe ¥

(Ball- Spring) - algl§ (oo 75 -
- sl a4 by 5oz le ot -
Cut- offs -

sl sl force field i, o
MMy &Y-

AMBER-
CHARMM-

550 Jemily 5351 Zslaw £
Jowilly &by 5355 aeS sla g, -
el Sealtaoge i 16l donia Y
PN Sge gy 4 gile Jae A
Periodic Box -

Flexible Molecules -

0750 5 sle i 2

NP il gl Kng s, -
At Sulid (2 o A -

< O3S gl Shpo (5,55 -
(Geometrically Constrained Molecules) «;,e ul, 4 b sls JsSUs0 ) -
(Transition State) ;lu8 el sls pi 7o ,25 )




Ut vy

°39 ' B+ 1ol oyg03l Py ol Fodns (o1l 5 |
26 g glo oygojl R
‘_ga)SJ.u
:c.gLLn L‘.‘.m).e‘_a

1. The Art of Molecular Dynamics Simulation,D. C. Rapaport,Y nd Edition,Cambridge
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. Histology and cell biology, Kurl E, Johnson, 2003.

. Cytology, histology and microscopic anatomy, Wolfgang Kuehnel, 2010,
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