Moloculaw Siualo Huwl CHe 503

=Tors

35502

[\MSS— Cln- 22 :(

( . o N
Pf‘czcgcu\ﬁ SHadisheol Meckanicy —s Sim wla Bong
Clacgt cal gzo\u_e ‘F(e\cL\

’-P > L eunavd- OOWLS,,_ Foi@j—;«k
weo= de ((£)1(2) ‘X

U o ( < d(s@ms\ox Succer (wdu'\
o ave cowect »@{w-'\’f\':) be henigy
* ¥ 'z s ON(O'thrav — A 60“

wos 3 u.t\43 o qd,/q.g_p&?

[Q\cpom&;.d w()u\sfm e
£\ec o C&Q—\d ,wh? —x

ASSUUM\\:B pate- wise Kﬁfﬁ;‘h’”“"j , wile ‘e feciive
‘l\s'\-QAIQC‘HO—-b ‘\'\: (QQ—\-M W\\’L{‘l "Igo J e%c 4—5 2
-— : . .. é‘
WP . T 5 ke, [(‘W“‘ &)X
= . 5 9 ‘
y & ™ ‘(‘;5 ‘{”“9
'iCOY uv«“‘(—g \\«LexaC’\'{C&.b - W\(KJ«-&AV@) ] bd).ﬁ-ri
C’Ow‘oiui\j ‘P"‘“QM____.. . OT‘&: Sa + O Loveure—
= Peuvtiralot
éﬂﬁ = 1€a <€A (&»@NEC«&)

Mote  Comglex wo Yo cudea [ {nk evactionss

_ . 2
% bObLA S’SY-C‘I"CL')\M:) , é-\). -(Lb.: \'-bC\f"V‘o)
' Smd .

v




(V\D\Qc-g'av‘«\ﬂav\%aml CBT go3 i @

35502

52%‘ bovwl b-&-‘-i)'\\nj (M\')\PB (t: La (@"’ o‘)ﬂl

=

© | 4
@%/@ D Fove 'io-.a-Q‘ CQL’O\"S (’(»l, = k_L_ L‘ ¥ oS [c{') m%)o-l_
| @
N\awx:ﬁ- boa‘b lwderac Rons -
® -
Eoulonmhric W= Y
“dnee, rAB
L‘> +j«JlChQL3 C’=I'

e—k-cﬁs’r du-q)o\ ) qt,m.c(w.g@o(w - (nteraodlons
Polaritalo by @ €%  [wow addchve

Sl:.mm o e D\&)’&-ﬂ*—"d Aroa %eﬁﬁﬂ ﬁe‘u«cho»\

t—

8—. ,’Du(_mr"') g __FaUva")g B‘-*[rr:”)
DT dxe ) D4 T ey
o g—?_- _ bL&CV?N)

W%

ow\b ()ww- wise k&lrac—\-raws,

wivs )
‘71’ = '51\ 9}‘( 9#\ 0#"_ ‘3 3% E—)Y“

on

1 :
R X 9o
Gg= Gz-fﬁ + Cﬂz-:]b)—f (2i-33) = 26, —2 =2(r-%)

oG
= BY"; - i- ¥ 5

——




Melec. S{M\ukx‘ms l CBde <o l @

o @ Qo= — T ¥-=X% duvi)  Asindlanly
} | Tt —/’* —
J#< i) or; foc v,

1/1*‘-56 ¢\°()rcss’:0cu> ove uled }v\:

Molecud v Qu\v\cumits g’twu.\WRous
- -/

'o Sevl—a.? o Sd5l&a.~ W Gaa IW"H«Q (P\Msr!bkx

éo“gawadﬁﬁow
o SOK\JC Nw-{-ou?s QQ(M\‘\O\*& fo% M*%QV\
2D —
d(\; - ‘@-‘ [::_\,’2_, ~-- i\}
A+L* AMm

s WLZaSuve OmmPNKeA 4&]&, Sljs“'e"“‘ VTSN (?C(CC‘J-J
equilosiues | 2. @u.evgj €/@y~é$§uxe P, Tew

Qaxv Covve (oBon gu.u\ch‘m«g, -

Natoval envsewble @ NVE | caunaRos o
we tHow @V\eSeut/O é

Tiwe Skep (Muwertces) selution — Vevlet algerit

{?Yow» v ied el"Pr’%

2 N L 2,
ArG) L@ bt Lo [S¥%
(‘(“:+$‘k3 = (O -;\1_—‘ S‘t“\' 1L 2.- + at3’6 +

$& &, 4SO, o

= ) 3¢
(D + VK)ot + — ts e

C-SD = @) oS + S® & drY ot
wa 2.

Aad |
Clhesy) = ZoGs) - (G-34) + i‘i—m Sf A D(SY)

' w

T\":> f(({uiﬂ‘.- bV\O\dl\a\-) Qo&"ﬂ\';ovxb ot 4o ’\—‘M Q,(.QPS

e U ' 4
wok S gn'ouk) Lot doable. w/ deem?dabl i Ba i vakiom,

f




Mooy Dynamien|  CBe 503 | &

35502

v

A stigut votallon 1S Ma fueloath ‘v@,\,\pﬁabogm
Cl4404) = )+ (D + &1&2

2. WA
V8§ = v + E (48 4) + £ ot

2 wA

Tlase Abo'r‘\‘@vka_. owre. i Q\Q weuled 5’@“0‘9}-"‘ ( Y
(iw Qowvallely iu N A Souvca Qackayen,
e-\') . Growmacs , LAMMPS

Too swall — simuwladlen oo s{ow

Voo \ij‘Q —_— WO e,uer:w comsezvvqés\ﬁou)uv&‘\qbl&

‘For £lexipe ouds , et St =205-14&
(Iﬂf ﬁgid Dowsrs 54 ~ 2-3 s /bw«F

owe_  weedd 5ﬁ€daﬂ wre Qo AN -Lv}_m@ (evm COut"Zpbqt‘

1S
@QCULZQ | g/& = [0 S

x Buse  oua co0d- S{VMM_.QQ{.(

\ W:-Hd-@ Yahoa

s fvod \awge Aovces cbea do owrlaps haed
"\"0 cous ruck  Cou gigum&ov\ w/o +hgun
0 435;7\/\ veloa hRes Kow Maﬁwﬂ~80\+a_m¢m
A It butiowr ~lfr / vxL 5_4. L&T
[ . o v = .
v, = (2ne. ) 2xp zc‘f> ",

Hou M2, Oua PIQL S+ ? C'Ffe({“'m’ij 1 én:im]

\



Mole cirl e V}q nawu‘0>’ Ches 5o l

35502

DTQC&{O&Q C@\.S\OQQ/COA\‘OuS _ Cevicdsic éauudcuu) Cauctd dovd

//7( Aocbe O L o~ OO

Conkarny, A~ 800 L3 (fw)ﬁc_ﬁr)
J/ at M h‘\Q\P"fo'm-l- Uc(uwk ,c_eu_g',k?
= )g Mrave owe Wowd wel2ls _"”_‘f_-"i
are q)'\rh«:u\ -2 S /gfma [\ wud

gdﬁh v‘% Ow —> M& [ b Ou*\&ﬂ:) comw a-q(&!\ou\s

‘-g; ] e .'A' i o \
— ( v “/\- ovvolidad ‘
\ P & B Q ZD (® @ Oew l'j
, N
AN A B -

s avoid o Q” Q&(@C"'s} S‘o')ad, < (ouL—vaLM
. orh g‘c!m-\\j ?&r&aoﬁc \ ugutﬂ—% wob dzh"w#‘
<€\Cce‘?k- forvr Simwlabows 2 5’00"‘0%3
. We skl peed +o count a Stle nusber
og 'tw-\-&raCHM A Zi u;o-
' 9'74.
- Minimunn |wage  Gusendtlon @ -4y ke
wb accouunt V\eiJMbor Al 1S closert:,

g(;—:‘ l\‘&"*b\
g‘x@\)v\"m {S;_/L"(?L‘i
5(‘7_:: 5;”’:(- j‘\.* S\&z






