UNANNIBING NymsInmsmaluladgaavnssy U 9 pafufl 1 unTIAN — bIeU 2556

The Journal of Industrial Technology, Vol. 9, No. 1 January — April 2013

dq ¥ = [ VY v o (Y] = a d
msdszgnalinguglanduiannuminuuudvsumiigilsluanians

uazTaauly

ussau Julu

L% \
UNANEe
aa o 3 a2 A Y a a y A av A o
LAMLBIATUIU L‘l]u’J‘ﬁ'ﬁu\TﬂZ’ﬂll1‘501"56‘IﬂﬂﬂWf]ﬁﬂiﬁJ"’U’t‘NTiJlﬁf}ahlﬂ noudvelumaeaiismauunly

@

1 Y
dogiudld msfneuFmge] unanwilldiuauemsanu Tuanagst uaz JaguiTulasmsfmuiumanil

o 9 s - o ] 9 wa Aa 9 =) ) 4
maumwmﬂ‘lmmqygﬂeﬂ%uuammwumuu IﬂﬂqﬂﬁﬂﬂuﬁﬂD@]L"lﬁiﬂ‘ﬂﬁﬁﬂ 0T amaﬂmaqa TUUANNNDT

a s [ ' v oo J v aa a J [ J
IiJVlﬂu'lilﬂﬁ NWANTUNBNUUUA Lm%ﬁiJ’lJWV]Nﬂmﬂ‘ﬂi@uﬂﬁ‘ll’f]ﬁillmf]ﬁﬂﬁﬂﬁTJ

o_o = o o [l @ =) a 4
ALY : wqygﬂm%uuammwumuu, aﬁ@uﬂu, mmgﬂiﬂmammi

mAIvuad, AagInenans, urInesenras Ay

*fAnno, Dua: banchobw@gmail.com Fuiije 14 Huiaw 2555 apusuiile 27 wwiou 2555

123


mailto:banchobw@gmail.com%20%20%20รับ

UNANNIBING NymsInmsmaluladgaavnssy U 9 pafufl 1 unTIAN — bIeU 2556

The Journal of Industrial Technology, Vol. 9, No. 1 January — April 2013

Application of Density Functional Theory for Supramolecular Chemistry

and Nanomaterial

Banchob Wanno*

Abstract
Computational chemistry can be used to describe molecular behavior. A large number of recent chemical
researches have been performed by using theoretical study. In this article, investigation of supramolecules and
nanomaterials by using the quantum chemistry calculations under the density functional theory has been presented.
Structural properties, molecular orbitals, thermodynamics, activation energies and electronic properties of these molecules

are reported.
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