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Tom tat:

Nghién ctru tinh toan ab-initio phan &ng gilra etoxi va n-propyl bromur
trong ca& pha khi va trong dung méi etanol dé tim hiéu sy canh tranh gira cac
khuynh hwéng tao thanh sadn phdm Sy2, E2(anti), E2(syn). Nang lwong dung dé
so sanh tinh toan diém don theo phwong phap nhiéu loan bac hai tr hinh dang
da tbi wu theo phuong phép Hartree - Fork, MP2/6-31+G**//HF/6-31+G*. Trong
pha khi cé sy vuot tréi cua phan trng theo khuynh huwéng E2(ant|) so v&i khuynh
hwong E2(syn) didu nay thé hién qua gia tri nang lwong ctia méi dang so voi
chét nen riéng ré 1an lwot 1a -15.8368 kcal/mol va -4.2697 kcal/mol. Do sw wu
tién vé mat entropy dang E2(anti) cling vuot trdi so véi dang Sy2. Trong dung
mdi etanol c6 sy khac biét dang E2(anti) khéng con vwot tréi so véi dang Sn2
nira ma nguoc lai dang Sy2 vwot trdi so véi dang E2.
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Abstract:

High level ab-initio calculations was applied to the reaction between ethoxi
with n-propyl bromur in a gas-phase system and in ethanol solution. The Sy2,
E2(anti), E2(syn) reaction path were investigated and transition state was . At the
MP2/6-31+G**//HF/6-31+G* level of theory activation barries were calculated.
Analytical frequencies was compute for each transition state and minimum.. Base
on reaction energy we found : in gas-phase E(anti) prefer than Ex(syn), energy
of E> (anti) is -15.8368 kcal/mol while E2(syn) is -4.2697kcal/mol. And E2
pathway also prefer than Sny2 because of entropy prefer. Thing completely
difference in ethanol solution where Sy2 pathway is dominate.



