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Molecular modelling of the Garlic compound with the beta-cyclodextrin

at the best computer simulation

Mabroukah Mahjoub Aziza ahwedi Boubaker Hosouna
Sebha University || Libya

Abstract: The study involved the integration of Alliin with B_cyclodecxtrin at a different energy levels and angles. A total of
176 computer samples were created using the Gaussian 03 and Hyperchem 08 programs for drawing, integrating,
simulating and calculating the potential energy surface value, through which the lowest energy value of (-25.563423661
kcal\mol) was found at the " ninth” level and internal angle 225° From these results, we have obtained the best inclusion

complex between Alliin and B-cyclodecxtrin which is considered very useful for the industrial application of drug.

Keywords: Alliin, B—cyclodecxtrin, potential energy surface molecular modelling, computational chemistry.
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0.251777 | 0.2510209 = 0.2510692 | 0.2510692 | 0.2514688  0.2519616 | 0.2523007 @ 0.2521702 6
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NE N 4ol 9 31 | Setun e 48 NVE S VEJ Gdul oMY Lasdl (1) Jguxdl o
Gilzdlly U lanl) e bl dxbhadl Gl @ dalins Slstusy Loy wic =Ll U zuosy lag
A zisaill 3 B dem @i JBT sy (3) JSAN § adall B3 o Slall

Bl o) e

03

0.25

0.2

0.15

01

315°-0° (e Lilg) wicOH alsull s gazxall (Alliin, B -CD) S a8Uall 8 axine (3) JS&

B z3geidl Sl Jaimll mhdl wr olus mls 3.3
) Aagd U1 o1 (4) JSadly 2 Joumllé disglly Bzdseill Lguell a8l tia w5l cuxidsl
22540301 i 9 gsrwdl § (-0.0407379Ha) p a5l
Ligl Jo(B 7 39eid1)CH2 As gazma e ol (Allin B_CD) S1AL &Ll BUatl i oud (2) Jgo!!
Hartree .35 GO3 ¢jLiswslal! zaliys 5ISLaey Aguua 315° JJ0° (o0
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