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THE STUDY ON A SCREENING MODEL OF COMPOUNDS THAT
INHIBIT THE AGGREGATION OF B-AMYLOID PEPTIDE (1-42) IN
THE BRAIN OF ALZHEIMER PATIENTS

Le Nguyen Ngoc!
!Pharmacu Faculty — Nam Can Tho University.

ABSTRACT

Alzheimer's disease is a type of brain dysfunction that gradually degrades the
memory of the senile. The aggregation of beta-amyloid peptide (1-42) is considered
to be closely related to Alzheimer's disease. Beta-amyloid peptide (1-42) is
neurotoxic and characterized by fast aggregation. During the aggregation, a
conformational change has been identified, whereby a salt bridge is formed between
Lys28 and Asp23 or Glu22.

Hence in this study, a pharmacophore model was constructed from beta-
amyloid inhibitor (curcumin), virtual screened compounds from the ten databases.
120 compounds showed good agreement with the pharmacophore model and 14 of
these compounds obey the linspinsky rule. The molecular docking studies were done
to examine the interactions among beta-amyloid peptides (1-42) with screened
substances.

Compound CSC090985722 had the lowest bond energy (-19.68 kJ/mol)
according to the molecular docking results. The important hydrogen bond
interactions were observed between screened compounds with Glu22, Asp23, or
loops 10—-33 which are located at the binding site

Keywords: Alzheimer, beta-amyloid peptide, docking, virtual screening.
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NGHIEN CUU MO HINH SANG LQC CAC HQP CHAT CO TAC
DUNG UC CHE SU KET TAP S-AMYLOID PEPTIDE (1-42) TRONG
NAO BENH NHAN ALZHEIMER

Ths. Nguyén Ngoc Lé!
!Khoa Duoc — Truong Dai hoc Nam Can Tho.

TOM TAT

Bénh Alzheimer la mét réi loan chirc ndang ciia ndo lam suy gidm dan tri nhé
& nhitng ngueoi I6n tuoi. Cac qud trinh tong hop beta-amyloid (1-42) peptide dwoc
xem nhw c6 lién quan chdt ché dén bénh Alzheimer. Beta-amyloid (1-42) peptide la
chat c6 tac dung gdy doc than kinh va cé ddc diém la két tu nhanh. Trong qud trinh
téng hop, mot sy thay doi vé hinh dang da duoc xac dinh, mot lién két cong hoa tri
dwoc hinh thanh giita Lys28 va Asp23 hoac Glu2?2.

Do do, trong nghién cuu nay, mot mo hinh duwoc dong hoc dwoc xay dung tur
chat ke ché beta-amyloid (curcumin), cdc hop chat dwege sang loc do tir 10 co so dip
liéu. 120 hop chat cho thdy sw phit hop véi mé hinh sang loc dwoc pham, trong sé
dé c6 14 hop chat tudn theo quy tic Linspinsky. Cdc nghién civu docking phdn tir da
dwoc thyre hién dé kiém tra sw twong tdc giita beta-amyloid (1-42) peptid véi céc hop
chat da dwoc sang loc.

Hop chat CSC090985722 ¢6 ndng lwong lién két thap nhat (19,68 Kj/mol)
theo két qua docking phan tir. Cdc lién két twong tac hydro quan trong da dwoc quan
sdt giita cdc hop chat dwoc sang loc véi Glu22, Asp23, hodc cdc vong 10 — 33 nam
& vi tri lién két.

T khoa: Alzheimer, docking, beta-amyloid peptid, sang loc do.
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