LA AR 2ER 2009, 30(4) 781-785 DOI: ISSN: 0251-0790 CN: 22-1131/06

iy

AWIHE | FIHSE | R | s [TEA ] [GH]
W ¥ g
B A% TR G S S T T 55 XURE DNAGY 156 3 B 2 11 B8 T
A, JRAEAR, R, WA, £, BObE

S

Supporting info

JEHUMTE K224 22 2B, dbat 100875 PDF(311KB)

g, [HTMLA 3]
(${article.html WenJianDaXiao}
KB)

SRIIID T ALK (FAUtDOCK ) BT T IR KAE, SEMER: SONARHRBEA. WITLATRAY, SREMNG. 5 0 oo
S TONAXHBELE AL S AR 5 PB4 ARG SONATI AT Bk, SR o0 2 B e x e — 0

DNAII/INAPY. B 108 LRI, FRAKT 0 SO LT JUSCR IR 0 e i Ry, Jefng 2% SR

Befir o0 EATIRECK, BB o0& E EH A B8, Betbe et 2Ry, 7ozt (T L
52 F SEHETRIE 5 AUEEDNAGY FROXTBE, 40T BDNA/NA I TPEAS T R e 5 . SURLHEIO A S IR o i oo o
JEAEDNARINA P, JEXHBELE RS KGR S

PPN SR LTS
oo . ‘ INGI ] LA
KEEW:  BEZRE ok SRR AutoDock R N
S AL
Email Alert
Molecular Docking Studies on the Metallonucleases and Polyamides with Double- R
.

strand DNA Molecules . .
U S A R

ZHU Yan-Yan, SU Yan-Wei, QI Yao, TAN Hong-Wei, WANG Yan*, CHEN Guang-Ju* — - —
AR SRR AT G L T

College of Chemistry, Beijing Normal University, Beijing 100875, China b4 B K T
Abstract: (AL
b ST M

The studies on molecular docking of metallonucleases and polyamides with DNA were investigated Via}AutoDockﬁf?

AutoDock program. Our studies demonstrate that the results of docking metal nucleases and poly- T
amides with double-strand DNA are consistent with those of the experiments. The characteristics of the .
optimal conformations for the two copper nucleases with DNA are that the two copper nucleases are PubMed

docked into the minor groove of DNA. With the increase of the charges at copper center, the biggest
docked energies for the two copper nucleases increase gradually. For BPA ligand, the nuclease with the
different charges on copper center is docked into the different sites in the minor groove. However, for
IDB ligand, the nuclease is docked into the similar site in the minor groove even if the charges on the
copper center are changed from 0.5 e to 2.0 e. The feature of the optimal conformations of the flexible
molecule-polyamide with double-strand DNA is that the polyamides are also docked into the minor
groove of DNA, which agrees with the experimental estimation.
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