I

TSR 2 2E 4R 2006, 27(4) 680-683 DOI: ISSN: 0251-0790 CN: 22-1131/06

AHSE | FHSE | SRR | SR [FTENAT] [
W ¥ e T e
— R U RN = AR R A ) ) R BT T
Kt se, B3, R

A
Supporting info

WL KZE R, Bi/l310027 PDF(322KB)
i [HTML4: 3]

(${article.html WenJianDaXiao}
FHAMLFIPM3 J5 130 = J TR FIER = WA A8 4y T 5 A AT BR HTR, 15 BIR8E AL RERAR G 28 ks ; 7TEAML ;_B%S‘Cﬁﬁ[PDF]

PEACFI R 3L L, 7350 FHINDO/SCIMAMLETH SR S LT OERE R LA, 4 RRN], A ki U B P
T B, SRR A T, 300 i PE AR B 22 S A S A R (K2 (L. LUMO-HOMOREI I M 7 275 SOk

IO 51 2T R, IR TINS5 T S A JEOR MIN—HEE, (LTSNS 25 .
A SCHER 45 K

KA. SREUE; = A PRI E IV AR RE S
NG & B2E

Theoretical Studies on Hydrogen bonding Complexes of Melamine and SIHA

Cyclotrione Email Alert

ZHU Liang-Liang, TENG Qi-Wen*, WU Shi SO

Department of Chemistry, Zhejiang University, Hangzhou 310027, China B S 5
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Supermolecular complexes of melamine and cyclotrione derivatives were studied with AM1 and PM3 T
methods and the stabilization energy and relative enthalpy of formation were obtained. Electronic . .
spectra and IR spectra of complexes were calculated by using INDO/SCI and AM1 methods based on PubMed

AM1 geometries. It is indicated that the monomers form the dimmer via hydrogen bonds, leading to the
decrease of total energy in the system, and electronegativity and steric effects of the substituents affect
stabilization energy. UV absorptions of the complexes are red shifted compared with those of the
monomers owing to the less LUMO-HOMO energy gap. IR frequencies of N—H bonds in the complexes
are lessened due to the formation of hydrogen bonds.
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