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NGHIEN CUU PHO HONG NGOAI CUA PHAN UNG GIUA
DAN XUAT PYRIDIN VOI 10D TREN NEN POLYETYLEN

Nguyén Thu Hu’o’ngl, Nguyén Thi Thanh Mai', Jens Spanget-Larsenz
'Khoa Hoa hoc, Truong DH Khoa hoc Ty nhién - PHQG Tp. HCM
’Khoa Khoa hoc Hé thong va M6 hinh, Truong PH Roskilde, Pan Mach

Toém tit

Phan g cua ting chit 4-metylpyridin, 4-tert-butylpyridin v6i iod duwoc nghién ctu
bang phd hong ngoai. Hai dang nén mau khong phan cyc str dung cho nghién ctru 1a dung méi
long (CSz, CCly) va “dung mdi ran” polyetylen mat do thap Khac voi cac truong hop trong
nén dung moi 1ong, san pham chinh cta phan tng gitra dan xuat pyridin véi iod trén nén
polyme kéo cing 14 cac hop chat ion. Céc 16 trong trong ciu tric polyme kéo cang, dugc cho
1a tac nhan xtc tac cho phan tng hinh thanh poly-iod, nhd d6 1am ting hiéu suat phan tng tao
dang san pham ion. Két qua nghién ctru phd hong ngoai di cung cip nhitng bang ching vé su
hién dién cta san pham bis(4-tert- -butylpyridinium) iodua polyiodua. Cac tinh toan Iy thuyét
str dung ham mat d6 B3LYP/DGDZVP cho két qua phu hop voi cau triic dé nghi. Truong hop
phan rng cua 4-metylpyridin vo1 iod lai cho thiy co ché phan tmg phtic tap, tao ra nhiéu dang
san pham (cation, oligome).

Tir khoa: 4-metylpyridin, 4-tert-butylpyridin, ph6 hong ngoai, polyetylen mét d6 thap.

FTIR SPECTROSCOPIC STUDIES OF THE REACTION OF
AZA-AROMATES WITH IODINE IN POLYETHYLENE MATRIX

Nguyen Thu Huong', Nguyen Thi Thanh Mai’, Jens Spanget-Larsen?
! Faculty of Chemistry, University of Science - VNU HCMC
Department of Science, System and Models, Roskilde University, Denmark

Abstract

The reaction of pyridine, 4-methylpyridine, 4-tert-butylpyridine with iodine have been
studied by FTIR spectroscopy. There are two kinds of non polar matrice are liquid solvents
(CS,, CCly) and “solid solvent” (stretched low-density polyethylene). Unlike the case of
liquid solutions, the main product of aza-aromatic-iodine-system in stretched low-density
polyethylene is ionic products. The reaction cavities in the stretched polymer catalyze the
formation of polyiodine chains, increasing the yield of the ionic reaction. There are reasonable
evidences from IR data for bis(4-tert-butylpyridinium) iodide polyiodide present. This
structure has never been observed before. Theoretical calculations at B3LYP/DGDZVP level
is in good agreement with the proposed structure. Investigations for case of reaction between
4-methylpyridine and iodine indicates a complicated reaction mechanism, leading to a variety
of possible products (cations, oligomers).

Key words: 4-methylpyridine, 4-tert-butylpyridine, FTIR studies, low-density polyethylene
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