AR AL AR 2007, 28 (11): 2179-2182  1SSN: 0251-0790 CN: 22-1131/06

WHFFIE VIR
AXAE B
KU, L5 0 = RV AH e 1) 2 340 i #2 1 PR 9T » Supporting info
» PDF(931KB)
22, PR, 2=t ¥ [HTML % ] (0KB)
» 27 30k
1. dentimye K2t 22220, b 100875; Hx 55 5 = Tt
2. bl FHEAR S B EORES, i 200235 b A S HERE P A
b AR 32
b AT B
KRS FL) 2006-0-4 (51 FL T 026 0% A FI ) 2007-11-12 252 F1 ) > B
F Email Alert
¥ SCEE R

M SRR R L2 66 (DFT) Jik, fEB3LYP/6-31G** /K FHIJL T XA L ki (Dioxirane) . AfL— | = 5
PR E Tt e (NDMA) < I 45 30 e (NPY R) RIDRE L2 0 e (NP IP) P I —HEE, = 250 R edk & i i pa- | P D00 S B B,
HEAR i RSB, 4351 =200 T IR IEAL I N AT syn-Flanti- WMl B0 58, 46 URAIZHI(CH,CLL,) 1, Diox| AH 564 L

irane b =R W AR/ T A AHXCIN AE 22, Y5 5 1T a- 1 Ak bOASFIH A0S Ak R R
K AL TR TR MR VRS T RO e bl ] RAE

% 0641 ST E PSS
Theoretical Study of Hydroxylation of Nitrosodimethylami | - .

ne, Nitrosopyrolidine, and Nitrosopiperidine by Dioxirane | _ %k%

LI Lan12, TENG Guo-Fengl, LI Zong-Hel*

1. College of Chemistry, Beijing Normal University, Beijing 100875, China;
2. Department of Mathematics and Physics, Shanghai Institute of Applied Techno
logy, Shanghai 200235, China

Abstract The hydroxylation reaction mechanisms of nitrosodimethylamine, nitrosopyrolidine and
nitrosopiperidine by dioxirane were theoretically investigated at the B3LYP/6-31G** level. It is
found that there are two paths(separately, syn- and anti-) to the hydroxylation reaction of th

e three nitrosoamines that have the same hydroxylation reaction mechanisms. The study of t

he potential surface shows that the hydroxylation of the three nitrosoamines by dioxirane ha

s a relatively low energy barrier. The result of the theoretical study shows that the a-hydroxyl
ation products of these nitrosoamines form easily by dioxirane.
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