WA 224k 2005 63 (20): 1895-1900 1SSN: 0567-7351 CN: 31-1320/06

WAL e T RE
BA D) R W R U 8 R BRI R A S 1 Y B A A= R
E@*&l’z, %&23, }E‘fﬁ‘fuj*’l k Supporting info
(M50t k2% R kst 100875) » PDE(242KB)
CIFRILIEBAL S 9 343009) » [HTML 42 32] (0K B)
il I3 B E R % 655000) > 5% ik
Ve F I 2004-12-22 1615 FI 31 2005-6-28 8 2 i A 11T 1252 F1 39 ik 55 5 I ot
I RS RZ R & A NP (DFT-BS) Iy i, » HEA SRR K
W T BAD G METE 43 T OCThRE ) — 5 B BB 5 B IR S WIS &R BT P52
B BRSO 1S5 K R AR TF R 3R A AL, I
I THEIE AR . RIS T R B R R A T OGS TR R R A, 5 T
JIRURERG TP 5 T B T (R 236 51, EBIEG|
RINAXLERETY 3 IREAT R T — 55 B B 05 B IR &1, A7 T et BAT G itk 2 1 G Th g » Email Alert
Kpi A AmEE oA W AT BMRS B ek b S A5
ARG b 0 B S 5E R

A B
Theoretical Study on Magnetic Coupling of Two Nitronyl Nitroxide Systems with Photoswitching|y i 614 “ %% H HEL” [
Performance i ESe
HUANG Jian-Gen'2, ZHANG Gui-Qin®, HUANG Y uan-He*'1 R (EF PSS
(* Department of Chemistry, Beijing Normal University, Beijing 100875) - O
(2 Department of Chemistry, Jinggangshan College, Ji‘an 343009) -
(3 Department of Physics, Qujing Normal College, Qujing 655000) - REEF

- B

Abstract The magnetic coupling of a diarylethene with two nitronyl nitroxide compounds, which exhibits excellent -

photoswitching performance, was investigated by means of the density functional theory combined with broken-
symmetry approach (DFT-BS) method. The calculated results verify that the magnetic coupling is changed with opening
and closure of thering. The same method was used to study model molecules of dimethyl dihydro pyrene with two
nitronyl nitroxides. It was also found that the magnetic behavior of the open structures is different from that of close
structure for the model molecules, hence the designed model molecules may also have the photoswitching performance.
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