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Abstract; A novel nitronyl nitroxide diradical has been synthesized and characterized by
FTIR,ESR and X - ray single crystal diffraction. The crystal belongs to Monoclinic, space
group P2,/c with Mr=420.55,2=0.613 7(4) nm,b=1.766 2(12) nm,c=1.048 0
(7) nm,B =93.581(12)°,V=1.133 7(13) nm’,Z =2,D, =1.232 g/cm’, u =0. 523
mm ™' ,F(000) =456. The structure was solved by direct method and refined by block —
matrix least — squares techniques to the final R, =0. 058 8 and wR, =0. 132 4. Through
hydrogen bond , compound formed three dimension supra — molecule network.
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Synthesis and Crystal Structure of a Novel Nitronyl Nitroxide Diradical
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Table 1 Crystal data and structure refinements for DNNPhDMe
Compound DNNPhDMe
Empirical formula C,H,,N,O,
Formula weight 420.55
Temperature/K 273(2)
Wavelength/nm 0.071 073
Crystalsystem Monoclinic
Space group P2, /c
Unit cell dimensions
a/nm 0.613 7(4)
b/nm 1.766 2(12)
¢/nm 1.048 0(7)
B/° 9.358 1(12)
Volume/nm’ 1.133 7(13)
z 2
Density ( calculated) /(g - cm™) 1.232
Absorption coefficient/mm ~* 0.523
F(000) 456
Crystal size/mm’ 0.25 x0.20 x0.10
0 range for data collection/* 2.26 -25.03
Reflection collected 4571
Independent reflections 2005 [R,, =0.0571]
Data / restraints/ parameters 2005/0/143
Goodness — of - fit on F* 0.99%4

Final R indices [I>20(I) ]
R indices (all data)
Largest diff. peak and hole/e nm ~*

R, =0.0588,wR, =0.1324
R, =0.1290,wR, =0.1588
309 and - 297
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Table 2 Selected bond lengths (nm) and angles (°) of DNNPhDMe

DNNPhDMe lengths/nm angles/*° DNNPhDMe lengths/nm angles/°

0(1) -N(2) 0.126 9(3) N(1) -C(9) 0.150 8(3)

0(2) -N(1) 0.127 1(3) N(2) -C(5) 0.1337(3)

N(1) -C(5) 0.1339(4) N(2) - C(6) 0.150 3(4)
0(2) -N(1) -C(9) 121.5(2) N(2) -€(5) -C(3) 126.4(3)
C(5) =N(1) -C(9) 112.6(2) N(1) -C(5) -C(3) 124.5(2)
0(1) -N(2) -C(5) 125.9(2) N(2) -C(6) ~C(7) 106.3(2)
0(1) -N(2) -C(6) 121.2(2) N(2) -C(6) -C(8) 109.5(2)
C(5) -N(2) -C(6) 112.7(2) N(2) -C(6) -C(9) 101.4(2)
N{2) -C(5) -N(1) 109.1(2)

f : Symmetry transformations used to generate equivalent atoms:#1 —x, -y +1,-z+1
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