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Fig. 1 Molecular structure of [K>(TNR) (H.0)].
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8 : [K2(TNR) (H20) ], 863-
1
Table 1 Selected Bond Distances(nm) and Angles(°)
atoms bond distance atoms bond distance atoms bond distance
K(1)-0(1) 0.2638(15) K(1)-0(8) 0.2967(18) K(2)-0(8)#2 0.3063(18)
K(1)-0(2)#4 0.3088(17) K(2)-0(1) 0.2657(16) K(1) K(2)#6 0.3886(10)
K(1)-0(3)#4 0.3047(17) K(2)-0(2) 0.2844(17) 0(2)-N(1) 0.1227(2)
K(1)-0(7)#2 0.2938 (19) K(2)-0(6)#9 0.2941(17) 0(6)-N(2) 0.1244(2)
K(1)-0(9) 0.2937(2) K(2)-0(6)#8 0.2754(17) 0(7)-N(3) 0.1241(2)
K(1)-0(4)#1 0.2674(15) K(2)-0(9)#7 0.2721(19) N(3)-C(6) 0.1436(2)
K(1)-0(5)#1 0.2831(17) K(2)-0(3)#4 0.2932(16)
K(1)-0(5)#3 0.2946(18) K(2)-0(7)#2 0.2867(16)
atoms angle atoms angle atoms angle
0(1)-K(1)-0(4)#1 152.13(5) O(5)#1-K(1)-0(7)#2 85.11(5) 0(1)-K(2)-0(9)#7 146.98(5)
0(1)-K(1)-0(5)#1 116.27(5) 0(9)-K(1)-0(7)#2 107. 18(5) 0(1)-K(2)-0(6)#8 121.99(5)
0(4)#1-K(1)-0(5)#1 58.52(5) O(1)-K(1)-0(8) 57.73(4) 0(9)#7-K(2)-0(2) 151.35(5)
0(1)-K(1)-0(9) 129.29(5) O(1)-K(1)-0(5)#3 78.24(5) 0(1)-K(2)-0(7)#2 78.87(5)
0(4)#1-K(1)-0(9) 63.71(5) O(7)#2-K(2)-0(8)#2 42.37(4) 0(9)#7-K(2)-0(3)#4 97.68(5)
0(5)#1-K(1)-0(9) 114. 44(5) 0(6)#9-K(2)-0(8)#2 93.37(5) K(1)-0(1)-K(2) 100. 73(5)
O(1)-K(1)-0(7)#2 77.86(5) 0(9)#7-K(2)-0(5)#9 96.05(5)
O(4)#1-K(1)-0(5)#3 127.11(5) 0(1)-K(2)-0(2) 61.17(5)
Symmetry operation: #1: x, y, z+1; #2: —x+1, —y+1, —z+1; #3: —x, —y+1, -z #: —-x, -y, -z
#5: —x, —y+1l, —z+1; #6: x—-1, vy, z; #7: x+1, y, z #8: x, y—-1, z; #9: —x+1, —y+1, -z
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Preparation, Molecular Structure and Thermal
Decomposition Mechanism of [K,(TNR) (H:0) ],

LI Yu-Feng'
SONG Jiang-Chuang'

ZHANG Tong-Lai*' ZHANG Jian-Guo'

SUN Yuan-Hua'

MA Gui-Xia'
YU Kai-Bei’

(" Department of Mechano-electric Engineering, Beijing Institute of Technology, Beijing 100081)
(* Chengdu Branch, China Academy of Science, Chengdu 610041)

The new complex, [K:(TNR)(H.0)]., was prepared by reacting 2, 4, 6-trinitroresorcinol with potassium hyd-

roxide. lts crystal structure was determined by X-ray single crystal diffraction analysis. The crystalline belongs to
triclinic with space group P1. Its unit cell parameters are as follows: a =0.6993(1) nm, b=0.9474(2) nm, c=
0.9791(1) nm, a=115.28(1)°, B=107.86(1)°, y=95.94(1)°, V=0.53717(15) nm*, Z=2, D.=2.098¢g

cm™, F(000) =340. The two potassium ions have different coordination numbers of which are 8 and 9, re-

spectively. The thermal decomposition mechanism of the complex was studied by using DSC, TG-GTG and FT-IR
techniques. The existence of KNC in the residue is shown in FT-IR. CCDC: 204441.
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