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Fig.1 Molecular structure of 2 ,4-dinitroresorcinol
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Table 1 Atomic coordinates and isotropic thermal parameters
BT X/nm Y/nm Z/nm Ul)/nm®
01 0.2831(4) 0.0854(2) 0.08702(6) 4.9(4)
HI 0.2387(4) -0.0117(3)  0.1076(5) 5.9(1)
02  0.3420(4) -0.1579(3) 0.17027(8) 6.5(5)
03  0.6763(4) -0.1098(3) 0.22889(7) 5.9(5)
04  0.8706(4) 0.6972(2) 0.09266(6) 4.8(4)
H4  0.8020(4) 0.7187(2) 0.0618(5) 5.8(1)
05  0.5256(4) 0.6251(3) 0.01469(7) 5.9(5)
06  0.2227(4) 0.3819(3) 0.01894(7) 6.1(5)
N1 0.5403(4)  -0.0530(3)  0.18855(8) 4.2(4)
N2 0.4280(4) 0.4690(3) 0.03742(7) 3.8(4)
Cl1 0.4790(4) 0.2008(3) 0.11152(7) 3.3(4)
2 0.6132(4) 0.1405(3)  0.16097(8) 3.3(5)
C3  0.8196(5) 0.2637(3) 0.18570(8) 3.7(5)
H3  0.9040(5) 0.2194(3) 0.21862(8) 4.5(1)
C4  0.8987(5) 0.4477(3)  0.16222(8) 3.9(5)
H4A 1.0359(5) 0.5295(3) 0.17923(8) 4.7(1)
C5  0.7750(5) 0.5149(3) 0.11263(7) 3.4(5)
C6  0.5634(4) 0.3941(3)  0.08779(7) 3.1(4)
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Fig.2 Packing of 2 ,4-dinitroresorcinol molecules

in crystal lattice

x2 WMoEK
Table 2 Selected bond lengths
i < /nm =t 1</ nm
01 -C1 0.1325(2) N2 - C6 0.1450(2)
02 - N1 0.1237(2) Cl -C2 0.1401(3)
03 - N1 0.1219(2) Cl -C6 0.1416(3)
04 -C5 0.1337(2) c2-C3 0.1391(3)
05 - N2 0.1227(2) C3-C4 0.1355(3)
06 — N2 0.1208(2) C4 -C5 0.1395(3)
N1 -C2 0.1443(2) C5 -C6 0.1401(3)
x3 oA
Table 3 Selected bond angles

(et /() o B/ ()
03 -N1-02 121.7(2) C3-C2-N1 117.2(2)
03 -NI -C2 119.3(2) Cl -C2 -NI1 120.9(2)
02 -N1-C2 118.9(2) C4-C3-C2 120.6(2)
06 —N2 - 05 121.1(2) C3-C4-C5 120.2(2)
06 - N2 - C6 120.9(2) 04 -C5-C4 115.4(2)
05 -N2 -C6 118.0(2) 04 -C5 -Co6 124.8(2)
0l -Cl -C2 123.0(2) C4 -C5-C6 119.8(2)
01 -C1 -Cé 120.3(2) C5 -C6 - Cl 120.8(2)
C2-Cl1 -C6 116.7(2) C5 -C6 - N2 119.5(2)
C3-C2-C1 121.9(2) Cl -C6 - N2 119.7(2)
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Crystal Structure of 2 ,4-Dinitroresorcinol

ZHANG Jian-guo', ZHANG Tong-lai', YU Kai-bei’
(1. Department of Mechano-electric Engineering ,BIT, Beijing 100081, China;

2. Analysis and Measurement Center ,Chengdu Branch of China Science Academy, Chengdu 610041, China)

Abstract. The single crystal of 2 ,4-dinitroresorcinol was prepared and characterized by elemental analy-

sis, IR and DSC. Iis crystal structure was determined by a four-circle X-ray diffractometer. The results

show that the crystal is of orthorhombic system. Space group is P2,2,2, with crystal parameters of @ =0.
4761(1)nm,b =0.6378(1)nm,c =2.3990(2)nm,V =0.7285(4)nm’ ,Z =4,D_ =1.825g - cm73,,u

=0.168mm ', F(000) =408.
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