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Table 1 Crystal Data for the Compound

ETH_HVPEMREN (WE3 xR,
(HNGCsHe-0-CeH:NHs ) [CdCla] ™, (H:NC.H.NH,)

5

formnla Ci2H,.CACLN, O, scan range s (") 1.23~25.00
melecnlar weight 532. 48 tersperslure / K 300(2)
crystul size 0.2x0.2x0.14 reflections eollected 3142
erystul system ortharhombie independent reflections 1649
space gromp Pbeu F(O00 1048
¢/ nm 0. 77864(7} ul Mo ket) /mm ! 1. 763
5/nm 0. 72547(61 refinement methed full-mutox least-squares an F*
c/nm 3.312642)
Y/ nm' 1.8712(3) -9 < b =<9,
D/ (g em?) 1. 890 mdex range 0 k<8,
Z 4 -39 = <39
wavelength/ nm Mo R R 0. 0300
0. 071073 wR 0.0697
2 BogkrEasn
Table 2 Selected Bond Lengihs (10 'nm’ and Bond Angles(°} for the Title Compound
Cd-Cle2) 0. 25022111) N(1}-C(1) 0. 14516) Cd-C1(2) 0. 25022(11) N{2}-Ci4) 0. 1478(7)
Cd-C(1)* 0.26934{11) C(1)-ci2) 0. 136116) Cd-CI{1)™ 0.26934(11)  Ci11-Cie) 0. 1382(7)
cd-Ci 1) 0.27411{11) C(2)-C(3) 0. 139117 Cd-CI{11 027411111} C(3)-C(4) 0. 136917)
CH1)-Cd” 0.26934(11) C(4)-C15) 0. 137318} QC1)-NI2) 0. 122716) Cis)-Cia) 0.137917)
0(2)-N{2} 0. 1215(6)
C1(2)-Ca-CI(2) 180.0 Cd=-Cl{1)-Cd 156. 55(5) CI{2)-Cd-CI{1)"  B89.12(4) D(2)-N(23-0(1) 124, 105)
CLi2)-Ca-Cl{1}" 90.88(4)  Q(2)-N(2)-C{4) 118 6i5) C1(2}p-Cd-CI{ 1" 90. 88(4) O(1)-N(2)-C{4)  117.3(5)
CH(2)-Cca-Cl 89 12(4}  C(21-C(1}-C(6} 122 4(5) CICt}-Ca-Ct(1)™ 180.0 C(-CL1}-N(1) 119 3(4)
Cl(2)-Ccd-Ct(1) 91.79(4}  GC(&)-C{1)-N{1) 118.344) CI2}-Cd-CI{1} 38.21{4)  C(1)-C{2)-C(3} 118.6(5)
Cl(1ye-cd-Clif 1} §4.874111F Ci41-C(3)-C(2) 118 H35)  CI(H)™Cd-Cl{1)  95.126(11) C{5)-C{4)-C(3} 122 515)
CH(2)-Cd-CL(1) 88.2114) C(5)-C(4)-N{2) 119.245)  CI(2)-Cd-Cl{1}* 91.79¢4) C(3}-C(4)-Nl2) 118. 1 5)
ClL(1yCd-CL{ 1y 95. 126111} Ci41-C(5)-Ci6) 118 5(5) CIU(L)*“-CJ-CI{1)* B4 874(11} C(5}-C(a)-C(1) 119.115)
Cl{1)-C-CRCI)'  180.0
Symmetry transformations: it —x+ 1, —y, —z+ 1, i ~x+172, =172, 7 i 2+172, —y+1/2, —z+1,
iv. x=1/2, —y+152, —z+1
#£3 FERTLERAASY
Table 3 Non-H Atomic Coordinates{ x 10*} and Their Equivalent Isotropic Thermal
Parameters {nm’ x 10*} for the Title Compound
I ¥ z Uleq)” x ¥ z Li{ey) ™
Cd 5000 Q 5000 25{1) Cli1) 2153(1) 215002) 512401) 3511)
C12} 5601(2) 217{2} 5741{1) 36(1) o{11 -2294(6) -228017) 2581010 75(01)
0(2) - 41006} -281{7) 2391{1} T2{1} N{t} 355(5) 292(5) 4283(1) 36(1)
N(2) -1180(6) -1127{7) 2651(2}) 511 ci) ~ 44(6) -94(7) 38640 1) 3L
C{2} - 1498(6) - 1043(8} 1772{(2}) 45{1} Cc(3) —186107) - 140608) 3369(1) 49(1)
Cc{4) ~765(7} ~757{7} 3078{2) 38¢1) C(s) 684(7) 238(8) 317002) 47(1)
{6} 1039(6) 98¢5 3570{2}) 43{1}

*Equivalent jsotropic displacement parameters {/{eq) 15 deflined as one third of the trace of the orthogonulized U, tensor.
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Fig-2 Molecular packivg armangement of title compound in the unit cell
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Fig. 3 Two-dimensional net structure of [CdCL I
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Synthesis and Crystal Structure of the Intercalation
Compound 4-Nitroeanilinium Tetrachlorocadmate (II)

LI Da-Guang™'"?* FU Wei-Qin* YOU Xiao-Zeng® Wei Chen®
! Faculty of Chemical Engineering and Light Industry, Guangdung Universuty of Technology, Guangzhouw 510090)
(* Coordinativn Chemistry Institete, Nenjing University, Nenjing 210093 )
(* Department of Chemistry, University of Malaya, Kualo Lumpur 59100, Malaysia)

The title compound was prepared by the solid state reaction of stoichiometric amounts of CdCL + H.0 and
4-nitroaniline . The crystal used for X-ray analysis was oblained by slow evaporation of an ethancl-agueous sclution
of the solid state reaction at room temperature. The structure of compound was characterized by X-ray diffraction
analysis. The crystal belongs to ortherhombic, space group Pbca, a=0.77864(7) nm, b =0. 72547(6) nm, ¢ =
3.3126{2) om, Z=4, V=1.8712(3) am’, D.=1.890¢ - em™?, w=1,763mm"", F{000) =1048, R =0.0300,
w i = 0. 0697, The title compound is a typical two-dimensional organic intercalated compound. The inorganic layers
of the compound are formed by CdCle octahedra sharing corner Cl atoms (i.e. catena-poly
[diblorocadmium-di- g-chlore] } . The organte ammonium cations are intercalated between every two metal-halogen

layers and formed the organic layers of the compound through hydrogen bonding,
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