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Tablic 1  Atomic Coordinates and Temperature Factor
atom X Y V4 [ Bey
Cu 0C0) 0C0) 0C0) 2.83(3)
S 0.2564(7) -0.1016C4) 0.3967(3) 5.29(8)
F(1 0.891(1) - 0.4266(8) -0.1091C 6 ) 6.4(2)
F(2o 0.522( 1) -0.3902( 7) - 0.2009C6 ) 6.7(2)
F(3) 0.840( 1) -0.2431C8) —0.2473(6) 6.002)
OC1) 0.162¢1) -0.0712¢7) 0.1474C5) 3.4C1)
0z)H 0.294( 1) -0.1335C( 7) - 0.0980(5) 3.301)
Cc1y 0.425C1) - 0.2056(13) 0.5062( 9) 1.602)
C(z2) -1.376(2) 0.6730(11) 0.1667C10) 5.4C€3)
CC3) -1.326(2) 0.0620C 9) 0.3304C6) 5.902)
C(4) 0.447(2) ~0.2076(10) 0.2859( 8) 3.002)
C(3)> 0.381(2) -0.1734C 9 0.1611C 8) 2.8(2)
Cce) 0.560(2) -0.2524(10) 0.0634C 8) 3.1(2)
C(™ 0.487(2) -0.2276(9) —0.0548( 8) 2.8(2)
cce)d 0.693(2) -0.3219010) —0.1520( 8) 3.4(2)
£ # £
Table 2 Bond Lengths (&)
Cu—0(1) 1.912(5) Cu—0¢(2) 1.916(5) OC1)—C(35) 1.262(8)
C(3)—C(6) 1.41(1) C(6)—C(7T)> 1.38(1) CC7)—0C2) 1.271(8)
C(7H)y—C(8) 1.32(1) C(8)—F(1) 1.3035(8) C(8)—F(2) 1.339(9)
C(8)—F(3) 1.312(9) C(5)—C(4) 1.45(2) S—C(1) 1.661C9)
S—C(4) 1.679C 8) Ce1)—C(2)> 1.31C1) CCZH—C (3 1.30(1)
C(3)»—CC4y 1.34C1)
K § mC >
Table 3 Bond Angles
0(1)—Cu—0(2) 82.2(2) 0(1)—Cu—0(1 " 180.0C 4)
0(1)—Cu—0C(2" 87.1(2) Cu—0(1)—C(5) 128.1( 5)
0(1)—C(5)—C(6) 121.1(6) C(5)—C(6)—C(7) 121.8(6)
C(6)—C(7)—=0C2) 129.3(6) C(7)—0(2)—Cu 123.8(5)
O(2)—C(T)—C(8) 112.7(6) Cl6)—=C(7)—C(8) 118.0(6)
C(7)—C(8)—F(1)-112.3C(7) OC1)—C(5)—C(4) 116.0C(6)
C(4)—C(5)—C(6) 120.0(6) C(1)—S—C(4> 92.8(4)
S—C(1)—=C(2) 114.6(7) C(1)—C(2)>—C(3)> 116.5(8)
C(2)—C(3)—C(4) 101.3(6) C(3)—C(4)—5 114.7(5)
S—C(4)—C(5) 119.3(5) C(3)—C(4)—C(5) 126.00(6>
FC1)—C(8)—F(2) 105.5(7) F(1)—C(8)—F(3) 108.0(6)
F2)—CO8)—FC3) 1ud.z(6)
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CRYSTAL STRUCTURE OF Cu(TTA)2 FROM
THENOYLTRIFLUOROACETONE AND Cu(ID

Yu Yunpeng Xu Zheng You Niaozeng Lu Junnong Shi Shu

(Coordination Chemistry Institute, Nanjing University)

Liu Shixiong Lin Chichang

(Institute of Structural Chemistry, Fuzhou University)

The crystal structure of Cu(TTA), has been determinded by X-ray
diffraction method. The cryatal belongs to triclinic system with a=14.
T53(2) A, b=9.291(H A, c=11.056(6)A,a=80.87(4)°, F=77.09(5)°,
=79.23(5)°, V' =446.51; space group Cl-P1; Z=1, Dc=1.89%z-cm~3,
M =507.91, F(000)=253e. The structure was solved by heavy atom
method and refined by least square technique to @& {inal discrepancy
factor of R=0.072. Tt is shown that two molecules of thenovltrifluoro-
acetone with Cu(I) form a trans-coordination compound, due to space
hindered effect. Using the space effect of molecule (CH,) SO, we have
a better understanding the origin of that two molecules of thenovltri-
fluoroacetone form a cis-coordination compound in Cu(TTA). -(CH.).-

SO.
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