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Table1 Atomic Coordinates, Thermal Parameters and their Standard
Deviations
§ :
atom ’ X y z [ Beg.
e O . S B

Eu 0.90359( 4) 0.05796¢ 4) 0.22862(3) | 3.18(1)
F(1) 1.0905( 6 ) 0.2882( 6 ) 0.1028(5) | 8.0(3)
F(2) | 0.9789(7) 0.2719( 5) 0.0061¢ 4) ‘ 7.4(3)
F(3) 0.9673(7) 0.3173(5) 0.1152¢5) 'i 10.2(3)
F(4) 0.5245( 7) 0.2405( 5 ) 0.2423(5) | 8.1(2)
F(5) } 0.9800( 6 ) ~0.2608(5) 0.3543(6) 7.7¢3)
F(6) | 0.8432(5) ~0.2574(5) 0.3172¢5) | 6.7(2)
F(7) % 0.6709( 6 ) ~0.0946( 6) 0.2841(7 > | 11.3(2)
F(8) 0.5647( 7) ~0.0155( 8) 0.2377(8) 12.6(4)
FC9) | 0.6344(7) -0.0057( 7) 0.3540(6) | 12.3(3) -
OC1)  1.0001(5) ~0.0004(5) 0.1658(4) | 4.202)
0cz) | 0.9503(5) 0.1674( 5 ) 0.1533(4) | 4.6(2)
0(3) | 0.9037(5) 0.0516( 5 ) 0.3614¢ 4) 4.2(2)
O(4) \ 0.9218(5) 0.0843(5) 0.2592( 4) 4.2(2)
O(5) | 0.8219(5) -0.1754( 5 ) 0.2342( 4) 4.0¢2)
06> |  0.7603(5) 0.0123¢ 5 ) 0.2362( 4) 4.2(2)
O(7) | 0.8114(6) 0.0253( 7) 0.0943( 4) 6.1(2)
0(8) 1 1.0365(5) 0.1123(5) 0.3122(4) 4.5(2)
0(9) |  0.0813(8) 0.5809( 7) 0.4933(9) 11.6C4)
N(1) 1.0929(6) 0.0216(6 ) 0.0885( 5 ) 3.9¢2)
N(2) 1.1296(6) —0.,027,(7) 0.0389( 5) 4.4(2)
N(3) 0.8880( 6 ) 0.0038( 6 ) 0.4793( 5) 3.5(2)
N(4) 0.8902( 6 ) 0.0723( 6 ) 0.5177¢5) 4.202)
N(5) 0.7241( 6 ) ~0.2654(6 ) 0.2655( 5) 3.9(2)
NC(6) 0.6482( 6 ) 0.2601( 7) 0.2891( 6 ) 4.5¢2)
c(1) 1.0417¢ 7) 0.0259( 7) 0.1197(6) 3.6(3)
c(2) 1.0455( 7) 0.1081(8) 0.0881(6) 8.7(3).
C(3) 1.1023(8) 0.0987( 9 ) 0.0387(6 ) 4.303)
C(4) 1.1321¢9) 0.162 (1) 0.0090(8 ) 6.2(4)
C(5) 0.9996( 8 ) 0.1736( 8 ) . 0.1104(6 ) 4.003)
C(6) 1.0076( 9) 0.2642(9 )" 0.0833( 7) 5.4(3)
Cc(7) 1.1224(8) ~0.1042(8) 0.1095( 6 ) 4.1038)
C(8) 1.0848( 9) —-0.1543(9) 0.1542(7) 5.1(38)
C(9) 1.117 (1) —-0.2352¢9) 0.1714( 7 ) 5.7(4)
C (10) 1.185 (1) —-0.263 (1) 0.1512(9) 6.8(4)
can 1.222 (1) ~0.214 (1) 0.105 (1) 8.1(5)
C (12) 1,191 (1) ~0.133 (1) 0.0846( 9 ) 6.8(4)
C(13) 0.9012( 7) -0 0 3.4(2)
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atom ‘ x y z ‘ Beg .
can | omorec7) ~0.0950( 7) 0.3977(6) | 3.5(3)
C (15) | 0.9007¢ 8 ) —~0.1200(8) 0.4707¢ 7) ‘ 4,403
C(16) 0.511 (1) ~0.2199(9) 0.4986(7) | 5.8(4)
can 0.9155( 7) -0.1276( 7) 0.3270(7) | 3.7¢3)
C(18) 0.2158( 9 ) ~0.2228(8) 0.3124C(7) | 5.003)
C(19) 0.8663(7) 0.0765(8) 0.5125( 6 ) “ 1.003)
C(20) , 0.8617( 9) 0.074 (1) 0.5901( 7) | 5.5(3)
C 1) ; $.837 (1) 0.118 (1) 0.62172(8) | 7.1(4)
C2) | 0.818 (1) 0.221 (1) 0.5805(9)  6.6(4)
C23) 1 0.825 (1) 0.222 (1) 0.5039(9) ‘ 6.60(4)
c2 : 0.8483(9) 0.1510(9) 0.4713(7) | 5.2(3)
C 23 0.7533(7) 0.1879¢ 7) 0.2546¢6 ) | 3.3(2)
C(26) ‘ 0.6022( 7) 0.1306( 7) 0.2711¢6) | 3.3(2)
cen | 0.6286(7) 0.1815( 8 ) 0.2916(6) | 1.003)
C(28) | 0.5486(9) 0.1600( 9) 0.3130(8) ! 5.8(3)
c@y .‘ 0.7028( 7) 0.0437(8) 0.2617(6) : 3.8(3)
C30) | 0.6434(9) ~0.0183(9) 0.2847¢(9) 6.8(4)
CGL | 0.7608(8) 0.3450( 8 ) 0.2555(8) . 4.5(3)
C(32) } 0.8063( 9) 0.3563(9) 0.2008(8) | 5.6(4)
C3) 1 0837 (1) 0.434 (1) 0.1925(9) | 7.0(4)
C (31 K 0.828 (1) 0.498 (1) 0.234 (1) 8.1(5)
C(35) 1 0.785 (1) 0.489 (1) 0.288 (1) | 10.0C6)
C(6) ¢ 0.752 (1) 0.112 (1) 0.301 (1) |,  7.9(4)
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. Table2 Bond Lengths and their Standard Deviations

| [ .
bond : length(;\) hond . Icngth(}:)
{ 5 !

Euv—0(1) | msmcs) 0 NGe—Ccen L 1.0
Eu—0(2) ‘ 2.448(4) - c—ce 1.431¢ 7)
Bu—0( 3) | 2.358(3) ~ c—c 1.437¢ 7)
Eu—004) ‘ 2.391(3) C(2)—C(5) | 1.407(8)
Eu—0(5) 2.311(3) ‘ C(3)—C(4) | 1,408(8)
Eu—0(6) 2.454( 4) C(5)—Ce6) | 1.535(8)
Eu—0(7) 2.479(4) L C(r—Ci8) 1.380( 8)
Eu—0(8) 2.395(4) o C(7—cun 1.380(8)
F(1)—C(6) 1.319(8)  C(8)—C(9) 1.395¢10)
F(2)—C(6) . 1.316( 8 ) SoCc(9H—cae 1.343(10)
F(3)—C(6) 1.300(8) ' camn—can 1.372(1D)
F(4)—CU8) . . 1.322(9) . can—ca» 1.386(10)
F(5)—C(8) |  L.820(7) .  CUH—CUD 1.421(7)
F(6)—C(18) | 1.314¢ 7) - cavn—casy 1.440( 7)
F(7)—C(30) L.300(8) 0 ctip=cant 1.398( 7)
F(8)—C(30) 1.304¢10) L casm—cusy 1.532¢8)
F(9)—C(30) 1.205(9)  CUD—CuUs) 1.547(8)
O(1)=C(1) 1.262(6) C (19)—C (20) 1.402¢ 7)
0(2)—C(5) \ 1.247(6) C Cca9—C24) 1.386( 8)
0(3)—Ccu | 1.267¢6) caeo—ceEn 1.416(10)
0(4)—Ccamn | 1.261(6) cen—ce) | 1.362(10)
S O(5)—C25) | 1.269( 6 ) C22)—C 3 | 1.396(9)
0(6)—C(29) | 1.243(6 ) L ocen—Cceh 1,375 9)
N(1)—C(2) 1.387( 6 ) L Ce—Cize) 1.433(7)
N(1)—C(1) | 1.349C6) . cee—cen 1.431(7)
N(1)—C(7) | 1.419C 7) Locee—can 1.419(8)
N(2)—C(3)" | 1.291(7) Cocen—ces) | 1.473(8)
N(3)—C(4) ! 1.393¢6) Ced—ciz | 1.511(9)
N(3)Y—CU3) | 1.352(6) | CGL—C(GH | 1.350(8)
N(3)—Cca9 | 1.392( 7)  CBL—C3E 1.371(9)
N(4)—C(15) = | 1.274( 7 L Cn—C(33) 1.375(10)
N(5)>—C(6). | 1.398(6 ) CCBY—CGH 1.293(11)
N(5)—C(25) i 1.360(6 ) ! C(34H)—C(35) * 1.349(¢12)
N(EHI—CGBD 1.436( 7) CE)~—-C36) 1.384(11)
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Table 3 Selccied Bond Angle Values and their Standard Deviations

bend angle

N(2)>—N(1)—C(1) |

N(2)—N(1)—C(7)
C(1)—=N(1)>—C(T)
N(1)—N(2)—C(3)
0(1)—C(1)—=N(1)
0(1)—C(1)—=C(2)
N(1)—C(1)—C(2)
C(1)—C(2)—C(3)
C(1)—C(2)—C(5)
C(3)—C(2)—C(5)
N(2)—C(3)—C(5)
N(2)—C(3)—=C(5)
C(2)—=C(3)—C(6)
0(2)—C(5)—C(5)
0(2)—C(5)—C(5)

deg.

.9(5)
LAC5)
.9(5)
106.
125,

705D

112
118
127

129

104.
104.
118.

136

118

112

3(5)
4(5)

8C5)
3(5)
3(5)

-4(5)
111,

7(5)

7(5)
129,
126.

6(6)
0{5)

708

bond angle

lccar—c
IFC1)—cC
IF(1)—C
F(1—cC
|F(2)—F
’K;F(Z)—C
'F(3)—C
‘N(1)—C
INC(1)=—C
lcsr—c
C(1H)—C
.C(8)—C
c(9)—C
can—c
ic(7)—cC

de

(5)—C(5)
(6)—F(5)
(6)—F(6)
(6)>—C(6)
(6)—F(6)
(6)—C(5)
(6)—C(5)
(7)—C(8)
(7)—C(12)
(7)—Ccaz
(8)—C(9)
(9)—C(10)
(10)—C(11)
(1H—C12) |
(12)—C(11)

S

C121.
105.
106.
110
108
112
112
121
117
120
120.
119.
120
121,
118

e.

2(5)
T(5)
5(6)

7C6)
.9(6)
006)
L7(5)
.9(3)
506
6C6)

0(6)
6C7)

37

3C7)

AC7)

*4

PEARYE (MM _REFH, Ax+By+Cz-D=0)

Table4 Least-Squares Plane (Ax+ By+Cz~D=0)

plane

—-0.5880

~0.5806

-0.2158 -0.7795

B

-0.21556 -0.7851

C

|

D

- 11.1542

- 11,0521

i

atom in
plane

C(1)-0.006
C(2)-0.000
C(3) 0.006
C(4)-0.001
C(5)-0.023
O(C1)~-0.001
0¢C2) o0.020
N(1)-0.004
N(2) 0.008
Cc(1)
Cc(2) 0.012
C(5) -0.019
O(1) —0.006
Oc2) 0.012

o

distance (;&)

other atom

C(6) —-0.132
C(7) —-o0.212

0.001 | Eu o0.038
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Table5 Hydrogen Bond Data

hydrogen boud ‘ bond length(;&) (deg.)
X-HY . X-Y . XH | HeY | X-H-Y
OC7)-HICOC 7)) N2/~ 2z.802  ©  1.082 | 1,907 113.5
TO(8)-HILOC 83+ N(8") = 2.818 . 0.989 1.871 P 159.2
O(8)-Hz{OC8 )1 N4 ‘ 2.986 : 1.027 2.009 ; 158.1
GC9)-11100¢ 93097y | 2.813 C 0,941 C2.123 129.2
$ £ X W

(10 sipde, AT, oiosels, AEEEHE, 23C2), 205(1884).

(2] W%, 403, 3, 240 C(1975).

[ 3] Okafor, I'.C. , Polyhedron 2, 300(1983).

{4] Cotton, F.A, and Wilkinson, G. &, RJ:285%E, WSIEHILE:, ALK
PR AL, 58 (1980) .

CRYSTAL STRUCTURE OF Eu( [ )-i-PHENYL-3-
METHYL-4-TRIFLUOROACETYL-PYRAZOL-5-ONE

Zheng Peiju Wang Boyi Wu Jianhua
. (Center of Analysis and Mecasurement, Fudan University, Shanghai)

Zhang Huinong Zhang Hui Zhang Hualin
(Department of Chemistry, Fudan University, Shanghai)

The crystal structure of CEu(PMTFP);-(H,0),3-H,0O was determined
on an ENPATF-NONIUS CAD4 diffractometer with X-ray intensity data
collected in 0°<<20<C46°, The space group is F2,/a with a=16.055(2),
b=16.016(3), ¢=17.752(5)&, F=106.41(2)°, Z=4, The structure was so-
lved by Patterson method and refined with full-matrix least squares pro-
cedure to R=0.046, Each Eu( I ) icn is coordinated by eight oxygen atoms
forming a distorted dodecahedron, The crystal is stabilized through inter-

molecular hydropen bonds,

Keywords curopium  B-diketone crystal structure-



