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Table 1.  Crystal data and structure refinement for 2008sjc0003.

Identification code 
2008sjc0003 (SF5)
Empirical formula 
C20 H20 Cu F6 N4 P

Formula weight 
524.91

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Tetragonal

Space group 
I-4

Unit cell dimensions
a = 12.50090(10) Å
a= 90º.


b = 12.50090(10) Å
b= 90º.


c = 6.91330(10) Å
g = 90º.

Volume
1080.36(2) Å3
Z
2

Density (calculated)
1.614 Mg/m3
Absorption coefficient
1.151 mm-1
F(000)
532

Crystal size
0.60 x 0.15 x 0.12 mm3
Theta range for data collection
3.26 to 27.46º.

Index ranges
-16<=h<=16, -16<=k<=16, -8<=l<=8

Reflections collected
9784

Independent reflections
1236 [R(int) = 0.0331]

Completeness to theta = 27.46º
99.7 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.8742 and 0.5450

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
1236 / 0 / 73

Goodness-of-fit on F2
1.116

Final R indices [I>2sigma(I)]
R1 = 0.0250, wR2 = 0.0636

R indices (all data)
R1 = 0.0263, wR2 = 0.0643

Absolute structure parameter
0.043(13)

Largest diff. peak and hole
0.273 and -0.380 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2008sjc0003.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

C(1)
2846(1)
5539(2)
8342(3)
24(1)

C(2)
2117(2)
6000(2)
7107(3)
27(1)

C(3)
2470(2)
6732(2)
5747(3)
30(1)

C(4)
3547(2)
6986(2)
5704(3)
31(1)

C(5)
4232(2)
6473(2)
6961(3)
25(1)

N(1)
3905(1)
5754(1)
8275(2)
21(1)

Cu(1)
5000
5000
10000
23(1)

P(1)
5000
10000
7500
20(1)

F(1)
5000
10000
5185(3)
47(1)

F(2)
5347(1)
8778(1)
7500(3)
54(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2008sjc0003.

_____________________________________________________

C(1)-N(1) 
1.352(2)

C(1)-C(2) 
1.376(3)

C(2)-C(3) 
1.384(3)

C(3)-C(4) 
1.384(3)

C(4)-C(5) 
1.378(3)

C(5)-N(1) 
1.342(2)

N(1)-Cu(1) 
2.0454(16)

Cu(1)-N(1)#1 
2.0454(16)

Cu(1)-N(1)#2 
2.0454(16)

Cu(1)-N(1)#3 
2.0454(16)

P(1)-F(2)#4 
1.5874(14)

P(1)-F(2)#5 
1.5874(14)

P(1)-F(2) 
1.5874(14)

P(1)-F(2)#6 
1.5874(14)

P(1)-F(1)#4 
1.600(2)

P(1)-F(1) 
1.600(2)

N(1)-C(1)-C(2)
122.98(18)

C(1)-C(2)-C(3)
119.16(18)

C(4)-C(3)-C(2)
118.48(19)

C(5)-C(4)-C(3)
119.0(2)

N(1)-C(5)-C(4)
123.32(19)

C(5)-N(1)-C(1)
117.05(16)

C(5)-N(1)-Cu(1)
119.98(13)

C(1)-N(1)-Cu(1)
122.93(13)

N(1)#1-Cu(1)-N(1)#2
108.69(9)

N(1)#1-Cu(1)-N(1)
109.86(5)

N(1)#2-Cu(1)-N(1)
109.86(5)

N(1)#1-Cu(1)-N(1)#3
109.86(5)

N(1)#2-Cu(1)-N(1)#3
109.86(5)

N(1)-Cu(1)-N(1)#3
108.69(9)

F(2)#4-P(1)-F(2)#5
90.000(1)

F(2)#4-P(1)-F(2)
90.000(1)

F(2)#5-P(1)-F(2)
179.98(13)

F(2)#4-P(1)-F(2)#6
179.98(13)

F(2)#5-P(1)-F(2)#6
90.000(1)

F(2)-P(1)-F(2)#6
90.000(1)

F(2)#4-P(1)-F(1)#4
89.99(7)

F(2)#5-P(1)-F(1)#4
90.01(7)

F(2)-P(1)-F(1)#4
90.01(7)

F(2)#6-P(1)-F(1)#4
89.99(7)

F(2)#4-P(1)-F(1)
90.01(7)

F(2)#5-P(1)-F(1)
89.99(7)

F(2)-P(1)-F(1)
89.99(7)

F(2)#6-P(1)-F(1)
90.01(7)

F(1)#4-P(1)-F(1)
180.000(1)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

#1 y,-x+1,-z+2    #2 -y+1,x,-z+2    #3 -x+1,-y+1,z 

#4 y-1/2,-x+3/2,-z+3/2    #5 -x+1,-y+2,z    #6 -y+3/2,x+1/2,-z+3/2 

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008sjc0003.  The anisotropic

displacement factor exponent takes the form: -2p2[ h2a*2U11 + ... + 2 h k a* b* U12 ]

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

C(1)
20(1) 
20(1)
31(1) 
0(1)
-1(1) 
-3(1)

C(2)
20(1) 
26(1)
36(1) 
-6(1)
-4(1) 
0(1)

C(3)
30(1) 
33(1)
27(1) 
-1(1)
-5(1) 
9(1)

C(4)
33(1) 
33(1)
27(1) 
7(1)
5(1) 
6(1)

C(5)
20(1) 
27(1)
29(1) 
4(1)
5(1) 
1(1)

N(1)
18(1) 
20(1)
26(1) 
0(1)
0(1) 
1(1)

Cu(1)
19(1) 
19(1)
29(1) 
0
0 
0

P(1)
20(1) 
20(1)
20(1) 
0
0 
0

F(1)
70(1) 
49(1)
22(1) 
0
0 
10(1)

F(2)
75(1) 
25(1)
61(1) 
4(1)
-3(1) 
13(1)

______________________________________________________________________________
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