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Table 1.  Crystal data and structure refinement for 2008src0391.

Identification code 
2008src0391 (308-481-A)
Empirical formula 
C6 H12 Cl6 N6 O4 P6

Formula weight 
630.74

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Triclinic

Space group 
P-1

Unit cell dimensions
a = 8.0877(2) Å
a= 104.5170(10)º.


b = 8.4452(2) Å
b= 101.3800(10)º.


c = 9.3069(2) Å
g = 114.9510(10)º.

Volume
523.64(2) Å3
Z
1

Density (calculated)
2.000 Mg/m3
Absorption coefficient
1.309 mm-1
F(000)
314

Crystal size
0.60 x 0.40 x 0.20 mm3
Theta range for data collection
2.96 to 27.50º.

Index ranges
-10<=h<=10, -10<=k<=10, -12<=l<=12

Reflections collected
11615

Independent reflections
2389 [R(int) = 0.0312]

Completeness to theta = 27.50º
99.6 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.7798 and 0.5073

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
2389 / 0 / 127

Goodness-of-fit on F2
1.133

Final R indices [I>2sigma(I)]
R1 = 0.0292, wR2 = 0.0777

R indices (all data)
R1 = 0.0312, wR2 = 0.0786

Largest diff. peak and hole
0.349 and -0.655 e.Å-3
P1-P2 = 2.778, P2-P3 = 2.732, P1-P3 = 2.773, max deviation from mean plane = 0.098 (N2).

Chirality: P1 = R, P1’ = S, P2 = S, P2’ = R. 

Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2008src0391.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

C(1)
5310(3)
7202(3)
4233(3)
15(1)

C(4)
2433(3)
7149(3)
2544(3)
13(1)

C(5)
3804(3)
6354(3)
2590(3)
16(1)

N(1)
1933(3)
5341(2)
5890(2)
8(1)

N(2)
1215(3)
6913(2)
8466(2)
10(1)

N(3)
2549(3)
8907(2)
6671(2)
11(1)

O(1)
4713(2)
8044(2)
5466(2)
12(1)

O(2)
1305(3)
6608(2)
3609(2)
20(1)

P(1)
2592(1)
7203(1)
5492(1)
7(1)

P(2)
1004(1)
5093(1)
7217(1)
7(1)

P(3)
1702(1)
8716(1)
8037(1)
8(1)

Cl(1)
2220(1)
4026(1)
8503(1)
13(1)

Cl(2)
3505(1)
11019(1)
10000(1)
13(1)

Cl(3)
-661(1)
9021(1)
7609(1)
17(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2008src0391.

_____________________________________________________

C(1)-O(1) 
1.468(3)

C(1)-C(5) 
1.521(3)

C(4)-O(2) 
1.502(3)

C(4)-C(5) 
1.519(3)

N(1)-P(2) 
1.5793(17)

N(1)-P(1) 
1.5994(18)

N(2)-P(3) 
1.5795(18)

N(2)-P(2) 
1.5966(18)

N(3)-P(3) 
1.5698(18)

N(3)-P(1) 
1.5943(18)

O(1)-P(1) 
1.5639(15)

O(2)-P(2)#1 
1.6610(18)

O(2)-P(1) 
1.6744(18)

P(2)-O(2)#1 
1.6610(18)

P(2)-Cl(1) 
2.0093(7)

P(3)-Cl(2) 
2.0054(7)

P(3)-Cl(3) 
2.0110(8)

O(1)-C(1)-C(5)
112.33(18)

O(2)-C(4)-C(5)
109.09(18)

C(4)-C(5)-C(1)
111.55(18)

P(2)-N(1)-P(1)
121.80(11)

P(3)-N(2)-P(2)
118.68(11)

P(3)-N(3)-P(1)
122.44(12)

C(1)-O(1)-P(1)
124.84(14)

C(4)-O(2)-P(2)#1
118.26(14)

C(4)-O(2)-P(1)
116.93(14)

P(2)#1-O(2)-P(1)
121.53(11)

O(1)-P(1)-N(3)
105.18(9)

O(1)-P(1)-N(1)
112.22(9)

N(3)-P(1)-N(1)
116.10(9)

O(1)-P(1)-O(2)
101.63(9)

N(3)-P(1)-O(2)
112.01(10)

N(1)-P(1)-O(2)
108.75(9)

N(1)-P(2)-N(2)
118.56(10)

N(1)-P(2)-O(2)#1
109.59(9)

N(2)-P(2)-O(2)#1
110.68(10)

N(1)-P(2)-Cl(1)
108.51(7)

N(2)-P(2)-Cl(1)
105.60(7)

O(2)#1-P(2)-Cl(1)
102.59(7)

N(3)-P(3)-N(2)
119.25(10)

N(3)-P(3)-Cl(2)
108.66(7)

N(2)-P(3)-Cl(2)
108.69(7)

N(3)-P(3)-Cl(3)
109.10(8)

N(2)-P(3)-Cl(3)
109.13(7)

Cl(2)-P(3)-Cl(3)
100.35(3)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

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

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008src0391.  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)
17(1) 
17(1)
14(1) 
6(1)
9(1) 
10(1)

C(4)
13(1) 
14(1)
7(1) 
5(1)
3(1) 
2(1)

C(5)
14(1) 
17(1)
11(1) 
1(1)
6(1) 
5(1)

N(1)
11(1) 
7(1)
6(1) 
2(1)
3(1) 
4(1)

N(2)
14(1) 
7(1)
7(1) 
1(1)
4(1) 
4(1)

N(3)
16(1) 
6(1)
7(1) 
2(1)
5(1) 
4(1)

O(1)
8(1) 
12(1)
8(1) 
1(1)
4(1) 
1(1)

O(2)
19(1) 
21(1)
16(1) 
7(1)
6(1) 
6(1)

P(1)
7(1) 
6(1)
5(1) 
1(1)
2(1) 
1(1)

P(2)
8(1) 
6(1)
5(1) 
2(1)
1(1) 
2(1)

P(3)
9(1) 
6(1)
6(1) 
1(1)
2(1) 
3(1)

Cl(1)
16(1) 
14(1)
12(1) 
7(1)
2(1) 
8(1)

Cl(2)
14(1) 
9(1)
9(1) 
-2(1)
1(1) 
4(1)

Cl(3)
13(1) 
18(1)
20(1) 
5(1)
3(1) 
10(1)

______________________________________________________________________________
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