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Table 1. Crystal data and structure refinement.

	


Identification code 
2005src0721    

Empirical formula 
C44H18B2F30LiO4P

Formula weight 
1240.11

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 12.465(13) Å
( = 62.10(13)°


b = 14.37(3) Å
( = 84.68(10)°


c = 14.461(14) Å
(  = 89.27(10)°

Volume
2279(5) Å3
Z
2

Density (calculated)
1.807 Mg / m3
Absorption coefficient
0.230 mm(1
F(000)
1224

Crystal
Cut Blade; Colourless

Crystal size
0.14 ( 0.05 ( 0.02 mm3
( range for data collection
3.09 ( 27.48°

Index ranges
(16 ( h ( 16, (18 ( k ( 18, (18 ( l ( 18

Reflections collected
42972

Independent reflections
10370 [Rint = 0.1233]

Completeness to ( = 27.48°
99.3 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9954 and 0.9685

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
10370 / 0 / 739

Goodness-of-fit on F2
1.086

Final R indices [F2 > 2((F2)]
R1 = 0.0920, wR2 = 0.1375

R indices (all data)
R1 = 0.1822, wR2 = 0.1623

Largest diff. peak and hole
0.631 and (0.355 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit sphere). Cell determination: DirAx (Duisenberg, A.J.M.(1992). J. Appl. Cryst. 25, 92-96.) Data collection: Collect (Collect: Data collection software, R. Hooft, Nonius B.V., 1998). Data reduction and cell refinement: Denzo (Z. Otwinowski & W. Minor, Methods in Enzymology (1997) Vol. 276: Macromolecular Crystallography, part A, pp. 307(326; C. W. Carter, Jr. & R. M. Sweet, Eds., Academic Press). Absorption correction: SADABS Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: ORTEP3 for Windows (L. J. Farrugia, J. Appl. Crystallogr. 1997, 30, 565).
Special details: 

All hydrogen atoms were fixed.

Table 2. Atomic coordinates [( 104], equivalent isotropic displacement parameters [Å2 ( 103] and site occupancy factors. Ueq is defined as one third of the trace of the orthogonalized Uij tensor.

Atom 
x
y
z
Ueq
S.o.f.
C1
7402(3)
7021(3)
1971(3)
26(1)
1

C2
6594(3)
7667(3)
2064(3)
25(1)
1

C3
5816(4)
8084(4)
1387(4)
32(1)
1

C4
5802(4)
7859(4)
559(4)
37(1)
1

C5
6558(4)
7209(4)
439(4)
34(1)
1

C6
7322(4)
6789(4)
1147(3)
28(1)
1

C7
7489(3)
5571(3)
3911(3)
26(1)
1

C8
7051(3)
5636(4)
4796(3)
27(1)
1

C9
6335(4)
4906(4)
5585(4)
30(1)
1

C10
6013(4)
4039(4)
5511(4)
32(1)
1

C11
6398(4)
3930(4)
4642(4)
32(1)
1

C12
7104(4)
4694(4)
3862(3)
29(1)
1

C13
8845(3)
7322(3)
3186(3)
24(1)
1

C14
8917(3)
8414(3)
2572(3)
26(1)
1

C15
9463(4)
9075(4)
2828(4)
29(1)
1

C16
10004(4)
8654(4)
3718(4)
34(1)
1

C17
9972(4)
7588(4)
4349(4)
33(1)
1

C18
9401(4)
6960(3)
4074(3)
28(1)
1

C19
10362(3)
6867(3)
336(3)
26(1)
1

C20
9686(4)
7719(3)
(34(3)
29(1)
1

C21
9182(4)
8067(4)
(942(4)
30(1)
1

C22
9353(4)
7569(4)
(1550(4)
35(1)
1

C23
10017(4)
6726(4)
(1231(4)
35(1)
1

C24
10494(4)
6385(3)
(306(4)
30(1)
1

C25
11829(4)
5610(3)
1657(3)
27(1)
1

C26
11873(4)
4574(4)
2429(3)
28(1)
1

C27
12740(4)
3948(4)
2504(4)
32(1)
1

C28
13646(4)
4344(4)
1807(4)
35(1)
1

C29
13661(4)
5362(4)
1024(4)
37(1)
1

C30
12767(4)
5954(4)
973(4)
32(1)
1

C31
11434(3)
7436(3)
1582(3)
25(1)
1

C32
11791(4)
8416(4)
747(3)
29(1)
1

C33
12357(4)
9158(4)
856(4)
32(1)
1

C34
12591(4)
8970(4)
1836(4)
32(1)
1

C35
12269(4)
8014(4)
2700(4)
30(1)
1

C36
11732(4)
7285(3)
2545(3)
28(1)
1

B1
8231(4)
6505(4)
2888(4)
27(1)
1

B2
10872(4)
6478(4)
1465(4)
28(1)
1

F2
6569(2)
7912(2)
2864(2)
31(1)
1

F3
5082(2)
8726(2)
1516(2)
42(1)
1

F4
5048(2)
8288(2)
(128(2)
51(1)
1

F5
6557(2)
6992(2)
(368(2)
45(1)
1

F6
8005(2)
6121(2)
995(2)
34(1)
1

F8
7286(2)
6481(2)
4939(2)
34(1)
1

F9
5947(2)
5031(2)
6425(2)
42(1)
1

F10
5332(2)
3305(2)
6272(2)
45(1)
1

F11
6069(2)
3101(2)
4543(2)
44(1)
1

F12
7398(2)
4545(2)
3016(2)
37(1)
1

F14
8400(2)
8914(2)
1699(2)
30(1)
1

F15
9454(2)
10128(2)
2224(2)
41(1)
1

F16
10557(2)
9299(2)
3953(2)
48(1)
1

F17
10511(2)
7173(2)
5212(2)
41(1)
1

F18
9399(2)
5914(2)
4740(2)
32(1)
1

F20
9486(2)
8246(2)
523(2)
34(1)
1

F21
8527(2)
8887(2)
(1236(2)
41(1)
1

F22
8890(3)
7905(2)
(2454(2)
52(1)
1

F23
10218(3)
6234(2)
(1827(2)
50(1)
1

F24
11118(2)
5532(2)
(55(2)
38(1)
1

F26
11034(2)
4100(2)
3179(2)
34(1)
1

F27
12715(2)
2941(2)
3281(2)
41(1)
1

F28
14509(2)
3740(2)
1896(2)
51(1)
1

F29
14540(2)
5782(2)
316(2)
52(1)
1

F30
12829(2)
6946(2)
141(2)
40(1)
1

F32
11644(2)
8677(2)
(265(2)
37(1)
1

F33
12717(2)
10068(2)
9(2)
42(1)
1

F34
13136(2)
9697(2)
1966(2)
42(1)
1

F35
12503(2)
7830(2)
3665(2)
39(1)
1

F36
11495(2)
6347(2)
3416(2)
32(1)
1

P1
9552(1)
5806(1)
2548(1)
25(1)
1

C41
4880(5)
9598(4)
3398(4)
45(1)
1

C42
4479(5)
10701(4)
2943(4)
51(2)
1

C43
6042(4)
11915(4)
2145(4)
42(1)
1

C44
6765(4)
12516(4)
2475(4)
44(1)
1

C45
8081(4)
11276(4)
3433(5)
55(2)
1

C46
8092(4)
10350(5)
4506(5)
54(2)
1

C47
7043(4)
8980(4)
4446(4)
40(1)
1

C48
5932(4)
8478(4)
4819(4)
36(1)
1

Li41
5914(7)
10778(7)
4373(6)
37(2)
1

O41
5120(2)
9276(2)
4469(2)
35(1)
1

O42
5252(3)
11378(3)
3032(3)
46(1)
1

O43
7125(3)
11825(3)
3481(3)
46(1)
1

O44
7096(3)
9736(3)
4828(3)
43(1)
1

	


Table 3. Bond lengths [Å] and angles [°].

	


C1(C6
1.392(6)

C1(C2
1.401(6)

C1(B1
1.641(7)

C2(F2
1.355(5)

C2(C3
1.368(6)

C3(F3
1.352(6)

C3(C4
1.381(7)

C4(F4
1.355(6)

C4(C5
1.375(7)

C5(F5
1.342(5)

C5(C6
1.380(7)

C6(F6
1.355(5)

C7(C8
1.388(6)

C7(C12
1.389(7)

C7(B1
1.663(7)

C8(F8
1.364(6)

C8(C9
1.383(7)

C9(F9
1.354(5)

C9(C10
1.368(7)

C10(F10
1.344(6)

C10(C11
1.381(7)

C11(F11
1.337(6)

C11(C12
1.391(7)

C12(F12
1.355(5)

C13(C18
1.389(6)

C13(C14
1.394(7)

C13(B1
1.646(7)

C14(F14
1.347(5)

C14(C15
1.376(7)

C15(F15
1.349(6)

C15(C16
1.378(7)

C16(F16
1.344(5)

C16(C17
1.367(7)

C17(F17
1.347(5)

C17(C18
1.373(7)

C18(F18
1.353(6)

C19(C24
1.392(7)

C19(C20
1.393(7)

C19(B2
1.647(7)

C20(F20
1.347(5)

C20(C21
1.377(7)

C21(F21
1.344(5)

C21(C22
1.373(7)

C22(F22
1.348(5)

C22(C23
1.375(7)

C23(F23
1.352(6)

C23(C24
1.382(7)

C24(F24
1.361(6)

C25(C26
1.386(7)

C25(C30
1.390(7)

C25(B2
1.661(7)

C26(F26
1.361(5)

C26(C27
1.376(7)

C27(F27
1.353(6)

C27(C28
1.373(7)

C28(F28
1.350(5)

C28(C29
1.367(7)

C29(F29
1.357(6)

C29(C30
1.380(7)

C30(F30
1.367(6)

C31(C36
1.392(6)

C31(C32
1.403(7)

C31(B2
1.637(8)

C32(F32
1.359(5)

C32(C33
1.362(7)

C33(F33
1.351(6)

C33(C34
1.373(7)

C34(F34
1.347(6)

C34(C35
1.388(7)

C35(F35
1.353(5)

C35(C36
1.363(7)

C36(F36
1.358(6)

B1(P1
2.057(6)

B2(P1
2.058(6)

P1(H1A
1.3000

P1(H1B
1.3000

C41(O41
1.455(6)

C41(C42
1.504(8)

C41(H41A
0.9900

C41(H41B
0.9900

C42(O42
1.435(7)

C42(H42A
0.9900

C42(H42B
0.9900

C43(O42
1.439(6)

C43(C44
1.507(7)

C43(H43A
0.9900

C43(H43B
0.9900

C44(O43
1.437(6)

C44(H44A
0.9900

C44(H44B
0.9900

C45(O43
1.436(6)

C45(C46
1.500(8)

C45(H45A
0.9900

C45(H45B
0.9900

C46(O44
1.440(6)

C46(H46A
0.9900

C46(H46B
0.9900

C47(O44
1.435(6)

C47(C48
1.501(7)

C47(H47A
0.9900

C47(H47B
0.9900

C48(O41
1.455(6)

C48(H48A
0.9900

C48(H48B
0.9900

Li41(O42
1.974(9)

Li41(O41i
1.988(9)

Li41(O44
2.011(9)

Li41(O43
2.022(10)

Li41(O41
2.325(10)

Li41(Li41i
3.008(18)

O41(Li41i
1.988(9)

C6(C1(C2
114.1(4)

C6(C1(B1
126.5(4)

C2(C1(B1
118.9(4)

F2(C2(C3
116.7(4)

F2(C2(C1
119.2(4)

C3(C2(C1
124.2(4)

F3(C3(C2
120.4(4)

F3(C3(C4
120.5(4)

C2(C3(C4
119.1(5)

F4(C4(C5
121.0(5)

F4(C4(C3
119.4(5)

C5(C4(C3
119.6(5)

F5(C5(C4
120.0(4)

F5(C5(C6
120.3(5)

C4(C5(C6
119.7(5)

F6(C6(C5
115.7(4)

F6(C6(C1
121.0(4)

C5(C6(C1
123.3(4)

C8(C7(C12
112.9(4)

C8(C7(B1
126.1(4)

C12(C7(B1
120.3(4)

F8(C8(C9
113.6(4)

F8(C8(C7
120.8(4)

C9(C8(C7
125.5(5)

F9(C9(C10
119.4(4)

F9(C9(C8
121.6(4)

C10(C9(C8
119.0(4)

F10(C10(C9
120.6(5)

F10(C10(C11
120.4(5)

C9(C10(C11
118.9(4)

F11(C11(C10
119.8(4)

F11(C11(C12
120.4(5)

C10(C11(C12
119.8(5)

F12(C12(C7
120.5(4)

F12(C12(C11
115.6(4)

C7(C12(C11
123.8(5)

C18(C13(C14
113.4(4)

C18(C13(B1
121.6(4)

C14(C13(B1
124.9(4)

F14(C14(C15
114.3(4)

F14(C14(C13
122.0(4)

C15(C14(C13
123.6(4)

F15(C15(C14
120.4(4)

F15(C15(C16
120.0(4)

C14(C15(C16
119.6(4)

F16(C16(C17
120.9(5)

F16(C16(C15
119.5(4)

C17(C16(C15
119.6(5)

F17(C17(C16
119.8(5)

F17(C17(C18
121.3(4)

C16(C17(C18
118.8(4)

F18(C18(C17
115.5(4)

F18(C18(C13
119.6(4)

C17(C18(C13
124.9(4)

C24(C19(C20
113.5(4)

C24(C19(B2
126.0(4)

C20(C19(B2
120.5(4)

F20(C20(C21
116.3(4)

F20(C20(C19
119.2(4)

C21(C20(C19
124.5(5)

F21(C21(C22
119.8(4)

F21(C21(C20
120.8(4)

C22(C21(C20
119.4(4)

F22(C22(C21
120.8(4)

F22(C22(C23
120.2(5)

C21(C22(C23
119.0(4)

F23(C23(C22
120.2(4)

F23(C23(C24
119.7(4)

C22(C23(C24
120.0(5)

F24(C24(C23
115.2(4)

F24(C24(C19
121.3(4)

C23(C24(C19
123.6(4)

C26(C25(C30
112.4(4)

C26(C25(B2
130.4(4)

C30(C25(B2
117.2(4)

F26(C26(C27
115.0(4)

F26(C26(C25
121.0(4)

C27(C26(C25
124.0(5)

F27(C27(C28
119.3(4)

F27(C27(C26
120.2(4)

C28(C27(C26
120.5(4)

F28(C28(C29
120.6(5)

F28(C28(C27
120.6(4)

C29(C28(C27
118.8(4)

F29(C29(C28
120.7(4)

F29(C29(C30
120.8(4)

C28(C29(C30
118.6(5)

F30(C30(C29
114.8(4)

F30(C30(C25
119.4(4)

C29(C30(C25
125.8(4)

C36(C31(C32
112.9(4)

C36(C31(B2
121.2(4)

C32(C31(B2
125.5(4)

F32(C32(C33
114.2(4)

F32(C32(C31
121.5(4)

C33(C32(C31
124.2(4)

F33(C33(C32
121.0(4)

F33(C33(C34
119.2(4)

C32(C33(C34
119.7(4)

F34(C34(C33
120.9(4)

F34(C34(C35
119.8(4)

C33(C34(C35
119.3(5)

F35(C35(C36
122.1(4)

F35(C35(C34
119.2(4)

C36(C35(C34
118.7(4)

F36(C36(C35
115.4(4)

F36(C36(C31
119.5(4)

C35(C36(C31
125.1(4)

C1(B1(C13
116.7(4)

C1(B1(C7
104.3(4)

C13(B1(C7
112.8(4)

C1(B1(P1
115.8(3)

C13(B1(P1
99.5(3)

C7(B1(P1
107.7(3)

C31(B2(C19
113.6(4)

C31(B2(C25
105.1(4)

C19(B2(C25
112.8(4)

C31(B2(P1
111.7(3)

C19(B2(P1
102.8(3)

C25(B2(P1
110.9(3)

B1(P1(B2
129.8(2)

B1(P1(H1A
104.8

B2(P1(H1A
104.8

B1(P1(H1B
104.8

B2(P1(H1B
104.8

H1A(P1(H1B
105.8

O41(C41(C42
108.4(4)

O41(C41(H41A
110.0

C42(C41(H41A
110.0

O41(C41(H41B
110.0

C42(C41(H41B
110.0

H41A(C41(H41B
108.4

O42(C42(C41
109.5(5)

O42(C42(H42A
109.8

C41(C42(H42A
109.8

O42(C42(H42B
109.8

C41(C42(H42B
109.8

H42A(C42(H42B
108.2

O42(C43(C44
104.7(4)

O42(C43(H43A
110.8

C44(C43(H43A
110.8

O42(C43(H43B
110.8

C44(C43(H43B
110.8

H43A(C43(H43B
108.9

O43(C44(C43
110.1(4)

O43(C44(H44A
109.6

C43(C44(H44A
109.6

O43(C44(H44B
109.6

C43(C44(H44B
109.6

H44A(C44(H44B
108.2

O43(C45(C46
105.6(5)

O43(C45(H45A
110.6

C46(C45(H45A
110.6

O43(C45(H45B
110.6

C46(C45(H45B
110.6

H45A(C45(H45B
108.7

O44(C46(C45
111.5(5)

O44(C46(H46A
109.3

C45(C46(H46A
109.3

O44(C46(H46B
109.3

C45(C46(H46B
109.3

H46A(C46(H46B
108.0

O44(C47(C48
105.5(4)

O44(C47(H47A
110.6

C48(C47(H47A
110.6

O44(C47(H47B
110.6

C48(C47(H47B
110.6

H47A(C47(H47B
108.8

O41(C48(C47
110.5(4)

O41(C48(H48A
109.6

C47(C48(H48A
109.6

O41(C48(H48B
109.6

C47(C48(H48B
109.6

H48A(C48(H48B
108.1

O42(Li41(O41i
111.1(4)

O42(Li41(O44
127.9(4)

O41i(Li41(O44
115.3(4)

O42(Li41(O43
82.9(4)

O41i(Li41(O43
130.9(5)

O44(Li41(O43
84.3(4)

O42(Li41(O41
79.0(3)

O41i(Li41(O41
91.9(4)

O44(Li41(O41
77.1(3)

O43(Li41(O41
137.2(4)

O42(Li41(Li41i
95.2(4)

O41i(Li41(Li41i
50.6(3)

O44(Li41(Li41i
96.3(4)

O43(Li41(Li41i
177.9(5)

O41(Li41(Li41i
41.3(2)

C41(O41(C48
112.9(4)

C41(O41(Li41i
125.8(4)

C48(O41(Li41i
113.9(4)

C41(O41(Li41
104.0(4)

C48(O41(Li41
105.7(3)

Li41i(O41(Li41
88.1(4)

C42(O42(C43
116.4(4)

C42(O42(Li41
115.5(4)

C43(O42(Li41
111.6(4)

C45(O43(C44
114.4(4)

C45(O43(Li41
109.8(4)

C44(O43(Li41
108.7(4)

C47(O44(C46
114.4(4)

C47(O44(Li41
112.9(4)

C46(O44(Li41
106.1(4)

	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,(y+2,(z+1 

	


Table 4. Anisotropic displacement parameters [Å2( 103]. The anisotropic displacement

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

Atom
U11
U22
U33
U23
U13
U12
C1
25(2) 
27(3)
20(2) 
(6(2)
4(2) 
(9(2)

C2
23(2) 
26(2)
19(2) 
(5(2)
1(2) 
(5(2)

C3
25(3) 
30(3)
33(3) 
(9(2)
3(2) 
(4(2)

C4
35(3) 
42(3)
26(3) 
(7(2)
(6(2) 
(7(2)

C5
35(3) 
40(3)
23(3) 
(12(2)
2(2) 
(13(2)

C6
27(3) 
28(3)
25(2) 
(11(2)
6(2) 
(8(2)

C7
25(2) 
24(3)
23(2) 
(6(2)
(2(2) 
0(2)

C8
25(2) 
27(3)
26(3) 
(11(2)
(2(2) 
2(2)

C9
25(3) 
38(3)
24(3) 
(12(2)
3(2) 
3(2)

C10
28(3) 
29(3)
27(3) 
(3(2)
3(2) 
(6(2)

C11
32(3) 
24(3)
33(3) 
(7(2)
(2(2) 
(4(2)

C12
31(3) 
30(3)
23(2) 
(10(2)
1(2) 
(1(2)

C13
23(2) 
24(2)
20(2) 
(8(2)
4(2) 
(2(2)

C14
25(2) 
29(3)
20(2) 
(9(2)
2(2) 
1(2)

C15
29(3) 
25(3)
31(3) 
(11(2)
5(2) 
(7(2)

C16
36(3) 
35(3)
36(3) 
(23(2)
2(2) 
(10(2)

C17
26(3) 
40(3)
25(3) 
(9(2)
(2(2) 
(3(2)

C18
26(3) 
23(3)
26(3) 
(6(2)
0(2) 
3(2)

C19
22(2) 
23(2)
23(2) 
(4(2)
5(2) 
(8(2)

C20
31(3) 
25(3)
26(3) 
(10(2)
5(2) 
(6(2)

C21
27(3) 
24(3)
31(3) 
(6(2)
(2(2) 
(1(2)

C22
41(3) 
37(3)
21(2) 
(7(2)
(6(2) 
(6(2)

C23
45(3) 
30(3)
28(3) 
(13(2)
(2(2) 
(5(2)

C24
28(3) 
23(3)
27(3) 
(5(2)
5(2) 
(4(2)

C25
30(3) 
26(3)
23(2) 
(10(2)
(3(2) 
0(2)

C26
31(3) 
31(3)
22(2) 
(12(2)
(1(2) 
0(2)

C27
39(3) 
29(3)
24(2) 
(8(2)
(5(2) 
3(2)

C28
34(3) 
33(3)
41(3) 
(18(2)
(7(2) 
13(2)

C29
30(3) 
36(3)
41(3) 
(17(3)
5(2) 
1(2)

C30
39(3) 
26(3)
25(3) 
(7(2)
3(2) 
3(2)

C31
24(2) 
23(2)
22(2) 
(7(2)
3(2) 
2(2)

C32
32(3) 
31(3)
20(2) 
(8(2)
(1(2) 
(1(2)

C33
36(3) 
22(3)
29(3) 
(3(2)
(8(2) 
2(2)

C34
30(3) 
27(3)
38(3) 
(15(2)
(6(2) 
1(2)

C35
26(3) 
32(3)
26(3) 
(11(2)
(5(2) 
5(2)

C36
30(3) 
23(3)
26(3) 
(7(2)
(1(2) 
1(2)

B1
28(3) 
26(3)
22(3) 
(9(2)
6(2) 
2(2)

B2
30(3) 
26(3)
18(3) 
(4(2)
5(2) 
(3(2)

F2
32(2) 
32(2)
28(1) 
(14(1)
(1(1) 
2(1)

F3
32(2) 
48(2)
41(2) 
(16(1)
(6(1) 
7(1)

F4
44(2) 
66(2)
35(2) 
(15(2)
(17(1) 
4(2)

F5
44(2) 
66(2)
32(2) 
(27(2)
(3(1) 
(8(2)

F6
35(2) 
39(2)
30(2) 
(19(1)
4(1) 
(4(1)

F8
39(2) 
33(2)
30(2) 
(15(1)
3(1) 
(1(1)

F9
43(2) 
51(2)
28(2) 
(18(1)
9(1) 
(8(1)

F10
40(2) 
45(2)
33(2) 
(6(1)
10(1) 
(16(1)

F11
47(2) 
34(2)
45(2) 
(17(1)
6(1) 
(16(1)

F12
42(2) 
38(2)
35(2) 
(22(1)
9(1) 
(14(1)

F14
35(2) 
24(1)
25(1) 
(6(1)
(4(1) 
0(1)

F15
53(2) 
23(2)
41(2) 
(10(1)
(3(1) 
(7(1)

F16
55(2) 
45(2)
50(2) 
(26(2)
(10(2) 
(13(2)

F17
42(2) 
51(2)
27(2) 
(14(1)
(8(1) 
(5(1)

F18
37(2) 
27(2)
25(1) 
(7(1)
(4(1) 
1(1)

F20
38(2) 
31(2)
30(2) 
(13(1)
(1(1) 
4(1)

F21
40(2) 
37(2)
38(2) 
(10(1)
(10(1) 
10(1)

F22
67(2) 
52(2)
39(2) 
(20(2)
(23(2) 
6(2)

F23
72(2) 
50(2)
39(2) 
(31(2)
(13(2) 
8(2)

F24
49(2) 
28(2)
37(2) 
(15(1)
(7(1) 
7(1)

F26
38(2) 
29(2)
26(1) 
(5(1)
3(1) 
3(1)

F27
51(2) 
29(2)
33(2) 
(5(1)
(9(1) 
11(1)

F28
39(2) 
51(2)
56(2) 
(21(2)
(5(2) 
18(2)

F29
37(2) 
50(2)
57(2) 
(19(2)
14(2) 
2(1)

F30
40(2) 
31(2)
34(2) 
(5(1)
13(1) 
(2(1)

F32
43(2) 
31(2)
26(1) 
(4(1)
(2(1) 
(9(1)

F33
49(2) 
27(2)
34(2) 
(1(1)
(6(1) 
(12(1)

F34
46(2) 
31(2)
50(2) 
(18(1)
(16(1) 
(2(1)

F35
44(2) 
38(2)
33(2) 
(14(1)
(10(1) 
(1(1)

F36
38(2) 
26(1)
22(1) 
(4(1)
(2(1) 
(2(1)

P1
29(1) 
21(1)
22(1) 
(7(1)
3(1) 
(2(1)

C41
60(4) 
46(3)
40(3) 
(26(3)
(19(3) 
8(3)

C42
57(4) 
51(4)
41(3) 
(19(3)
(9(3) 
(5(3)

C43
60(4) 
36(3)
23(3) 
(11(2)
7(2) 
(4(3)

C44
45(3) 
34(3)
40(3) 
(8(3)
6(3) 
(6(3)

C45
34(3) 
53(4)
74(4) 
(29(3)
0(3) 
(1(3)

C46
38(3) 
62(4)
68(4) 
(35(4)
(14(3) 
1(3)

C47
35(3) 
39(3)
39(3) 
(15(3)
2(2) 
7(2)

C48
41(3) 
31(3)
31(3) 
(10(2)
(2(2) 
5(2)

Li41
37(5) 
45(5)
31(5) 
(20(4)
4(4) 
3(4)

O41
35(2) 
37(2)
30(2) 
(14(2)
(2(2) 
2(2)

O42
51(2) 
44(2)
31(2) 
(8(2)
(2(2) 
(16(2)

O43
41(2) 
44(2)
50(2) 
(22(2)
1(2) 
1(2)

O44
34(2) 
49(2)
49(2) 
(23(2)
(8(2) 
4(2)

	


Table 5. Hydrogen coordinates [( 104] and isotropic displacement parameters [Å2 ( 103].

Atom 
x
y
z
Ueq
S.o.f.
H1A
9155
5115
2321
30
1

H1B
9952
5268
3441
30
1

H41A
4323
9114
3396
54
1

H41B
5537
9574
2970
54
1

H42A
4367
10958
2194
61
1

H42B
3779
10707
3325
61
1

H43A
5693
12401
1514
50
1

H43B
6457
11406
1988
50
1

H44A
7395
12826
1945
53
1

H44B
6367
13098
2516
53
1

H45A
8732
11738
3258
65
1

H45B
8060
11038
2894
65
1

H46A
8698
9899
4501
65
1

H46B
8210
10603
5020
65
1

H47A
7597
8446
4733
48
1

H47B
7160
9331
3669
48
1

H48A
5826
7978
4540
43
1

H48B
5851
8078
5596
43
1
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