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Table 1. Crystal data and structure refinement.

	


Identification code 
2009src1135 / LeeSnitromethane   

Empirical formula 
C37H27CrNNaO14S24
Formula weight 
1554.03

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21 

Unit cell dimensions
a = 10.4550(4) Å
( = 90°


b = 14.6532(8) Å
( = 94.095(2)°


c = 18.1135(10) Å
(  = 90°

Volume
2767.9(2) Å3
Z
2

Density (calculated)
1.865 Mg / m3
Absorption coefficient
1.184 mm(1
F(000)
1574

Crystal
Sheet; Dark Orange

Crystal size
0.08 ( 0.05 ( 0.01 mm3
( range for data collection
3.00 ( 27.48°

Index ranges
(13 ( h ( 13, (18 ( k ( 19, (23 ( l ( 23

Reflections collected
25203

Independent reflections
12000 [Rint = 0.0424]

Completeness to ( = 27.48°
99.5 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9883 and 0.9113

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
12000 / 279 / 719

Goodness-of-fit on F2
1.088

Final R indices [F2 > 2((F2)]
R1 = 0.0641, wR2 = 0.1221

R indices (all data)
R1 = 0.0896, wR2 = 0.1360

Absolute structure parameter
0.50(4)

Largest diff. peak and hole
1.503 and (0.516 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: SORTAV (R. H. Blessing, Acta Cryst. A51 (1995) 33(37; R. H. Blessing, J. Appl. Cryst. 30 (1997) 421(426). 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 using a standard riding model.

There is partial disorder on some of the BEDT-TTF molecules. A few geometrical restraints (SADI) were used alsong with a loose global thermal restraint (SIMU).

There is pseudo-symmetry. Although the BEDT-TTF molecules do obey this, the metal oxalate sheets do not due to the subtle differences in M-O distances.

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.
Cr1
7983(1)
261(1)
75(1)
23(1)
1

Na1
7038(3)
3980(2)
(83(2)
11(1)
1

C1
6013(8)
2199(7)
1812(5)
29(2)
1

C2
4859(9)
1666(7)
2005(5)
27(2)
1

C3
6016(9)
1664(7)
3410(5)
25(2)
1

C4
6583(8)
2449(7)
3272(5)
28(2)
1

C5
7237(8)
2101(8)
4659(6)
30(2)
1

C6
7805(8)
2098(8)
5344(6)
28(2)
1

C7
9031(7)
2556(6)
6570(5)
22(2)
1

C8
8477(8)
1742(7)
6716(6)
26(2)
1

C9
9127(9)
2034(7)
8227(6)
35(2)
1

C10
10242(8)
2556(7)
7978(5)
26(2)
1

S1
6554(2)
3064(2)
2448(2)
35(1)
1

S2
5151(2)
943(2)
2815(2)
34(1)
1

S3
6202(2)
1239(2)
4332(1)
35(1)
1

S4
7451(2)
2998(2)
4034(2)
34(1)
1

S5
8817(2)
2997(2)
5682(1)
33(1)
1

S6
7566(2)
1222(2)
5991(1)
33(1)
1

S7
8539(2)
1152(2)
7558(2)
36(1)
1

S8
9923(2)
3279(2)
7184(2)
36(1)
1

C11
116(11)
1037(10)
2063(7)
23(3)
0.604(14)

C12
(910(13)
343(11)
2207(6)
25(2)
0.604(14)

C13
139(8)
618(8)
3667(5)
33(2)
1

C14
1308(8)
753(7)
3406(5)
25(2)
1

C15
1651(7)
725(8)
4846(4)
29(2)
1

C16
2179(8)
692(8)
5562(4)
27(2)
1

C17
3745(8)
679(7)
6720(5)
29(2)
1

C18
2550(7)
548(7)
6992(5)
25(2)
1

C19
3579(8)
795(9)
8383(5)
46(3)
1

C20
4771(8)
424(10)
8148(5)
42(3)
1

S11
1717(2)
854(3)
2501(1)
42(1)
1

S12
(1343(2)
480(2)
3155(1)
31(1)
1

S13
35(2)
579(2)
4616(1)
32(1)
1

S14
2586(2)
860(2)
4090(1)
31(1)
1

S15
3823(2)
818(2)
5780(1)
30(1)
1

S16
1267(2)
557(2)
6304(1)
29(1)
1

S17
2132(2)
396(2)
7886(1)
22(1)
1

S18
5213(2)
729(2)
7240(1)
25(1)
1

C111
309(13)
583(17)
1975(10)
23(3)
0.396(14)

C112
(897(18)
925(16)
2264(9)
25(2)
0.396(14)

C21
1442(8)
3353(5)
1655(5)
22(2)
1

C22
201(7)
3781(6)
1869(4)
20(2)
1

C23
1329(8)
3554(6)
3285(4)
17(2)
1

C24
2487(8)
3686(7)
3049(5)
23(2)
1

C25
2888(8)
3543(7)
4457(5)
30(2)
1

C26
3400(8)
3555(7)
5179(5)
27(2)
1

C27
4948(7)
3634(6)
6364(4)
18(2)
1

C28
3766(9)
3490(8)
6590(5)
29(2)
1

C29
4898(10)
3139(10)
7996(8)
28(3)
0.684(15)

C30
5964(11)
3786(11)
7815(6)
29(3)
0.684(15)

S21
2873(2)
3828(2)
2120(1)
24(1)
1

S22
(178(2)
3488(2)
2805(1)
26(1)
1

S23
1268(2)
3423(2)
4246(1)
29(1)
1

S24
3794(2)
3706(2)
3701(1)
29(1)
1

S25
5044(2)
3707(2)
5405(1)
30(1)
1

S26
2505(2)
3384(2)
5919(1)
30(1)
1

S27
3347(2)
3360(2)
7513(1)
36(1)
1

S28
6412(2)
3766(2)
6873(1)
29(1)
1

C129
4821(17)
3620(20)
8001(15)
28(3)
0.316(15)

C130
5990(20)
3209(19)
7712(11)
29(3)
0.316(15)

C31
8066(8)
2111(7)
325(5)
25(2)
1

C32
7065(8)
1959(6)
(358(4)
18(2)
1

O31
8659(5)
1401(4)
564(3)
26(1)
1

O32
6983(5)
1133(4)
(576(3)
24(1)
1

O33
6507(6)
2629(5)
(640(4)
37(2)
1

O34
8214(6)
2883(4)
590(4)
29(1)
1

C41
10312(8)
(531(6)
500(5)
23(2)
1

C42
10480(7)
(44(6)
(258(5)
17(2)
1

O41
9183(6)
(504(4)
713(3)
27(1)
1

O42
9430(5)
239(4)
(583(3)
26(1)
1

O43
11557(5)
38(4)
(489(3)
28(1)
1

O44
11279(6)
(864(6)
847(3)
44(2)
1

C51
5584(8)
(136(6)
481(5)
25(2)
1

C52
5824(8)
(732(6)
(225(4)
20(2)
1

O51
6556(5)
240(5)
760(3)
29(1)
1

O52
6954(6)
(749(4)
(413(3)
27(1)
1

O53
4879(6)
(1145(5)
(531(3)
35(2)
1

O54
4466(6)
(90(5)
693(4)
35(2)
1

C61
3237(12)
1952(8)
232(6)
58(4)
1

N61
2366(9)
2361(7)
(285(5)
54(3)
1

O61
1235(7)
2333(6)
(158(5)
60(2)
1

O62
2748(6)
2710(5)
(854(3)
55(2)
1

	


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

	


Cr1(O32
1.984(6)

Cr1(O41
1.989(6)

Cr1(O42
1.992(6)

Cr1(O31
1.997(6)

Cr1(O52
1.999(6)

Cr1(O51
2.007(6)

Na1(O33
2.273(8)

Na1(O54i
2.303(7)

Na1(O34
2.317(7)

Na1(O44ii
2.327(7)

Na1(O43ii
2.329(7)

Na1(O53i
2.366(7)

C1(C2
1.500(13)

C1(S1
1.778(11)

C1(H1A
0.9900

C1(H1B
0.9900

C2(S2
1.817(9)

C2(H2A
0.9900

C2(H2B
0.9900

C3(C4
1.327(14)

C3(S2
1.719(10)

C3(S3
1.780(10)

C4(S1
1.741(10)

C4(S4
1.788(10)

C5(C6
1.336(8)

C5(S3
1.740(10)

C5(S4
1.759(11)

C6(S6
1.768(11)

C6(S5
1.771(10)

C7(C8
1.361(13)

C7(S5
1.733(10)

C7(S8
1.755(9)

C8(S6
1.743(10)

C8(S7
1.750(11)

C9(C10
1.491(14)

C9(S7
1.848(11)

C9(H9A
0.9900

C9(H9B
0.9900

C10(S8
1.798(10)

C10(H10A
0.9900

C10(H10B
0.9900

C11(C12
1.514(16)

C11(S11
1.821(11)

C11(H11A
0.9900

C11(H11B
0.9900

C12(S12
1.818(11)

C12(H12A
0.9900

C12(H12B
0.9900

C13(C14
1.355(12)

C13(S13
1.732(10)

C13(S12
1.760(9)

C14(S11
1.730(9)

C14(S14
1.763(9)

C15(C16
1.372(11)

C15(S13
1.724(8)

C15(S14
1.750(8)

C16(S16
1.715(8)

C16(S15
1.746(8)

C17(C18
1.389(11)

C17(S15
1.722(10)

C17(S18
1.745(9)

C18(S17
1.722(9)

C18(S16
1.764(8)

C19(C20
1.451(13)

C19(S17
1.801(9)

C19(H19A
0.9900

C19(H19B
0.9900

C20(S18
1.797(10)

C20(H20A
0.9900

C20(H20B
0.9900

S11(C111
1.742(13)

S12(C112
1.832(13)

C111(C112
1.487(17)

C111(H11C
0.9900

C111(H11D
0.9900

C112(H11E
0.9900

C112(H11F
0.9900

C21(C22
1.516(11)

C21(S21
1.804(8)

C21(H21A
0.9900

C21(H21B
0.9900

C22(S22
1.820(8)

C22(H22A
0.9900

C22(H22B
0.9900

C23(C24
1.327(12)

C23(S22
1.747(8)

C23(S23
1.756(8)

C24(S24
1.741(8)

C24(S21
1.770(9)

C25(C26
1.378(13)

C25(S23
1.718(8)

C25(S24
1.737(10)

C26(S26
1.707(10)

C26(S25
1.753(9)

C27(C28
1.347(12)

C27(S28
1.741(8)

C27(S25
1.750(8)

C28(S26
1.735(8)

C28(S27
1.768(9)

C29(C30
1.517(15)

C29(S27
1.816(9)

C29(H29A
0.9900

C29(H29B
0.9900

C30(S28
1.801(10)

C30(H30A
0.9900

C30(H30B
0.9900

S27(C129
1.761(14)

S28(C130
1.807(15)

C129(C130
1.49(2)

C129(H12C
0.9900

C129(H12D
0.9900

C130(H13A
0.9900

C130(H13B
0.9900

C31(O34
1.234(11)

C31(O31
1.271(11)

C31(C32
1.578(8)

C32(O33
1.234(10)

C32(O32
1.274(10)

C41(O44
1.251(10)

C41(O41
1.268(10)

C41(C42
1.570(12)

C42(O43
1.235(9)

C42(O42
1.277(9)

O43(Na1iii
2.329(7)

O44(Na1iii
2.327(7)

C51(O51
1.233(10)

C51(O54
1.258(9)

C51(C52
1.582(12)

C52(O52
1.253(10)

C52(O53
1.254(10)

O53(Na1iv
2.366(7)

O54(Na1iv
2.303(7)

C61(N61
1.394(12)

C61(H61A
0.9800

C61(H61B
0.9800

C61(H61C
0.9800

N61(O61
1.221(11)

N61(O62
1.243(10)

O32(Cr1(O41
172.4(3)

O32(Cr1(O42
92.6(3)

O41(Cr1(O42
82.2(2)

O32(Cr1(O31
83.1(2)

O41(Cr1(O31
91.4(3)

O42(Cr1(O31
91.1(3)

O32(Cr1(O52
88.3(2)

O41(Cr1(O52
97.9(3)

O42(Cr1(O52
97.5(3)

O31(Cr1(O52
168.1(3)

O32(Cr1(O51
89.6(3)

O41(Cr1(O51
95.6(3)

O42(Cr1(O51
177.7(3)

O31(Cr1(O51
89.7(3)

O52(Cr1(O51
82.0(3)

O33(Na1(O54i
99.6(3)

O33(Na1(O34
74.5(2)

O54i(Na1(O34
169.0(3)

O33(Na1(O44ii
89.5(3)

O54i(Na1(O44ii
100.1(3)

O34(Na1(O44ii
89.2(3)

O33(Na1(O43ii
154.7(2)

O54i(Na1(O43ii
101.9(3)

O34(Na1(O43ii
86.2(2)

O44ii(Na1(O43ii
73.7(2)

O33(Na1(O53i
87.4(3)

O54i(Na1(O53i
72.5(2)

O34(Na1(O53i
97.7(3)

O44ii(Na1(O53i
171.3(3)

O43ii(Na1(O53i
111.8(2)

C2(C1(S1
116.4(7)

C2(C1(H1A
108.2

S1(C1(H1A
108.2

C2(C1(H1B
108.2

S1(C1(H1B
108.2

H1A(C1(H1B
107.4

C1(C2(S2
113.6(6)

C1(C2(H2A
108.8

S2(C2(H2A
108.8

C1(C2(H2B
108.8

S2(C2(H2B
108.8

H2A(C2(H2B
107.7

C4(C3(S2
129.6(8)

C4(C3(S3
117.4(7)

S2(C3(S3
113.0(6)

C3(C4(S1
129.0(8)

C3(C4(S4
117.0(7)

S1(C4(S4
114.0(6)

C6(C5(S3
122.5(6)

C6(C5(S4
122.1(5)

S3(C5(S4
115.3(6)

C5(C6(S6
122.9(5)

C5(C6(S5
122.2(6)

S6(C6(S5
114.9(6)

C8(C7(S5
118.6(7)

C8(C7(S8
128.3(8)

S5(C7(S8
113.0(5)

C7(C8(S6
117.0(8)

C7(C8(S7
127.8(8)

S6(C8(S7
115.2(6)

C10(C9(S7
113.0(8)

C10(C9(H9A
109.0

S7(C9(H9A
109.0

C10(C9(H9B
109.0

S7(C9(H9B
109.0

H9A(C9(H9B
107.8

C9(C10(S8
116.1(7)

C9(C10(H10A
108.3

S8(C10(H10A
108.3

C9(C10(H10B
108.3

S8(C10(H10B
108.3

H10A(C10(H10B
107.4

C4(S1(C1
99.9(5)

C3(S2(C2
101.4(5)

C5(S3(C3
95.1(5)

C5(S4(C4
94.6(5)

C7(S5(C6
94.5(5)

C8(S6(C6
95.0(5)

C8(S7(C9
102.5(5)

C7(S8(C10
102.2(5)

C12(C11(S11
117.8(10)

C12(C11(H11A
107.9

S11(C11(H11A
107.9

C12(C11(H11B
107.9

S11(C11(H11B
107.9

H11A(C11(H11B
107.2

C11(C12(S12
108.4(9)

C11(C12(H12A
110.0

S12(C12(H12A
110.0

C11(C12(H12B
110.0

S12(C12(H12B
110.0

H12A(C12(H12B
108.4

C14(C13(S13
118.2(7)

C14(C13(S12
128.0(8)

S13(C13(S12
113.8(5)

C13(C14(S11
129.3(7)

C13(C14(S14
115.2(7)

S11(C14(S14
115.6(5)

C16(C15(S13
123.0(6)

C16(C15(S14
122.3(6)

S13(C15(S14
114.7(5)

C15(C16(S16
122.5(6)

C15(C16(S15
122.2(6)

S16(C16(S15
115.3(5)

C18(C17(S15
118.4(7)

C18(C17(S18
126.3(7)

S15(C17(S18
115.3(5)

C17(C18(S17
130.3(7)

C17(C18(S16
113.9(7)

S17(C18(S16
115.7(4)

C20(C19(S17
116.1(8)

C20(C19(H19A
108.3

S17(C19(H19A
108.3

C20(C19(H19B
108.3

S17(C19(H19B
108.3

H19A(C19(H19B
107.4

C19(C20(S18
117.2(8)

C19(C20(H20A
108.0

S18(C20(H20A
108.0

C19(C20(H20B
108.0

S18(C20(H20B
108.0

H20A(C20(H20B
107.2

C14(S11(C111
104.0(7)

C14(S11(C11
98.3(5)

C111(S11(C11
23.1(7)

C13(S12(C12
103.9(5)

C13(S12(C112
98.8(8)

C12(S12(C112
27.2(8)

C15(S13(C13
96.1(4)

C15(S14(C14
95.8(4)

C17(S15(C16
95.5(4)

C16(S16(C18
96.8(4)

C18(S17(C19
99.6(4)

C17(S18(C20
102.1(4)

C112(C111(S11
115.8(14)

C112(C111(H11C
108.3

S11(C111(H11C
108.3

C112(C111(H11D
108.3

S11(C111(H11D
108.3

H11C(C111(H11D
107.4

C111(C112(S12
117.8(13)

C111(C112(H11E
107.9

S12(C112(H11E
107.9

C111(C112(H11F
107.9

S12(C112(H11F
107.9

H11E(C112(H11F
107.2

C22(C21(S21
114.7(6)

C22(C21(H21A
108.6

S21(C21(H21A
108.6

C22(C21(H21B
108.6

S21(C21(H21B
108.6

H21A(C21(H21B
107.6

C21(C22(S22
112.8(6)

C21(C22(H22A
109.0

S22(C22(H22A
109.0

C21(C22(H22B
109.0

S22(C22(H22B
109.0

H22A(C22(H22B
107.8

C24(C23(S22
131.2(7)

C24(C23(S23
115.7(6)

S22(C23(S23
113.1(5)

C23(C24(S24
118.2(7)

C23(C24(S21
126.8(6)

S24(C24(S21
114.9(5)

C26(C25(S23
121.6(7)

C26(C25(S24
123.4(7)

S23(C25(S24
115.0(5)

C25(C26(S26
123.1(7)

C25(C26(S25
122.1(7)

S26(C26(S25
114.8(5)

C28(C27(S28
130.4(6)

C28(C27(S25
115.5(6)

S28(C27(S25
114.1(4)

C27(C28(S26
118.0(7)

C27(C28(S27
126.8(6)

S26(C28(S27
115.2(5)

C30(C29(S27
115.4(8)

C30(C29(H29A
108.4

S27(C29(H29A
108.4

C30(C29(H29B
108.4

S27(C29(H29B
108.4

H29A(C29(H29B
107.5

C29(C30(S28
116.0(10)

C29(C30(H30A
108.3

S28(C30(H30A
108.3

C29(C30(H30B
108.3

S28(C30(H30B
108.3

H30A(C30(H30B
107.4

C24(S21(C21
99.2(4)

C23(S22(C22
101.7(4)

C25(S23(C23
96.0(4)

C25(S24(C24
95.0(4)

C27(S25(C26
95.7(4)

C26(S26(C28
96.0(4)

C129(S27(C28
100.6(10)

C129(S27(C29
22.7(9)

C28(S27(C29
101.6(6)

C27(S28(C30
103.0(5)

C27(S28(C130
97.8(9)

C30(S28(C130
27.8(10)

C130(C129(S27
116.7(18)

C130(C129(H12C
108.1

S27(C129(H12C
108.1

C130(C129(H12D
108.1

S27(C129(H12D
108.1

H12C(C129(H12D
107.3

C129(C130(S28
111.7(18)

C129(C130(H13A
109.3

S28(C130(H13A
109.3

C129(C130(H13B
109.3

S28(C130(H13B
109.3

H13A(C130(H13B
107.9

O34(C31(O31
124.9(8)

O34(C31(C32
119.5(8)

O31(C31(C32
115.6(6)

O33(C32(O32
127.5(8)

O33(C32(C31
118.6(7)

O32(C32(C31
113.8(6)

C31(O31(Cr1
112.6(5)

C32(O32(Cr1
114.0(5)

C32(O33(Na1
114.6(6)

C31(O34(Na1
112.6(6)

O44(C41(O41
126.6(9)

O44(C41(C42
118.7(8)

O41(C41(C42
114.6(7)

O43(C42(O42
125.9(8)

O43(C42(C41
120.2(7)

O42(C42(C41
113.9(7)

C41(O41(Cr1
113.8(6)

C42(O42(Cr1
113.2(5)

C42(O43(Na1iii
110.2(5)

C41(O44(Na1iii
111.0(6)

O51(C51(O54
127.5(8)

O51(C51(C52
113.8(7)

O54(C51(C52
118.7(8)

O52(C52(O53
126.8(8)

O52(C52(C51
116.0(7)

O53(C52(C51
117.2(7)

C51(O51(Cr1
112.4(5)

C52(O52(Cr1
110.7(5)

C52(O53(Na1iv
115.0(6)

C51(O54(Na1iv
116.0(6)

N61(C61(H61A
109.5

N61(C61(H61B
109.5

H61A(C61(H61B
109.5

N61(C61(H61C
109.5

H61A(C61(H61C
109.5

H61B(C61(H61C
109.5

O61(N61(O62
122.9(10)

O61(N61(C61
117.0(11)

O62(N61(C61
120.1(10)

	


Symmetry transformations used to generate equivalent atoms: 

(i) (x+1,y+1/2,(z    (ii) (x+2,y+1/2,(z    (iii) (x+2,y(1/2,(z 

(iv)  (x+1,y(1/2,(z 

	


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
Cr1
21(1) 
26(1)
22(1) 
0(1)
1(1) 
1(1)

Na1
14(1) 
14(2)
4(1) 
(1(1)
0(1) 
0(1)

C1
26(4) 
38(6)
25(5) 
4(4)
11(4) 
(3(4)

C2
38(5) 
23(5)
16(5) 
5(4)
(9(4) 
0(4)

C3
31(5) 
30(5)
15(5) 
4(4)
1(4) 
2(4)

C4
23(4) 
35(5)
24(5) 
8(4)
(2(4) 
(5(4)

C5
17(4) 
43(6)
32(6) 
(2(5)
7(4) 
(10(4)

C6
26(5) 
35(5)
24(5) 
(7(4)
5(4) 
(1(4)

C7
7(4) 
23(5)
35(5) 
(1(4)
2(3) 
1(3)

C8
8(4) 
24(5)
45(6) 
(9(4)
6(4) 
5(3)

C9
38(5) 
32(5)
34(6) 
(1(5)
(3(4) 
12(4)

C10
25(4) 
30(5)
24(5) 
(3(4)
2(4) 
3(4)

S1
37(1) 
30(1)
37(2) 
11(1)
(13(1) 
(9(1)

S2
43(1) 
26(1)
31(1) 
6(1)
(8(1) 
(11(1)

S3
45(2) 
45(2)
18(1) 
(1(1)
6(1) 
(22(1)

S4
37(1) 
36(2)
28(1) 
(2(1)
7(1) 
(15(1)

S5
36(1) 
40(2)
24(1) 
(1(1)
7(1) 
(14(1)

S6
38(1) 
39(2)
24(1) 
(3(1)
7(1) 
(16(1)

S7
32(1) 
32(1)
41(2) 
17(1)
(12(1) 
(10(1)

S8
39(1) 
36(2)
31(1) 
9(1)
(12(1) 
(12(1)

C11
34(5) 
28(7)
6(5) 
(9(5)
1(4) 
(1(6)

C12
33(5) 
22(5)
20(5) 
6(6)
(3(4) 
6(6)

C13
26(4) 
45(6)
27(5) 
(7(5)
(6(4) 
11(4)

C14
22(4) 
29(5)
24(5) 
(6(4)
6(3) 
7(4)

C15
22(4) 
55(6)
10(4) 
(2(4)
8(3) 
0(4)

C16
26(4) 
46(6)
9(4) 
4(4)
3(3) 
1(4)

C17
22(4) 
34(5)
30(5) 
9(4)
6(3) 
(2(4)

C18
16(4) 
36(6)
22(4) 
0(4)
4(3) 
6(4)

C19
33(5) 
89(8)
17(4) 
(5(5)
11(4) 
(24(5)

C20
25(4) 
79(9)
22(5) 
9(5)
(6(4) 
(6(5)

S11
31(1) 
80(2)
15(1) 
9(1)
2(1) 
14(1)

S12
22(1) 
53(2)
19(1) 
(2(1)
(2(1) 
10(1)

S13
25(1) 
55(2)
16(1) 
1(1)
2(1) 
10(1)

S14
21(1) 
55(2)
17(1) 
6(1)
2(1) 
1(1)

S15
20(1) 
56(2)
13(1) 
3(1)
4(1) 
(1(1)

S16
20(1) 
51(2)
15(1) 
3(1)
0(1) 
5(1)

S17
19(1) 
34(1)
13(1) 
2(1)
2(1) 
5(1)

S18
20(1) 
41(2)
15(1) 
1(1)
2(1) 
1(1)

C111
34(5) 
28(7)
6(5) 
(9(5)
1(4) 
(1(6)

C112
33(5) 
22(5)
20(5) 
6(6)
(3(4) 
6(6)

C21
36(4) 
8(3)
22(4) 
(2(3)
(1(3) 
5(3)

C22
25(4) 
24(4)
12(4) 
(8(4)
3(3) 
(9(4)

C23
23(4) 
22(4)
5(3) 
(7(3)
(4(3) 
4(3)

C24
29(4) 
27(5)
13(4) 
0(4)
(1(3) 
9(4)

C25
22(4) 
40(6)
28(5) 
(4(5)
0(4) 
14(4)

C26
27(4) 
26(5)
26(5) 
2(4)
(7(4) 
3(4)

C27
25(4) 
24(5)
7(4) 
5(3)
3(3) 
9(4)

C28
33(5) 
42(6)
9(4) 
5(4)
(9(4) 
3(4)

C29
31(5) 
22(7)
27(5) 
18(6)
(19(4) 
(15(6)

C30
27(5) 
36(7)
21(5) 
(7(5)
(8(4) 
(8(6)

S21
21(1) 
35(1)
17(1) 
(1(1)
2(1) 
3(1)

S22
19(1) 
40(2)
18(1) 
(1(1)
2(1) 
(2(1)

S23
28(1) 
45(2)
15(1) 
3(1)
2(1) 
2(1)

S24
20(1) 
48(2)
18(1) 
(2(1)
1(1) 
5(1)

S25
21(1) 
50(2)
18(1) 
1(1)
1(1) 
3(1)

S26
27(1) 
48(2)
15(1) 
1(1)
(3(1) 
0(1)

S27
24(1) 
67(2)
16(1) 
8(1)
(1(1) 
0(1)

S28
24(1) 
36(1)
25(1) 
(2(1)
(2(1) 
7(1)

C129
31(5) 
22(7)
27(5) 
18(6)
(19(4) 
(15(6)

C130
27(5) 
36(7)
21(5) 
(7(5)
(8(4) 
(8(6)

C31
20(4) 
28(4)
27(4) 
(15(4)
2(3) 
(8(3)

C32
24(4) 
21(4)
7(3) 
10(3)
4(3) 
5(3)

O31
22(3) 
34(3)
21(3) 
3(2)
(6(2) 
(9(2)

O32
22(3) 
27(3)
22(3) 
(1(2)
(7(2) 
(1(2)

O33
36(3) 
43(4)
30(3) 
6(3)
(14(3) 
4(3)

O34
40(3) 
23(3)
22(3) 
(6(2)
(6(2) 
4(3)

C41
35(4) 
18(4)
15(4) 
(3(3)
(9(3) 
3(3)

C42
14(3) 
18(4)
20(4) 
(1(3)
3(3) 
(3(3)

O41
37(3) 
26(3)
19(3) 
5(2)
2(2) 
(2(2)

O42
43(3) 
22(3)
15(2) 
1(2)
5(2) 
6(3)

O43
35(3) 
29(3)
23(3) 
1(2)
13(2) 
(7(3)

O44
44(4) 
66(5)
20(3) 
20(3)
(4(3) 
(2(3)

C51
31(4) 
29(4)
16(4) 
(2(3)
8(3) 
9(3)

C52
27(4) 
19(4)
14(4) 
4(3)
(1(3) 
2(3)

O51
30(3) 
32(3)
24(3) 
(9(3)
(9(2) 
12(3)

O52
35(3) 
30(3)
18(3) 
(1(2)
8(2) 
2(2)

O53
42(3) 
38(4)
27(3) 
(4(3)
13(3) 
(12(3)

O54
36(3) 
44(4)
26(3) 
(9(3)
13(3) 
2(3)

C61
102(10) 
38(6)
27(6) 
7(5)
(41(6) 
11(7)

N61
67(6) 
40(5)
56(6) 
(13(4)
18(5) 
(7(4)

O61
43(4) 
59(5)
77(5) 
(4(4)
(6(4) 
(10(4)

O62
72(4) 
64(4)
31(3) 
3(3)
13(3) 
1(4)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H1A
5816
2488
1323
35
1

H1B
6727
1766
1760
35
1

H2A
4567
1280
1578
32
1

H2B
4158
2097
2096
32
1

H9A
8421
2465
8308
42
1

H9B
9380
1739
8707
42
1

H10A
10918
2115
7865
32
1

H10B
10591
2940
8395
32
1

H11A
(185
1642
2223
27
0.604(14)

H11B
187
1069
1522
27
0.604(14)

H12A
(583
(282
2133
31
0.604(14)

H12B
(1672
440
1859
31
0.604(14)

H19A
3611
1468
8336
55
1

H19B
3526
651
8914
55
1

H20A
4718
(250
8173
51
1

H20B
5472
618
8511
51
1

H11C
370
829
1470
27
0.396(14)

H11D
251
(90
1932
27
0.396(14)

H11E
(1609
791
1890
31
0.396(14)

H11F
(831
1597
2306
31
0.396(14)

H21A
1494
3423
1115
26
1

H21B
1416
2691
1764
26
1

H22A
(509
3577
1517
24
1

H22B
268
4453
1828
24
1

H29A
4801
3167
8535
33
0.684(15)

H29B
5162
2509
7879
33
0.684(15)

H30A
6733
3641
8145
34
0.684(15)

H30B
5698
4415
7932
34
0.684(15)

H12C
4925
4289
8007
33
0.316(15)

H12D
4774
3416
8520
33
0.316(15)

H13A
5837
2552
7611
34
0.316(15)

H13B
6713
3261
8093
34
0.316(15)

H61A
3697
2426
527
87
1

H61B
3851
1587
(26
87
1

H61C
2775
1557
559
87
1
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