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Table 1. Crystal data and structure refinement.



Identification code 
02src585    

Empirical formula 
C56H40CrN6S36
Formula weight 
2003.10

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 10.9353(3) Å
( = 81.6310(10)°


b = 11.1412(2) Å
( = 82.6910(10)°


c = 15.5260(4) Å
(  = 86.1200(10)°

Volume
1853.89(8) Å3
Z
1

Density (calculated)
1.794 Mg / m3
Absorption coefficient
1.215 mm(1
F(000)
1018

Crystal
Plate; Brown

Crystal size
0.35 ( 0.15 ( 0.05 mm3
( range for data collection
3.00 ( 27.49°

Index ranges
(14 ( h ( 14, (14 ( k ( 13, (20 ( l ( 20

Reflections collected
35797

Independent reflections
8416 [Rint = 0.0590]

Completeness to ( = 27.49°
98.9 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9418 and 0.6758

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
8416 / 450 / 498

Goodness-of-fit on F2
1.003

Final R indices [F2 > 2((F2)]
R1 = 0.0379, wR2 = 0.0757

R indices (all data)
R1 = 0.0749, wR2 = 0.0862

Largest diff. peak and hole
0.407 and (0.408 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: Cameron - A Molecular Graphics Package. (D. M. Watkin, L. Pearce and C. K. Prout, Chemical Crystallography Laboratory, University of Oxford, 1993).

Special details: 

All hydrogen atoms are fixed.

In the BET molecules, the external sulphur atoms are all disordered over two possible sites. 

This disorder has been calculated separately for each end of each BET molecule. 

Of the five molecules of BET in the unit cell, three are predominantly trans and two cis. 

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
0
5000
0
17(1)
1

S31
2207(1)
8485(1)
266(1)
34(1)
1

S32
150(1)
5257(1)
(3101(1)
27(1)
1

S33
(3863(1)
7313(1)
(69(1)
27(1)
1

N31
924(2)
6482(2)
57(1)
22(1)
1

N32
229(2)
5271(2)
(1311(1)
21(1)
1

N33
(1568(2)
6050(2)
(7(1)
20(1)
1

C31
1451(2)
7318(2)
144(2)
21(1)
1

C32
195(2)
5267(2)
(2058(2)
21(1)
1

C33
(2515(2)
6590(2)
(34(2)
19(1)
1

S1
2891(1)
6958(1)
5824(1)
21(1)
1

S2
3607(1)
4359(1)
6263(1)
21(1)
1

S3
3457(1)
3982(1)
4247(1)
21(1)
1

S4
2781(1)
6596(1)
3826(1)
23(1)
1

C3
3225(2)
5547(2)
5464(2)
20(1)
1

C4
3162(2)
5395(2)
4609(2)
20(1)
1

C2A
3465(2)
5247(2)
7103(2)
19(1)
0.863(3)

C1A
3127(2)
6427(2)
6895(2)
19(1)
0.863(3)

S5A
2854(1)
7282(1)
7763(1)
22(1)
0.863(3)

C8A
3367(8)
5973(3)
8527(3)
19(1)
0.863(3)

C7A
3533(5)
4844(4)
8057(3)
21(1)
0.863(3)

C6A
2993(2)
5740(2)
2964(2)
20(1)
0.969(3)

C5A
3296(2)
4553(2)
3164(2)
19(1)
0.969(3)

S6A
3420(1)
3706(1)
2292(1)
21(1)
0.969(3)

C10A
3147(3)
5099(3)
1526(2)
24(1)
0.969(3)

C9A
2754(4)
6169(3)
2042(2)
21(1)
0.969(3)

C2B
3127(2)
6427(2)
6895(2)
19(1)
0.137(3)

C1B
3465(2)
5247(2)
7103(2)
19(1)
0.137(3)

S5B
3684(10)
4569(9)
8153(6)
22(1)
0.137(3)

C8B
3480(60)
6153(19)
8442(18)
19(1)
0.137(3)

C7B
2880(40)
7010(20)
7719(13)
21(1)
0.137(3)

C6B
3296(2)
4553(2)
3164(2)
19(1)
0.031(3)

C5B
2993(2)
5740(2)
2964(2)
20(1)
0.031(3)

S6B
2950(40)
6370(20)
1886(12)
21(1)
0.031(3)

C10B
2890(120)
4790(30)
1620(30)
24(1)
0.031(3)

C9B
3320(170)
3880(40)
2390(40)
21(1)
0.031(3)

S11
999(1)
2317(1)
6084(1)
23(1)
1

S12
1908(1)
(250(1)
6388(1)
20(1)
1

S13
1836(1)
(488(1)
4353(1)
20(1)
1

S14
918(1)
2079(1)
4039(1)
22(1)
1

C13
1441(2)
971(2)
5647(2)
19(1)
1

C14
1409(2)
871(2)
4776(2)
19(1)
1

C12A
1673(2)
549(2)
7279(2)
20(1)
0.299(2)

C11A
1270(2)
1720(2)
7144(2)
21(1)
0.299(2)

S15A
1043(4)
2580(4)
8009(3)
20(1)
0.299(2)

C18A
1340(40)
1161(17)
8756(10)
24(1)
0.299(2)

C17A
1832(19)
143(15)
8214(8)
35(2)
0.299(2)

C16A
1164(2)
1292(2)
3145(2)
20(1)
0.959(3)

C15A
1578(2)
120(2)
3292(2)
19(1)
0.959(3)

S16A
1733(1)
(680(1)
2394(1)
23(1)
0.959(3)

C20A
1381(5)
742(3)
1668(2)
22(1)
0.959(3)

C19A
855(7)
1723(5)
2233(3)
21(1)
0.959(3)

C12B
1270(2)
1720(2)
7144(2)
21(1)
0.701(2)

C11B
1673(2)
549(2)
7279(2)
20(1)
0.701(2)

S15B
1867(2)
(115(1)
8348(1)
20(1)
0.701(2)

C18B
1407(17)
1362(6)
8730(4)
24(1)
0.701(2)

C17B
945(7)
2279(6)
7981(4)
35(2)
0.701(2)

C16B
1578(2)
120(2)
3292(2)
19(1)
0.041(3)

C15B
1164(2)
1292(2)
3145(2)
20(1)
0.041(3)

S16B
760(50)
1870(30)
2123(15)
23(1)
0.041(3)

C20B
1410(130)
440(50)
1720(20)
22(1)
0.041(3)

C19B
1620(130)
(530(40)
2510(30)
21(1)
0.041(3)

S21
5345(1)
(1501(1)
4215(1)
17(1)
1

S22
4655(1)
1123(1)
3757(1)
17(1)
1

C23
4997(2)
(78(2)
4574(2)
16(1)
1

C22A
4863(2)
225(2)
2910(2)
16(1)
0.941(3)

C21A
5172(2)
(951(2)
3126(2)
16(1)
0.941(3)

S23A
5399(2)
(1817(1)
2260(1)
21(1)
0.941(3)

C25A
4964(8)
(480(3)
1482(2)
21(1)
0.941(3)

C24A
4743(7)
644(5)
1964(3)
19(1)
0.941(3)

C22B
5172(2)
(951(2)
3126(2)
16(1)
0.059(3)

C21B
4863(2)
225(2)
2910(2)
16(1)
0.059(3)

S23B
4690(40)
830(20)
1851(11)
21(1)
0.059(3)

C25B
4980(150)
(730(40)
1550(30)
21(1)
0.059(3)

C24B
5360(110)
(1620(30)
2340(20)
19(1)
0.059(3)



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



Cr1(N32
2.000(2)

Cr1(N32i
2.000(2)

Cr1(N33i
2.009(2)

Cr1(N33
2.009(2)

Cr1(N31i
2.011(2)

Cr1(N31
2.011(2)

S31(C31
1.633(3)

S32(C32
1.628(3)

S33(C33
1.634(3)

N31(C31
1.161(3)

N32(C32
1.166(3)

N33(C33
1.165(3)

S1(C1A
1.726(2)

S1(C3
1.745(2)

S2(C2A
1.733(2)

S2(C3
1.745(2)

S3(C5A
1.736(2)

S3(C4
1.743(2)

S4(C6A
1.736(2)

S4(C4
1.739(2)

C3(C4
1.373(3)

C2A(C1A
1.346(3)

C2A(C7A
1.494(5)

C1A(S5A
1.746(2)

S5A(C8A
1.845(4)

C8A(C7A
1.533(5)

C8A(H8A1
0.9900

C8A(H8A2
0.9900

C7A(H7A1
0.9900

C7A(H7A2
0.9900

C6A(C5A
1.343(3)

C6A(C9A
1.491(4)

C5A(S6A
1.745(2)

S6A(C10A
1.845(3)

C10A(C9A
1.539(5)

C10A(H10A
0.9900

C10A(H10B
0.9900

C9A(H9A1
0.9900

C9A(H9A2
0.9900

S5B(C8B
1.875(15)

C8B(C7B
1.547(15)

C8B(H8B1
0.9900

C8B(H8B2
0.9900

C7B(H7B1
0.9900

C7B(H7B2
0.9900

S6B(C10B
1.862(15)

C10B(C9B
1.546(16)

C10B(H10C
0.9900

C10B(H10D
0.9900

C9B(H9B1
0.9900

C9B(H9B2
0.9900

S11(C11A
1.738(3)

S11(C13
1.749(2)

S12(C12A
1.734(2)

S12(C13
1.742(2)

S13(C15A
1.737(2)

S13(C14
1.748(2)

S14(C16A
1.731(2)

S14(C14
1.738(2)

C13(C14
1.379(3)

C12A(C11A
1.344(3)

C12A(C17A
1.484(11)

C11A(S15A
1.743(4)

S15A(C18A
1.855(14)

C18A(C17A
1.539(14)

C18A(H18A
0.9900

C18A(H18B
0.9900

C17A(H17A
0.9900

C17A(H17B
0.9900

C16A(C15A
1.350(3)

C16A(C19A
1.501(4)

C15A(S16A
1.746(2)

S16A(C20A
1.853(3)

C20A(C19A
1.537(5)

C20A(H20A
0.9900

C20A(H20B
0.9900

C19A(H19A
0.9900

C19A(H19B
0.9900

S15B(C18B
1.848(7)

C18B(C17B
1.545(9)

C18B(H18C
0.9900

C18B(H18D
0.9900

C17B(H17C
0.9900

C17B(H17D
0.9900

S16B(C20B
1.858(16)

C20B(C19B
1.543(16)

C20B(H20C
0.9900

C20B(H20D
0.9900

C19B(H19C
0.9900

C19B(H19D
0.9900

S21(C21A
1.741(2)

S21(C23
1.758(2)

S22(C22A
1.748(2)

S22(C23
1.761(2)

C23(C23ii
1.360(5)

C22A(C21A
1.336(3)

C22A(C24A
1.494(5)

C21A(S23A
1.750(2)

S23A(C25A
1.851(3)

C25A(C24A
1.541(5)

C25A(H25A
0.9900

C25A(H25B
0.9900

C24A(H24A
0.9900

C24A(H24B
0.9900

S23B(C25B
1.863(15)

C25B(C24B
1.547(16)

C25B(H25C
0.9900

C25B(H25D
0.9900

C24B(H24C
0.9900

C24B(H24D
0.9900

N32(Cr1(N32i
180.00(12)

N32(Cr1(N33i
90.36(8)

N32i(Cr1(N33i
89.64(8)

N32(Cr1(N33
89.64(8)

N32i(Cr1(N33
90.36(8)

N33i(Cr1(N33
180.0

N32(Cr1(N31i
88.22(8)

N32i(Cr1(N31i
91.78(8)

N33i(Cr1(N31i
88.89(8)

N33(Cr1(N31i
91.11(8)

N32(Cr1(N31
91.78(8)

N32i(Cr1(N31
88.22(8)

N33i(Cr1(N31
91.11(8)

N33(Cr1(N31
88.89(8)

N31i(Cr1(N31
180.0

C31(N31(Cr1
175.9(2)

C32(N32(Cr1
167.1(2)

C33(N33(Cr1
174.92(19)

N31(C31(S31
179.3(2)

N32(C32(S32
179.7(2)

N33(C33(S33
178.5(2)

C1A(S1(C3
94.20(11)

C2A(S2(C3
94.91(11)

C5A(S3(C4
93.74(11)

C6A(S4(C4
94.70(11)

C4(C3(S1
121.43(19)

C4(C3(S2
123.01(19)

S1(C3(S2
115.54(14)

C3(C4(S4
122.05(19)

C3(C4(S3
121.86(19)

S4(C4(S3
116.10(14)

C1A(C2A(C7A
114.9(3)

C1A(C2A(S2
116.64(18)

C7A(C2A(S2
128.1(2)

C2A(C1A(S1
118.70(18)

C2A(C1A(S5A
116.28(19)

S1(C1A(S5A
124.85(14)

C1A(S5A(C8A
90.63(14)

C7A(C8A(S5A
109.0(3)

C7A(C8A(H8A1
109.9

S5A(C8A(H8A1
109.9

C7A(C8A(H8A2
109.9

S5A(C8A(H8A2
109.9

H8A1(C8A(H8A2
108.3

C2A(C7A(C8A
108.1(3)

C2A(C7A(H7A1
110.1

C8A(C7A(H7A1
110.1

C2A(C7A(H7A2
110.1

C8A(C7A(H7A2
110.1

H7A1(C7A(H7A2
108.4

C5A(C6A(C9A
116.8(2)

C5A(C6A(S4
116.68(19)

C9A(C6A(S4
126.3(2)

C6A(C5A(S3
118.63(19)

C6A(C5A(S6A
115.40(19)

S3(C5A(S6A
125.90(14)

C5A(S6A(C10A
90.48(12)

C9A(C10A(S6A
109.9(2)

C9A(C10A(H10A
109.7

S6A(C10A(H10A
109.7

C9A(C10A(H10B
109.7

S6A(C10A(H10B
109.7

H10A(C10A(H10B
108.2

C6A(C9A(C10A
106.2(3)

C6A(C9A(H9A1
110.5

C10A(C9A(H9A1
110.5

C6A(C9A(H9A2
110.5

C10A(C9A(H9A2
110.5

H9A1(C9A(H9A2
108.7

C7B(C8B(S5B
110.2(12)

C7B(C8B(H8B1
109.6

S5B(C8B(H8B1
109.6

C7B(C8B(H8B2
109.6

S5B(C8B(H8B2
109.6

H8B1(C8B(H8B2
108.1

C8B(C7B(H7B1
110.3

C8B(C7B(H7B2
110.3

H7B1(C7B(H7B2
108.6

C9B(C10B(S6B
109.2(17)

C9B(C10B(H10C
109.9

S6B(C10B(H10C
109.8

C9B(C10B(H10D
109.8

S6B(C10B(H10D
109.8

H10C(C10B(H10D
108.3

C10B(C9B(H9B1
110.2

C10B(C9B(H9B2
110.3

H9B1(C9B(H9B2
108.5

C11A(S11(C13
94.62(12)

C12A(S12(C13
94.41(11)

C15A(S13(C14
93.76(11)

C16A(S14(C14
94.75(11)

C14(C13(S12
121.88(19)

C14(C13(S11
122.44(19)

S12(C13(S11
115.67(14)

C13(C14(S14
121.99(19)

C13(C14(S13
121.84(19)

S14(C14(S13
116.16(14)

C11A(C12A(C17A
111.7(6)

C11A(C12A(S12
118.17(19)

C17A(C12A(S12
130.1(6)

C12A(C11A(S11
117.13(19)

C12A(C11A(S15A
120.4(2)

S11(C11A(S15A
122.5(2)

C11A(S15A(C18A
87.9(5)

C17A(C18A(S15A
109.5(9)

C17A(C18A(H18A
109.8

S15A(C18A(H18A
109.8

C17A(C18A(H18B
109.8

S15A(C18A(H18B
109.8

H18A(C18A(H18B
108.2

C12A(C17A(C18A
109.2(10)

C12A(C17A(H17A
109.9

C18A(C17A(H17A
109.9

C12A(C17A(H17B
109.9

C18A(C17A(H17B
109.8

H17A(C17A(H17B
108.3

C15A(C16A(C19A
115.3(3)

C15A(C16A(S14
117.03(19)

C19A(C16A(S14
127.3(2)

C16A(C15A(S13
118.25(19)

C16A(C15A(S16A
116.17(19)

S13(C15A(S16A
125.49(14)

C15A(S16A(C20A
90.06(12)

C19A(C20A(S16A
109.3(2)

C19A(C20A(H20A
109.8

S16A(C20A(H20A
109.8

C19A(C20A(H20B
109.8

S16A(C20A(H20B
109.8

H20A(C20A(H20B
108.3

C16A(C19A(C20A
106.7(3)

C16A(C19A(H19A
110.4

C20A(C19A(H19A
110.4

C16A(C19A(H19B
110.4

C20A(C19A(H19B
110.4

H19A(C19A(H19B
108.6

C17B(C18B(S15B
110.5(4)

C17B(C18B(H18C
109.5

S15B(C18B(H18C
109.5

C17B(C18B(H18D
109.5

S15B(C18B(H18D
109.5

H18C(C18B(H18D
108.1

C18B(C17B(H17C
110.3

C18B(C17B(H17D
110.3

H17C(C17B(H17D
108.6

C19B(C20B(S16B
109.3(16)

C19B(C20B(H20C
109.8

S16B(C20B(H20C
109.8

C19B(C20B(H20D
109.8

S16B(C20B(H20D
109.9

H20C(C20B(H20D
108.3

C20B(C19B(H19C
110.3

C20B(C19B(H19D
110.3

H19C(C19B(H19D
108.6

C21A(S21(C23
93.88(11)

C22A(S22(C23
94.55(11)

C23ii(C23(S21
121.8(2)

C23ii(C23(S22
122.7(2)

S21(C23(S22
115.50(13)

C21A(C22A(C24A
116.6(3)

C21A(C22A(S22
116.95(18)

C24A(C22A(S22
126.5(3)

C22A(C21A(S21
119.10(18)

C22A(C21A(S23A
115.68(18)

S21(C21A(S23A
125.20(14)

C21A(S23A(C25A
90.85(12)

C24A(C25A(S23A
109.4(2)

C24A(C25A(H25A
109.8

S23A(C25A(H25A
109.8

C24A(C25A(H25B
109.8

S23A(C25A(H25B
109.8

H25A(C25A(H25B
108.2

C22A(C24A(C25A
107.3(3)

C22A(C24A(H24A
110.3

C25A(C24A(H24A
110.2

C22A(C24A(H24B
110.3

C25A(C24A(H24B
110.3

H24A(C24A(H24B
108.5

C24B(C25B(S23B
110.5(14)

C24B(C25B(H25C
110.0

S23B(C25B(H25C
109.8

C24B(C25B(H25D
109.1

S23B(C25B(H25D
109.3

H25C(C25B(H25D
108.1

C25B(C24B(H24C
109.9

C25B(C24B(H24D
110.7

H24C(C24B(H24D
108.6



Symmetry transformations used to generate equivalent atoms: 

(i) (x,(y+1,(z    (ii) (x+1,(y,(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
Cr1
17(1) 
17(1)
17(1) 
(5(1)
(2(1) 
1(1)

S31
50(1) 
26(1)
29(1) 
3(1)
(13(1) 
(15(1)

S32
28(1) 
35(1)
18(1) 
(1(1)
(6(1) 
3(1)

S33
24(1) 
29(1)
26(1) 
(3(1)
(7(1) 
9(1)

N31
21(1) 
23(1)
22(1) 
(6(1)
0(1) 
0(1)

N32
21(1) 
19(1)
24(1) 
(4(1)
(3(1) 
3(1)

N33
21(1) 
21(1)
19(1) 
(5(1)
(1(1) 
(1(1)

C31
24(1) 
24(1)
14(1) 
0(1)
(4(1) 
4(1)

C32
13(1) 
19(1)
29(2) 
(1(1)
(4(1) 
5(1)

C33
24(1) 
18(1)
16(1) 
(3(1)
(1(1) 
(2(1)

S1
31(1) 
15(1)
18(1) 
(1(1)
(5(1) 
0(1)

S2
30(1) 
16(1)
17(1) 
(2(1)
(5(1) 
2(1)

S3
30(1) 
15(1)
17(1) 
(2(1)
(6(1) 
2(1)

S4
38(1) 
15(1)
18(1) 
(3(1)
(9(1) 
2(1)

C3
23(1) 
16(1)
20(1) 
(2(1)
(4(1) 
(1(1)

C4
24(1) 
17(1)
19(1) 
(2(1)
(4(1) 
(1(1)

C2A
19(1) 
20(1)
18(1) 
(2(1)
(1(1) 
(2(1)

C1A
19(1) 
19(1)
18(1) 
(2(1)
(2(1) 
(2(1)

S5A
33(1) 
15(1)
19(1) 
(4(1)
(5(1) 
1(1)

C8A
22(2) 
18(2)
15(2) 
(1(1)
1(2) 
0(2)

C7A
26(2) 
16(3)
19(2) 
(1(2)
(2(2) 
(2(2)

C6A
24(1) 
19(1)
18(1) 
(3(1)
(5(1) 
(2(1)

C5A
21(1) 
21(1)
16(1) 
(4(1)
(4(1) 
(1(1)

S6A
27(1) 
18(1)
19(1) 
(6(1)
(4(1) 
0(1)

C10A
27(2) 
28(2)
18(1) 
(5(1)
(7(1) 
3(1)

C9A
31(2) 
19(2)
15(2) 
(1(1)
(4(2) 
(5(2)

C2B
19(1) 
19(1)
18(1) 
(2(1)
(2(1) 
(2(1)

C1B
19(1) 
20(1)
18(1) 
(2(1)
(1(1) 
(2(1)

S5B
33(1) 
15(1)
19(1) 
(4(1)
(5(1) 
1(1)

C8B
22(2) 
18(2)
15(2) 
(1(1)
1(2) 
0(2)

C7B
26(2) 
16(3)
19(2) 
(1(2)
(2(2) 
(2(2)

C6B
21(1) 
21(1)
16(1) 
(4(1)
(4(1) 
(1(1)

C5B
24(1) 
19(1)
18(1) 
(3(1)
(5(1) 
(2(1)

S6B
27(1) 
18(1)
19(1) 
(6(1)
(4(1) 
0(1)

C10B
27(2) 
28(2)
18(1) 
(5(1)
(7(1) 
3(1)

C9B
31(2) 
19(2)
15(2) 
(1(1)
(4(2) 
(5(2)

S11
24(1) 
24(1)
21(1) 
(6(1)
(6(1) 
7(1)

S12
23(1) 
20(1)
18(1) 
(3(1)
(3(1) 
(1(1)

S13
24(1) 
19(1)
18(1) 
(2(1)
(3(1) 
(2(1)

S14
25(1) 
24(1)
19(1) 
(5(1)
(7(1) 
7(1)

C13
14(1) 
22(1)
21(1) 
(2(1)
(3(1) 
1(1)

C14
16(1) 
22(1)
19(1) 
(1(1)
(4(1) 
0(1)

C12A
14(1) 
27(2)
18(1) 
(4(1)
(4(1) 
(2(1)

C11A
16(1) 
26(2)
23(1) 
(8(1)
(4(1) 
2(1)

S15A
21(1) 
23(1)
15(1) 
(4(1)
(3(1) 
1(1)

C18A
32(2) 
21(3)
21(2) 
(7(2)
(4(1) 
2(3)

C17A
32(3) 
37(4)
38(3) 
(2(3)
(12(2) 
(16(3)

C16A
14(1) 
24(1)
22(1) 
(3(1)
(4(1) 
(2(1)

C15A
16(1) 
23(1)
19(1) 
(3(1)
(3(1) 
(4(1)

S16A
29(1) 
22(1)
20(1) 
(5(1)
(2(1) 
(6(1)

C20A
21(1) 
27(2)
19(1) 
(3(1)
(2(1) 
1(2)

C19A
20(2) 
23(2)
20(2) 
(1(2)
(8(2) 
0(2)

C12B
16(1) 
26(2)
23(1) 
(8(1)
(4(1) 
2(1)

C11B
14(1) 
27(2)
18(1) 
(4(1)
(4(1) 
(2(1)

S15B
21(1) 
23(1)
15(1) 
(4(1)
(3(1) 
1(1)

C18B
32(2) 
21(3)
21(2) 
(7(2)
(4(1) 
2(3)

C17B
32(3) 
37(4)
38(3) 
(2(3)
(12(2) 
(16(3)

C16B
16(1) 
23(1)
19(1) 
(3(1)
(3(1) 
(4(1)

C15B
14(1) 
24(1)
22(1) 
(3(1)
(4(1) 
(2(1)

S16B
29(1) 
22(1)
20(1) 
(5(1)
(2(1) 
(6(1)

C20B
21(1) 
27(2)
19(1) 
(3(1)
(2(1) 
1(2)

C19B
20(2) 
23(2)
20(2) 
(1(2)
(8(2) 
0(2)

S21
22(1) 
13(1)
16(1) 
(2(1)
(4(1) 
1(1)

S22
22(1) 
13(1)
16(1) 
(2(1)
(4(1) 
2(1)

C23
17(1) 
16(1)
17(1) 
(2(1)
(3(1) 
1(1)

C22A
17(1) 
16(1)
16(1) 
(3(1)
(2(1) 
(1(1)

C21A
16(1) 
18(1)
16(1) 
(5(1)
(2(1) 
(1(1)

S23A
29(1) 
16(1)
18(1) 
(5(1)
(5(1) 
1(1)

C25A
25(2) 
24(2)
16(1) 
(4(1)
(4(1) 
1(2)

C24A
21(2) 
18(2)
18(2) 
(1(1)
(5(2) 
(4(2)

C22B
16(1) 
18(1)
16(1) 
(5(1)
(2(1) 
(1(1)

C21B
17(1) 
16(1)
16(1) 
(3(1)
(2(1) 
(1(1)

S23B
29(1) 
16(1)
18(1) 
(5(1)
(5(1) 
1(1)

C25B
25(2) 
24(2)
16(1) 
(4(1)
(4(1) 
1(2)

C24B
21(2) 
18(2)
18(2) 
(1(1)
(5(2) 
(4(2)



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

Atom 
x
y
z
Ueq
S.o.f.
H8A1
4158
6137
8724
23
0.863(3)

H8A2
2746
5836
9049
23
0.863(3)

H7A1
4342
4419
8145
25
0.863(3)

H7A2
2875
4276
8297
25
0.863(3)

H10A
3911
5285
1126
29
0.969(3)

H10B
2492
4975
1167
29
0.969(3)

H9A1
3242
6883
1795
26
0.969(3)

H9A2
1868
6400
2017
26
0.969(3)

H8B1
2948
6153
9009
23
0.137(3)

H8B2
4290
6449
8507
23
0.137(3)

H7B1
1978
7119
7888
25
0.137(3)

H7B2
3241
7816
7627
25
0.137(3)

H10C
2039
4637
1539
29
0.031(3)

H10D
3436
4697
1076
29
0.031(3)

H9B1
2763
3197
2534
26
0.031(3)

H9B2
4168
3548
2223
26
0.031(3)

H18A
1951
1298
9146
29
0.299(2)

H18B
565
922
9127
29
0.299(2)

H17A
2717
(50
8274
41
0.299(2)

H17B
1375
(600
8430
41
0.299(2)

H20A
2142
1017
1297
27
0.959(3)

H20B
772
594
1279
27
0.959(3)

H19A
1229
2508
2003
25
0.959(3)

H19B
(51
1835
2230
25
0.959(3)

H18C
744
1250
9228
29
0.701(2)

H18D
2121
1685
8939
29
0.701(2)

H17C
41
2436
8094
41
0.701(2)

H17D
1349
3059
7934
41
0.701(2)

H20C
827
143
1366
27
0.041(3)

H20D
2198
586
1345
27
0.041(3)

H19C
967
(1131
2610
25
0.041(3)

H19D
2430
(972
2407
25
0.041(3)

H25A
5633
(337
991
26
0.941(3)

H25B
4205
(632
1238
26
0.941(3)

H24A
5360
1253
1719
23
0.941(3)

H24B
3909
1022
1897
23
0.941(3)

H25C
4228
(999
1365
26
0.059(3)

H25D
5648
(725
1056
26
0.059(3)

H24C
4852
(2341
2448
23
0.059(3)

H24D
6242
(1903
2231
23
0.059(3)
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