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Table 1. Crystal data and structure refinement.



Identification code 
01src003    

Empirical formula 
C20H17Cl2N2PPdS

Formula weight 
525.69

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 21.0715(3) Å
( = 90°


b = 8.19620(10) Å
( = 95.2190(10)°


c = 35.2981(7) Å
(  = 90°

Volume
6070.93(17) Å3
Z
12

Density (calculated)
1.725 Mg / m3
Absorption coefficient
1.371 mm(1
F(000)
3144

Crystal
Prism; colourless

Crystal size
0.20 ( 0.10 ( 0.10 mm3
( range for data collection
2.91 ( 25.03°

Index ranges
(25 ( h ( 24, (6 ( k ( 9, (42 ( l ( 42

Reflections collected
33239

Independent reflections
10661 [Rint = 0.0879]

Completeness to ( = 25.03°
99.5 % 

Max. and min. transmission
0.8751 and 0.7710

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
10661 / 0 / 730

Goodness-of-fit on F2
0.972

Final R indices [F2 > 2((F2)]
R1 = 0.0452, wR2 = 0.0891

R indices (all data)
R1 = 0.0835, wR2 = 0.0999

Largest diff. peak and hole
0.738 and (1.020 e Å(3


Diffractometer: Enraf Nonius KappaCCD area detector (( scans and ( scans to fill Ewald sphere). Data collection 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). Program used to solve structure: 

SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Program used to refine structure: SHELXL97 (G. M. Sheldrick 

(1997), University of Göttingen, Germany).  
Further information:  http://www.soton.ac.uk/~xservice/strat.htm 

Special details: 

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.
Pd1
(3726(1)
10621(1)
528(1)
21(1)
1

Cl1
(7381(1)
10939(2)
575(1)
33(1)
1

Cl2
(4145(1)
7949(1)
428(1)
29(1)
1

S1
(5238(1)
14710(2)
506(1)
25(1)
1

P1
(3314(1)
13039(2)
608(1)
21(1)
1

N1
(4627(2)
11950(5)
515(1)
22(1)
1

N2
(3966(2)
14240(5)
524(1)
25(1)
1

C1
(6572(2)
11200(6)
547(1)
24(1)
1

C2
(6178(2)
9829(6)
554(1)
25(1)
1

C3
(5530(2)
9999(6)
539(2)
26(1)
1

C4
(5272(2)
11579(6)
525(1)
19(1)
1

C5
(5680(2)
12900(6)
522(1)
21(1)
1

C6
(6329(2)
12763(6)
528(1)
22(1)
1

C7
(4546(2)
13540(6)
511(1)
23(1)
1

C8
(2981(2)
13591(6)
1081(2)
23(1)
1

C9
(3350(3)
14257(7)
1342(2)
46(2)
1

C10
(3093(3)
14582(8)
1712(2)
59(2)
1

C11
(2467(3)
14216(7)
1818(2)
47(2)
1

C12
(2093(3)
13571(7)
1561(2)
39(2)
1

C13
(2346(3)
13242(6)
1193(2)
35(2)
1

C14
(2754(2)
13816(6)
297(2)
22(1)
1

C15
(2619(2)
12958(6)
(21(2)
27(1)
1

C16
(2211(3)
13575(6)
(259(2)
31(1)
1

C17
(1915(3)
15048(6)
(194(2)
31(1)
1

C18
(2049(2)
15933(6)
117(2)
29(1)
1

C19
(2463(2)
15333(6)
364(2)
28(1)
1

C20
(2834(2)
9629(6)
565(2)
30(1)
1

Pd2
186(1)
5231(1)
1095(1)
19(1)
1

Cl1'
3859(1)
5976(2)
1236(1)
30(1)
1

Cl2'
630(1)
2589(1)
1180(1)
29(1)
1

S2
1642(1)
9439(1)
1260(1)
21(1)
1

P2
(252(1)
7637(2)
1026(1)
18(1)
1

N1'
1070(2)
6622(4)
1185(1)
16(1)
1

N2'
382(2)
8854(4)
1140(1)
20(1)
1

C1'
3038(2)
6107(6)
1252(1)
20(1)
1

C2'
2671(2)
4700(6)
1223(1)
19(1)
1

C3'
2018(2)
4761(6)
1214(1)
21(1)
1

C4'
1728(2)
6298(6)
1227(1)
18(1)
1

C5'
2109(2)
7697(5)
1262(1)
17(1)
1

C6'
2765(2)
7625(6)
1277(1)
21(1)
1

C7'
967(2)
8199(5)
1193(1)
17(1)
1

C8'
(540(2)
8252(6)
549(2)
22(1)
1

C9'
(348(2)
7380(6)
245(2)
30(1)
1

C10'
(522(3)
7866(8)
(125(2)
44(2)
1

C11'
(894(3)
9242(8)
(187(2)
46(2)
1

C12'
(1093(3)
10121(7)
113(2)
40(2)
1

C13'
(921(2)
9620(6)
479(2)
30(1)
1

C14'
(835(2)
8381(5)
1324(1)
19(1)
1

C15'
(675(3)
9522(6)
1612(2)
27(1)
1

C16'
(1127(3)
10024(7)
1850(2)
36(2)
1

C17'
(1731(3)
9412(7)
1803(2)
36(2)
1

C18'
(1895(3)
8297(7)
1526(2)
38(2)
1

C19'
(1454(2)
7783(6)
1283(2)
29(1)
1

C20'
(680(2)
4154(6)
979(2)
46(2)
1

Pd3
3043(1)
6641(1)
2240(1)
20(1)
1

Cl1"
(639(1)
5837(2)
2137(1)
36(1)
1

Cl2"
2600(1)
9299(1)
2166(1)
26(1)
1

S3
1591(1)
2402(2)
2161(1)
26(1)
1

P3
3488(1)
4248(2)
2332(1)
19(1)
1

N1"
2151(2)
5231(4)
2213(1)
19(1)
1

N2"
2853(2)
2998(5)
2269(1)
22(1)
1

C1"
184(2)
5727(6)
2142(1)
24(1)
1

C2"
555(2)
7142(6)
2171(1)
26(1)
1

C3"
1210(2)
7079(6)
2183(1)
24(1)
1

C4"
1499(2)
5535(6)
2177(1)
20(1)
1

C5"
1119(2)
4139(6)
2148(1)
21(1)
1

C6"
469(2)
4199(6)
2128(1)
26(1)
1

C7"
2257(2)
3662(6)
2216(1)
19(1)
1

C8"
3824(2)
3875(6)
2818(1)
22(1)
1

C9"
4302(3)
2750(6)
2906(2)
31(1)
1

C10"
4509(3)
2499(7)
3288(2)
39(2)
1

C11"
4240(3)
3300(7)
3568(2)
42(2)
1

C12"
3759(3)
4426(7)
3480(2)
37(2)
1

C13"
3566(2)
4730(6)
3104(2)
28(1)
1

C14"
4041(2)
3355(5)
2030(1)
18(1)
1

C15"
3853(3)
2171(6)
1759(2)
30(1)
1

C16"
4272(3)
1553(7)
1523(2)
39(2)
1

C17"
4902(3)
2116(7)
1552(2)
37(2)
1

C18"
5092(3)
3220(7)
1822(2)
36(2)
1

C19"
4669(3)
3841(6)
2062(2)
29(1)
1

C20"
3917(2)
7697(6)
2275(2)
34(2)
1



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



Pd1(C20
2.040(5)

Pd1(P1
2.1716(13)

Pd1(N1
2.187(4)

Pd1(Cl2
2.3761(12)

Cl1(C1
1.729(5)

S1(C7
1.743(5)

S1(C5
1.754(5)

P1(N2
1.694(4)

P1(C14
1.799(6)

P1(C8
1.809(5)

N1(C7
1.314(6)

N1(C4
1.396(6)

N2(C7
1.348(6)

C1(C6
1.384(6)

C1(C2
1.397(7)

C2(C3
1.377(7)

C3(C4
1.407(6)

C4(C5
1.382(6)

C5(C6
1.375(7)

C8(C9
1.372(8)

C8(C13
1.390(7)

C9(C10
1.394(7)

C10(C11
1.372(8)

C11(C12
1.360(8)

C12(C13
1.386(7)

C14(C15
1.377(7)

C14(C19
1.396(6)

C15(C16
1.352(7)

C16(C17
1.369(7)

C17(C18
1.369(7)

C18(C19
1.378(7)

Pd2(C20'
2.035(5)

Pd2(N1'
2.182(4)

Pd2(P2
2.1816(13)

Pd2(Cl2'
2.3676(12)

Cl1'(C1'
1.739(5)

S2(C5'
1.735(5)

S2(C7'
1.746(5)

P2(N2'
1.685(4)

P2(C14'
1.795(5)

P2(C8'
1.809(5)

N1'(C7'
1.311(5)

N1'(C4'
1.406(6)

N2'(C7'
1.343(6)

C1'(C6'
1.376(6)

C1'(C2'
1.387(6)

C2'(C3'
1.376(7)

C3'(C4'
1.402(6)

C4'(C5'
1.399(6)

C5'(C6'
1.380(7)

C8'(C9'
1.383(7)

C8'(C13'
1.388(6)

C9'(C10'
1.380(7)

C10'(C11'
1.381(8)

C11'(C12'
1.375(8)

C12'(C13'
1.372(7)

C14'(C19'
1.388(7)

C14'(C15'
1.398(6)

C15'(C16'
1.389(8)

C16'(C17'
1.363(7)

C17'(C18'
1.361(7)

C18'(C19'
1.386(8)

Pd3(C20"
2.028(5)

Pd3(P3
2.1853(13)

Pd3(N1"
2.202(4)

Pd3(Cl2"
2.3749(12)

Cl1"(C1"
1.735(5)

S3(C5"
1.735(5)

S3(C7"
1.740(5)

P3(N2"
1.684(4)

P3(C14"
1.804(5)

P3(C8"
1.820(5)

N1"(C7"
1.305(5)

N1"(C4"
1.390(6)

N2"(C7"
1.365(6)

C1"(C6"
1.391(7)

C1"(C2"
1.398(7)

C2"(C3"
1.377(7)

C3"(C4"
1.405(6)

C4"(C5"
1.395(6)

C5"(C6"
1.367(7)

C8"(C9"
1.380(6)

C8"(C13"
1.380(7)

C9"(C10"
1.394(7)

C10"(C11"
1.353(8)

C11"(C12"
1.384(8)

C12"(C13"
1.375(7)

C14"(C19"
1.376(7)

C14"(C15"
1.395(6)

C15"(C16"
1.366(8)

C16"(C17"
1.402(8)

C17"(C18"
1.348(7)

C18"(C19"
1.382(8)

C20(Pd1(P1
90.04(15)

C20(Pd1(N1
173.19(17)

P1(Pd1(N1
83.34(11)

C20(Pd1(Cl2
88.29(14)

P1(Pd1(Cl2
177.93(6)

N1(Pd1(Cl2
98.37(11)

C7(S1(C5
88.9(2)

N2(P1(C14
104.7(2)

N2(P1(C8
104.9(2)

C14(P1(C8
104.6(2)

N2(P1(Pd1
101.54(15)

C14(P1(Pd1
121.42(17)

C8(P1(Pd1
117.69(17)

C7(N1(C4
110.1(4)

C7(N1(Pd1
112.4(3)

C4(N1(Pd1
137.4(3)

C7(N2(P1
118.5(3)

C6(C1(C2
121.5(5)

C6(C1(Cl1
119.3(4)

C2(C1(Cl1
119.2(4)

C3(C2(C1
120.5(5)

C2(C3(C4
118.8(5)

C5(C4(N1
115.7(4)

C5(C4(C3
118.6(5)

N1(C4(C3
125.6(4)

C6(C5(C4
123.7(5)

C6(C5(S1
126.9(4)

C4(C5(S1
109.4(4)

C5(C6(C1
116.8(5)

N1(C7(N2
122.7(5)

N1(C7(S1
115.9(4)

N2(C7(S1
121.4(4)

C9(C8(C13
118.7(5)

C9(C8(P1
121.5(4)

C13(C8(P1
119.6(4)

C8(C9(C10
120.6(6)

C11(C10(C9
119.7(6)

C12(C11(C10
120.3(6)

C11(C12(C13
120.3(6)

C12(C13(C8
120.3(6)

C15(C14(C19
118.2(5)

C15(C14(P1
120.8(4)

C19(C14(P1
120.9(4)

C16(C15(C14
120.4(5)

C15(C16(C17
122.1(6)

C16(C17(C18
118.5(6)

C17(C18(C19
120.5(5)

C18(C19(C14
120.2(5)

C20'(Pd2(N1'
173.67(18)

C20'(Pd2(P2
90.41(15)

N1'(Pd2(P2
83.75(10)

C20'(Pd2(Cl2'
88.00(15)

N1'(Pd2(Cl2'
97.90(10)

P2(Pd2(Cl2'
177.95(6)

C5'(S2(C7'
88.6(2)

N2'(P2(C14'
103.3(2)

N2'(P2(C8'
104.4(2)

C14'(P2(C8'
105.1(2)

N2'(P2(Pd2
100.97(14)

C14'(P2(Pd2
123.20(16)

C8'(P2(Pd2
117.23(18)

C7'(N1'(C4'
110.3(4)

C7'(N1'(Pd2
112.2(3)

C4'(N1'(Pd2
137.5(3)

C7'(N2'(P2
119.6(3)

C6'(C1'(C2'
121.6(5)

C6'(C1'(Cl1'
118.7(4)

C2'(C1'(Cl1'
119.7(4)

C3'(C2'(C1'
121.4(4)

C2'(C3'(C4'
118.0(4)

C5'(C4'(C3'
119.4(4)

C5'(C4'(N1'
114.1(4)

C3'(C4'(N1'
126.5(4)

C6'(C5'(C4'
122.3(4)

C6'(C5'(S2
127.0(4)

C4'(C5'(S2
110.7(4)

C1'(C6'(C5'
117.3(4)

N1'(C7'(N2'
122.8(4)

N1'(C7'(S2
116.3(4)

N2'(C7'(S2
120.8(3)

C9'(C8'(C13'
118.9(5)

C9'(C8'(P2
118.9(4)

C13'(C8'(P2
122.2(4)

C10'(C9'(C8'
120.9(5)

C9'(C10'(C11'
119.0(6)

C12'(C11'(C10'
120.9(5)

C13'(C12'(C11'
119.6(5)

C12'(C13'(C8'
120.7(6)

C19'(C14'(C15'
118.3(5)

C19'(C14'(P2
120.3(4)

C15'(C14'(P2
121.3(4)

C16'(C15'(C14'
120.2(5)

C17'(C16'(C15'
120.1(5)

C18'(C17'(C16'
120.6(6)

C17'(C18'(C19'
120.4(6)

C18'(C19'(C14'
120.4(5)

C20"(Pd3(P3
89.95(15)

C20"(Pd3(N1"
173.54(17)

P3(Pd3(N1"
83.59(10)

C20"(Pd3(Cl2"
87.76(15)

P3(Pd3(Cl2"
176.94(5)

N1"(Pd3(Cl2"
98.70(10)

C5"(S3(C7"
88.3(2)

N2"(P3(C14"
102.9(2)

N2"(P3(C8"
105.0(2)

C14"(P3(C8"
105.7(2)

N2"(P3(Pd3
101.62(14)

C14"(P3(Pd3
124.64(16)

C8"(P3(Pd3
114.49(17)

C7"(N1"(C4"
110.2(4)

C7"(N1"(Pd3
111.8(3)

C4"(N1"(Pd3
137.9(3)

C7"(N2"(P3
119.0(3)

C6"(C1"(C2"
120.6(5)

C6"(C1"(Cl1"
118.7(4)

C2"(C1"(Cl1"
120.6(4)

C3"(C2"(C1"
121.5(5)

C2"(C3"(C4"
117.9(5)

N1"(C4"(C5"
114.5(4)

N1"(C4"(C3"
125.9(4)

C5"(C4"(C3"
119.5(4)

C6"(C5"(C4"
122.7(5)

C6"(C5"(S3
126.9(4)

C4"(C5"(S3
110.4(4)

C5"(C6"(C1"
117.7(5)

N1"(C7"(N2"
123.3(4)

N1"(C7"(S3
116.6(4)

N2"(C7"(S3
120.0(3)

C9"(C8"(C13"
120.1(5)

C9"(C8"(P3
122.6(4)

C13"(C8"(P3
117.3(4)

C8"(C9"(C10"
118.4(5)

C11"(C10"(C9"
121.3(5)

C10"(C11"(C12"
120.4(5)

C13"(C12"(C11"
119.0(6)

C12"(C13"(C8"
120.8(5)

C19"(C14"(C15"
117.9(5)

C19"(C14"(P3
120.2(4)

C15"(C14"(P3
121.9(4)

C16"(C15"(C14"
121.2(5)

C15"(C16"(C17"
119.6(5)

C18"(C17"(C16"
119.4(6)

C17"(C18"(C19"
121.0(5)

C14"(C19"(C18"
120.8(5)



Symmetry transformations used to generate equivalent atoms: 



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
Pd1
23(1) 
16(1)
25(1) 
1(1)
4(1) 
1(1)

Cl1
21(1) 
33(1)
44(1) 
(1(1)
7(1) 
(5(1)

Cl2
38(1) 
16(1)
34(1) 
(2(1)
6(1) 
0(1)

S1
20(1) 
19(1)
38(1) 
1(1)
6(1) 
1(1)

P1
20(1) 
19(1)
26(1) 
0(1)
5(1) 
1(1)

N1
24(3) 
19(2)
23(3) 
(1(2)
6(2) 
0(2)

N2
18(3) 
15(2)
42(3) 
5(2)
2(2) 
0(2)

C1
20(3) 
27(3)
24(3) 
(1(2)
2(3) 
(4(2)

C2
22(3) 
22(3)
30(3) 
1(3)
1(3) 
(5(2)

C3
27(3) 
22(3)
29(3) 
2(3)
2(3) 
5(2)

C4
17(3) 
19(3)
21(3) 
3(2)
3(2) 
(1(2)

C5
27(3) 
17(3)
20(3) 
3(2)
1(3) 
(1(2)

C6
17(3) 
24(3)
27(3) 
(1(2)
7(3) 
0(2)

C7
25(3) 
19(3)
24(3) 
0(2)
0(3) 
(1(2)

C8
27(3) 
19(3)
24(3) 
0(2)
7(3) 
(3(2)

C9
30(4) 
67(4)
40(4) 
(17(4)
5(3) 
(8(3)

C10
48(5) 
97(6)
36(4) 
(29(4)
24(4) 
(19(4)

C11
48(5) 
67(5)
24(4) 
0(3)
2(3) 
(17(4)

C12
42(4) 
42(4)
33(4) 
0(3)
2(3) 
6(3)

C13
38(4) 
34(3)
32(4) 
(5(3)
(2(3) 
9(3)

C14
20(3) 
18(3)
27(3) 
3(2)
(1(3) 
1(2)

C15
25(3) 
33(3)
21(3) 
(5(3)
(4(3) 
(7(3)

C16
40(4) 
33(3)
21(3) 
(2(3)
7(3) 
(2(3)

C17
30(3) 
38(3)
27(3) 
3(3)
5(3) 
(1(3)

C18
26(3) 
28(3)
32(4) 
(1(3)
8(3) 
(5(3)

C19
29(3) 
24(3)
31(3) 
(9(3)
5(3) 
(4(3)

C20
28(3) 
26(3)
38(4) 
0(3)
10(3) 
6(3)

Pd2
18(1) 
13(1)
27(1) 
0(1)
2(1) 
(1(1)

Cl1'
18(1) 
37(1)
35(1) 
1(1)
4(1) 
6(1)

Cl2'
31(1) 
12(1)
44(1) 
(2(1)
(2(1) 
0(1)

S2
17(1) 
16(1)
31(1) 
(3(1)
2(1) 
0(1)

P2
16(1) 
15(1)
24(1) 
(1(1)
2(1) 
(1(1)

N1'
16(2) 
14(2)
17(2) 
(1(2)
1(2) 
1(2)

N2'
20(3) 
10(2)
29(3) 
(1(2)
0(2) 
2(2)

C1'
13(3) 
30(3)
16(3) 
3(2)
4(2) 
6(2)

C2'
23(3) 
17(3)
17(3) 
(1(2)
4(2) 
11(2)

C3'
21(3) 
20(3)
21(3) 
(4(2)
2(3) 
4(2)

C4'
16(3) 
23(3)
14(3) 
1(2)
2(2) 
2(2)

C5'
20(3) 
13(3)
18(3) 
(5(2)
1(2) 
2(2)

C6'
22(3) 
19(3)
21(3) 
(5(2)
0(3) 
(1(2)

C7'
18(3) 
16(3)
17(3) 
2(2)
2(2) 
1(2)

C8'
19(3) 
21(3)
25(3) 
3(2)
(2(3) 
(9(2)

C9'
22(3) 
36(3)
32(4) 
(4(3)
3(3) 
(4(3)

C10'
36(4) 
72(5)
25(4) 
(4(3)
4(3) 
(10(4)

C11'
33(4) 
74(5)
29(4) 
27(4)
(9(3) 
(18(4)

C12'
36(4) 
37(4)
45(4) 
21(3)
(4(3) 
2(3)

C13'
28(3) 
26(3)
37(4) 
5(3)
4(3) 
0(3)

C14'
15(3) 
18(3)
25(3) 
10(2)
3(2) 
5(2)

C15'
28(3) 
28(3)
25(3) 
2(3)
0(3) 
4(3)

C16'
40(4) 
46(4)
21(3) 
(5(3)
8(3) 
15(3)

C17'
26(4) 
53(4)
31(4) 
10(3)
14(3) 
17(3)

C18'
18(3) 
55(4)
41(4) 
15(3)
7(3) 
3(3)

C19'
26(3) 
32(3)
28(3) 
4(3)
5(3) 
2(3)

C20'
24(3) 
23(3)
90(6) 
(3(3)
(4(4) 
(6(3)

Pd3
19(1) 
16(1)
24(1) 
(1(1)
1(1) 
0(1)

Cl1"
19(1) 
41(1)
51(1) 
7(1)
8(1) 
6(1)

Cl2"
30(1) 
15(1)
34(1) 
(1(1)
1(1) 
2(1)

S3
19(1) 
18(1)
41(1) 
(4(1)
4(1) 
(1(1)

P3
16(1) 
18(1)
24(1) 
0(1)
2(1) 
0(1)

N1"
18(2) 
17(2)
23(3) 
1(2)
4(2) 
(1(2)

N2"
19(2) 
13(2)
33(3) 
0(2)
(1(2) 
(1(2)

C1"
15(3) 
30(3)
26(3) 
(2(3)
2(3) 
5(2)

C2"
27(3) 
22(3)
27(3) 
6(2)
3(3) 
8(2)

C3"
21(3) 
22(3)
29(3) 
5(2)
(2(3) 
4(2)

C4"
16(3) 
26(3)
18(3) 
3(2)
5(2) 
3(2)

C5"
16(3) 
22(3)
23(3) 
(2(2)
3(2) 
5(2)

C6"
25(3) 
30(3)
24(3) 
(3(3)
1(3) 
2(3)

C7"
21(3) 
17(3)
20(3) 
(3(2)
4(2) 
0(2)

C8"
23(3) 
21(3)
23(3) 
2(2)
5(3) 
(2(2)

C9"
34(4) 
29(3)
30(4) 
1(3)
4(3) 
5(3)

C10"
38(4) 
42(4)
35(4) 
5(3)
(10(3) 
14(3)

C11"
62(5) 
45(4)
16(3) 
7(3)
(4(3) 
(10(3)

C12"
46(4) 
42(4)
24(3) 
0(3)
15(3) 
(10(3)

C13"
23(3) 
32(3)
29(3) 
6(3)
7(3) 
(2(3)

C14"
20(3) 
13(3)
22(3) 
1(2)
4(2) 
3(2)

C15"
29(3) 
32(3)
27(3) 
(5(3)
1(3) 
6(3)

C16"
48(4) 
40(4)
28(4) 
(10(3)
(1(3) 
12(3)

C17"
36(4) 
47(4)
30(4) 
7(3)
11(3) 
16(3)

C18"
15(3) 
48(4)
47(4) 
7(3)
8(3) 
2(3)

C19"
22(3) 
40(3)
25(3) 
(4(3)
0(3) 
0(3)

C20"
27(3) 
27(3)
48(4) 
(7(3)
(2(3) 
(7(3)



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

Atom 
x
y
z
Ueq
S.o.f.
H2
(3926
15297
489
30
1

H2A
(6357
8771
569
29
1

H3
(5263
9067
538
31
1

H6
(6597
13696
519
27
1

H9
(3785
14500
1269
55
1

H10
(3351
15054
1890
71
1

H11
(2293
14415
2072
56
1

H12
(1657
13345
1635
47
1

H13
(2084
12775
1016
42
1

H15
(2812
11926
(74
32
1

H16
(2128
12966
(478
37
1

H17
(1623
15446
(362
37
1

H18
(1856
16969
164
34
1

H19
(2551
15953
581
33
1

H20A
(2867
8441
537
45
1

H20B
(2611
9893
814
45
1

H20C
(2596
10075
363
45
1

H2'
329
9912
1164
24
1

H2'1
2876
3671
1209
23
1

H3'
1770
3791
1199
25
1

H6'
3019
8584
1303
25
1

H9'
(93
6432
290
36
1

H10'
(387
7264
(333
53
1

H11'
(1016
9587
(440
55
1

H12'
(1347
11069
66
48
1

H13'
(1064
10215
685
36
1

H15'
(255
9955
1644
32
1

H16'
(1016
10795
2045
43
1

H17'
(2039
9766
1965
43
1

H18'
(2316
7868
1498
45
1

H19'
(1575
7017
1088
34
1

H20D
(631
2965
990
69
1

H20E
(860
4475
724
69
1

H20F
(966
4503
1167
69
1

H2"
2904
1932
2269
26
1

H2"1
351
8172
2182
31
1

H3"
1458
8048
2194
29
1

H6"
220
3232
2104
32
1

H9"
4485
2161
2711
37
1

H10"
4846
1752
3353
47
1

H11"
4381
3088
3826
50
1

H12"
3566
4981
3676
44
1

H13"
3251
5538
3040
33
1

H15"
3426
1787
1739
36
1

H16"
4136
748
1339
46
1

H17"
5194
1723
1383
45
1

H18"
5522
3577
1847
44
1

H19"
4813
4613
2251
35
1

H20G
3870
8879
2242
51
1

H20H
4162
7255
2075
51
1

H20I
4141
7465
2525
51
1
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