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Table 1. Crystal data and structure refinement.

	


Identification code 
2010src0043 / CD67    

Empirical formula 
C40H34Cl2P2Pt

Formula weight 
842.60

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 10.0905(2) Å
( = 100.026(2)°


b = 12.7583(4) Å
( = 98.124(2)°


c = 14.4492(5) Å
(  = 108.201(2)°

Volume
1701.60(9) Å3
Z
2

Density (calculated)
1.645 Mg / m3
Absorption coefficient
4.403 mm(1
F(000)
832

Crystal
Cut Blade; colourless

Crystal size
0.08 ( 0.05 ( 0.02 mm3
( range for data collection
2.93 ( 27.48°

Index ranges
(12 ( h ( 13, (16 ( k ( 16, (18 ( l ( 18

Reflections collected
28968

Independent reflections
7716 [Rint = 0.0731]

Completeness to ( = 27.48°
99.0 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9171 and 0.7196

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7716 / 0 / 406

Goodness-of-fit on F2
1.118

Final R indices [F2 > 2((F2)]
R1 = 0.0585, wR2 = 0.1256

R indices (all data)
R1 = 0.0789, wR2 = 0.1378

Largest diff. peak and hole
3.369 and (1.990 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.

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.
Cl1
5815(2)
4611(2)
6739(1)
33(1)
1

Cl2
7519(2)
6574(2)
8674(1)
32(1)
1

Pt1
5231(1)
6010(1)
7688(1)
25(1)
1

C1
2763(8)
6301(7)
6035(5)
28(2)
1

C2
3943(8)
6784(7)
5622(6)
33(2)
1

C3
3894(10)
7495(7)
5037(6)
37(2)
1

C4
2667(10)
7779(7)
4807(6)
35(2)
1

C5
1522(9)
7314(8)
5209(6)
37(2)
1

C6
1558(9)
6575(7)
5815(6)
33(2)
1

C7
2591(12)
8564(9)
4183(8)
50(2)
1

C8
3669(13)
9206(10)
3885(9)
64(3)
1

C9
2561(9)
3981(7)
5888(6)
32(2)
1

C10
2486(9)
3912(8)
4914(6)
35(2)
1

C11
2161(9)
2867(8)
4286(7)
40(2)
1

C12
1956(10)
1906(8)
4629(7)
45(2)
1

C13
2040(11)
1956(8)
5596(8)
48(2)
1

C14
2349(10)
2996(8)
6235(6)
41(2)
1

C15
1656(8)
4948(7)
7473(6)
30(2)
1

C16
203(9)
4640(7)
7088(7)
37(2)
1

C17
(793(9)
4303(8)
7652(7)
43(2)
1

C18
(347(10)
4262(8)
8593(7)
43(2)
1

C19
1080(10)
4525(7)
8973(7)
39(2)
1

C20
2069(9)
4861(7)
8410(6)
31(2)
1

P1
3014(2)
5329(2)
6769(1)
26(1)
1

C21
6584(8)
8758(6)
8719(6)
28(2)
1

C22
7113(9)
8931(7)
7883(6)
33(2)
1

C23
8321(9)
9827(7)
7929(6)
33(2)
1

C24
9098(8)
10558(7)
8810(6)
32(2)
1

C25
8575(9)
10383(7)
9634(6)
32(2)
1

C26
7317(8)
9501(7)
9587(6)
30(2)
1

C27
10453(10)
11477(7)
8886(7)
42(2)
1

C28
11141(12)
11678(9)
8204(8)
58(3)
1

C29
3520(8)
8033(7)
8163(6)
29(2)
1

C30
3763(9)
8896(7)
7672(6)
35(2)
1

C31
2675(11)
9268(8)
7356(7)
47(2)
1

C32
1333(10)
8802(8)
7529(7)
44(2)
1

C33
1062(9)
7937(8)
8003(6)
38(2)
1

C34
2164(9)
7563(7)
8335(6)
33(2)
1

C35
4763(8)
7458(7)
9816(5)
28(2)
1

C36
4268(10)
8215(7)
10350(6)
37(2)
1

C37
4077(9)
8124(8)
11272(6)
38(2)
1

C38
4393(10)
7312(9)
11664(7)
43(2)
1

C39
4900(9)
6549(7)
11144(6)
36(2)
1

C40
5096(8)
6629(7)
10217(6)
30(2)
1

P2
4967(2)
7539(2)
8595(1)
26(1)
1

	


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

	


Cl1(Pt1
2.3338(19)

Cl2(Pt1
2.3567(18)

Pt1(P1
2.2506(19)

Pt1(P2
2.2644(19)

C1(C6
1.378(11)

C1(C2
1.421(12)

C1(P1
1.819(8)

C2(C3
1.351(12)

C2(H2
0.9500

C3(C4
1.408(12)

C3(H3
0.9500

C4(C5
1.380(13)

C4(C7
1.471(13)

C5(C6
1.398(13)

C5(H5
0.9500

C6(H6
0.9500

C7(C8
1.319(16)

C7(H7
0.9500

C8(H8A
0.9500

C8(H8B
0.9500

C9(C10
1.383(12)

C9(C14
1.399(13)

C9(P1
1.836(8)

C10(C11
1.389(12)

C10(H10
0.9500

C11(C12
1.370(14)

C11(H11
0.9500

C12(C13
1.377(14)

C12(H12
0.9500

C13(C14
1.394(12)

C13(H13
0.9500

C14(H14
0.9500

C15(C20
1.393(12)

C15(C16
1.396(11)

C15(P1
1.815(9)

C16(C17
1.393(13)

C16(H16
0.9500

C17(C18
1.385(14)

C17(H17
0.9500

C18(C19
1.377(13)

C18(H18
0.9500

C19(C20
1.388(12)

C19(H19
0.9500

C20(H20
0.9500

C21(C26
1.381(11)

C21(C22
1.412(12)

C21(P2
1.829(8)

C22(C23
1.370(12)

C22(H22
0.9500

C23(C24
1.398(12)

C23(H23
0.9500

C24(C25
1.394(12)

C24(C27
1.472(12)

C25(C26
1.392(12)

C25(H25
0.9500

C26(H26
0.9500

C27(C28
1.300(14)

C27(H27
0.9500

C28(H28A
0.9500

C28(H28B
0.9500

C29(C30
1.388(12)

C29(C34
1.389(12)

C29(P2
1.837(8)

C30(C31
1.378(12)

C30(H30
0.9500

C31(C32
1.376(14)

C31(H31
0.9500

C32(C33
1.376(14)

C32(H32
0.9500

C33(C34
1.398(12)

C33(H33
0.9500

C34(H34
0.9500

C35(C36
1.388(11)

C35(C40
1.395(11)

C35(P2
1.823(8)

C36(C37
1.393(12)

C36(H36
0.9500

C37(C38
1.362(14)

C37(H37
0.9500

C38(C39
1.392(13)

C38(H38
0.9500

C39(C40
1.398(12)

C39(H39
0.9500

C40(H40
0.9500

P1(Pt1(P2
96.05(7)

P1(Pt1(Cl1
89.76(7)

P2(Pt1(Cl1
171.85(8)

P1(Pt1(Cl2
175.32(8)

P2(Pt1(Cl2
86.88(7)

Cl1(Pt1(Cl2
87.70(7)

C6(C1(C2
117.9(8)

C6(C1(P1
127.3(7)

C2(C1(P1
114.7(6)

C3(C2(C1
121.4(8)

C3(C2(H2
119.3

C1(C2(H2
119.3

C2(C3(C4
121.1(8)

C2(C3(H3
119.5

C4(C3(H3
119.5

C5(C4(C3
117.6(8)

C5(C4(C7
120.1(8)

C3(C4(C7
122.3(9)

C4(C5(C6
121.9(8)

C4(C5(H5
119.1

C6(C5(H5
119.1

C1(C6(C5
120.1(8)

C1(C6(H6
120.0

C5(C6(H6
120.0

C8(C7(C4
126.1(10)

C8(C7(H7
116.9

C4(C7(H7
116.9

C7(C8(H8A
120.0

C7(C8(H8B
120.0

H8A(C8(H8B
120.0

C10(C9(C14
119.5(7)

C10(C9(P1
122.8(7)

C14(C9(P1
117.6(6)

C9(C10(C11
120.1(9)

C9(C10(H10
120.0

C11(C10(H10
120.0

C12(C11(C10
120.3(9)

C12(C11(H11
119.9

C10(C11(H11
119.9

C11(C12(C13
120.6(8)

C11(C12(H12
119.7

C13(C12(H12
119.7

C12(C13(C14
119.9(10)

C12(C13(H13
120.1

C14(C13(H13
120.1

C13(C14(C9
119.7(9)

C13(C14(H14
120.2

C9(C14(H14
120.2

C20(C15(C16
118.3(8)

C20(C15(P1
118.7(6)

C16(C15(P1
122.7(7)

C17(C16(C15
120.0(8)

C17(C16(H16
120.0

C15(C16(H16
120.0

C18(C17(C16
120.3(8)

C18(C17(H17
119.9

C16(C17(H17
119.9

C19(C18(C17
120.5(9)

C19(C18(H18
119.7

C17(C18(H18
119.7

C18(C19(C20
119.1(9)

C18(C19(H19
120.5

C20(C19(H19
120.5

C19(C20(C15
121.7(8)

C19(C20(H20
119.1

C15(C20(H20
119.1

C15(P1(C1
113.6(4)

C15(P1(C9
100.8(4)

C1(P1(C9
103.6(4)

C15(P1(Pt1
112.0(3)

C1(P1(Pt1
110.6(3)

C9(P1(Pt1
115.9(3)

C26(C21(C22
118.7(7)

C26(C21(P2
123.3(7)

C22(C21(P2
118.0(6)

C23(C22(C21
120.8(7)

C23(C22(H22
119.6

C21(C22(H22
119.6

C22(C23(C24
120.8(8)

C22(C23(H23
119.6

C24(C23(H23
119.6

C25(C24(C23
118.2(7)

C25(C24(C27
119.9(8)

C23(C24(C27
121.8(8)

C26(C25(C24
121.2(7)

C26(C25(H25
119.4

C24(C25(H25
119.4

C21(C26(C25
120.2(8)

C21(C26(H26
119.9

C25(C26(H26
119.9

C28(C27(C24
127.1(9)

C28(C27(H27
116.5

C24(C27(H27
116.5

C27(C28(H28A
120.0

C27(C28(H28B
120.0

H28A(C28(H28B
120.0

C30(C29(C34
118.7(7)

C30(C29(P2
120.8(6)

C34(C29(P2
120.6(7)

C31(C30(C29
120.5(9)

C31(C30(H30
119.8

C29(C30(H30
119.8

C32(C31(C30
120.8(10)

C32(C31(H31
119.6

C30(C31(H31
119.6

C33(C32(C31
119.7(8)

C33(C32(H32
120.1

C31(C32(H32
120.1

C32(C33(C34
119.7(9)

C32(C33(H33
120.1

C34(C33(H33
120.1

C29(C34(C33
120.5(9)

C29(C34(H34
119.7

C33(C34(H34
119.7

C36(C35(C40
119.7(8)

C36(C35(P2
120.2(6)

C40(C35(P2
120.0(6)

C35(C36(C37
119.7(8)

C35(C36(H36
120.1

C37(C36(H36
120.1

C38(C37(C36
120.7(8)

C38(C37(H37
119.6

C36(C37(H37
119.6

C37(C38(C39
120.5(9)

C37(C38(H38
119.8

C39(C38(H38
119.8

C38(C39(C40
119.4(8)

C38(C39(H39
120.3

C40(C39(H39
120.3

C35(C40(C39
119.9(8)

C35(C40(H40
120.1

C39(C40(H40
120.1

C35(P2(C21
105.7(4)

C35(P2(C29
102.6(4)

C21(P2(C29
103.7(4)

C35(P2(Pt1
116.1(3)

C21(P2(Pt1
107.7(3)

C29(P2(Pt1
119.6(2)

	


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
Cl1
34(1) 
36(1)
30(1) 
(1(1)
3(1) 
18(1)

Cl2
24(1) 
33(1)
34(1) 
0(1)
(1(1) 
10(1)

Pt1
24(1) 
25(1)
25(1) 
1(1)
1(1) 
9(1)

C1
28(4) 
25(4)
24(4) 
(3(3)
(3(3) 
9(3)

C2
25(4) 
40(5)
30(4) 
2(4)
(3(3) 
15(4)

C3
41(5) 
31(4)
36(5) 
4(4)
7(4) 
12(4)

C4
42(5) 
34(4)
28(4) 
3(3)
2(3) 
16(4)

C5
32(4) 
39(5)
37(5) 
2(4)
(4(4) 
18(4)

C6
28(4) 
28(4)
40(5) 
(1(3)
3(3) 
11(3)

C7
53(6) 
49(6)
51(6) 
15(5)
1(5) 
23(5)

C8
65(7) 
63(7)
67(8) 
32(6)
16(6) 
18(6)

C9
34(4) 
29(4)
30(4) 
(8(3)
2(3) 
16(3)

C10
29(4) 
39(5)
32(4) 
(2(4)
3(3) 
13(4)

C11
32(4) 
43(5)
37(5) 
(7(4)
3(4) 
12(4)

C12
46(5) 
36(5)
40(5) 
(17(4)
0(4) 
13(4)

C13
51(6) 
31(5)
55(6) 
(1(4)
4(5) 
14(4)

C14
48(5) 
40(5)
30(4) 
0(4)
(7(4) 
19(4)

C15
27(4) 
23(4)
34(4) 
(3(3)
2(3) 
8(3)

C16
30(4) 
32(4)
39(5) 
1(4)
(7(4) 
8(4)

C17
23(4) 
45(5)
61(6) 
9(5)
8(4) 
12(4)

C18
38(5) 
41(5)
52(6) 
12(4)
20(4) 
13(4)

C19
39(5) 
30(4)
38(5) 
0(4)
8(4) 
5(4)

C20
26(4) 
25(4)
35(4) 
(2(3)
(3(3) 
6(3)

P1
24(1) 
27(1)
24(1) 
(1(1)
(1(1) 
10(1)

C21
26(4) 
18(3)
35(4) 
1(3)
(1(3) 
8(3)

C22
35(4) 
27(4)
31(4) 
(2(3)
1(3) 
8(3)

C23
31(4) 
30(4)
36(4) 
4(3)
7(3) 
9(3)

C24
25(4) 
24(4)
42(5) 
1(3)
5(3) 
5(3)

C25
36(4) 
27(4)
23(4) 
(8(3)
(5(3) 
11(3)

C26
24(4) 
30(4)
32(4) 
0(3)
2(3) 
9(3)

C27
40(5) 
26(4)
45(5) 
(2(4)
1(4) 
(1(4)

C28
58(7) 
45(6)
52(6) 
10(5)
10(5) 
(6(5)

C29
27(4) 
25(4)
28(4) 
(6(3)
(4(3) 
12(3)

C30
32(4) 
27(4)
39(5) 
1(4)
(4(4) 
9(3)

C31
51(6) 
36(5)
52(6) 
7(4)
(1(5) 
20(4)

C32
34(5) 
35(5)
54(6) 
(7(4)
(10(4) 
18(4)

C33
34(5) 
36(5)
39(5) 
(8(4)
2(4) 
15(4)

C34
31(4) 
29(4)
35(4) 
(4(3)
3(3) 
12(3)

C35
30(4) 
26(4)
20(4) 
(3(3)
(3(3) 
10(3)

C36
44(5) 
32(4)
31(4) 
(3(4)
6(4) 
14(4)

C37
37(5) 
38(5)
33(4) 
(5(4)
4(4) 
12(4)

C38
39(5) 
58(6)
32(5) 
6(4)
8(4) 
17(5)

C39
37(5) 
31(4)
36(5) 
5(4)
4(4) 
9(4)

C40
24(4) 
31(4)
31(4) 
3(3)
1(3) 
8(3)

P2
25(1) 
25(1)
25(1) 
1(1)
1(1) 
11(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H2
4782
6602
5762
39
1

H3
4702
7808
4775
44
1

H5
686
7500
5069
44
1

H6
749
6262
6075
40
1

H7
1681
8613
3976
60
1

H8A
4601
9187
4073
76
1

H8B
3515
9689
3481
76
1

H10
2658
4580
4676
42
1

H11
2080
2820
3616
48
1

H12
1755
1197
4195
54
1

H13
1886
1284
5827
57
1

H14
2416
3036
6904
49
1

H16
(108
4659
6441
44
1

H17
(1781
4100
7390
52
1

H18
(1030
4052
8978
51
1

H19
1382
4477
9613
46
1

H20
3052
5037
8670
38
1

H22
6625
8421
7282
40
1

H23
8634
9952
7355
40
1

H25
9086
10874
10239
38
1

H26
6961
9411
10154
36
1

H27
10871
11976
9501
51
1

H28A
10771
11205
7575
70
1

H28B
12012
12299
8334
70
1

H30
4686
9232
7554
42
1

H31
2854
9853
7015
57
1

H32
596
9077
7321
53
1

H33
129
7595
8105
46
1

H34
1984
6982
8681
40
1

H36
4061
8792
10087
45
1

H37
3722
8634
11632
45
1

H38
4267
7266
12297
52
1

H39
5110
5979
11417
44
1

H40
5456
6120
9861
36
1
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