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Table 1. Crystal data and structure refinement.

	


Identification code 
03src0784    

Empirical formula 
C37H34I2OP2Pt

Formula weight 
1005.47

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Triclinic

Space group 
P(1 

Unit cell dimensions
a = 9.774 Å
( = 86.34°


b = 10.464 Å
( = 77.81°


c = 17.739 Å
(  = 70.52°

Volume
1671.9 Å3
Z
2

Density (calculated)
1.997 Mg / m3
Absorption coefficient
6.168 mm(1
F(000)
956

Crystal
Block; Yellow

Crystal size
0.24 ( 0.18 ( 0.10 mm3
( range for data collection
2.95 ( 27.48°

Index ranges
(12 ( h ( 12, (13 ( k ( 13, (22 ( l ( 23

Reflections collected
32934

Independent reflections
7641 [Rint = 0.0650]

Completeness to ( = 27.48°
99.6 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.5775 and 0.3191

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7641 / 88 / 433

Goodness-of-fit on F2
1.076

Final R indices [F2 > 2((F2)]
R1 = 0.0397, wR2 = 0.0962

R indices (all data)
R1 = 0.0478, wR2 = 0.0996

Largest diff. peak and hole
1.356 and (2.453 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 were fixed.

There is a molecule of methanol disordered over three sites.

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
6565(7)
1807(6)
4582(4)
21(1)
1

C2
5542(8)
1663(7)
5222(4)
28(1)
1

C3
5915(9)
1403(8)
5936(4)
35(2)
1

C4
7346(9)
1254(7)
6018(4)
34(2)
1

C5
8371(9)
1400(8)
5380(4)
34(2)
1

C6
8001(8)
1665(7)
4671(4)
28(1)
1

C7
7028(7)
3529(6)
3353(4)
23(1)
1

C8
6703(8)
4681(7)
3801(5)
34(2)
1

C9
7404(9)
5622(8)
3569(6)
49(2)
1

C10
8446(9)
5409(8)
2897(7)
52(3)
1

C11
8854(9)
4246(9)
2474(5)
43(2)
1

C12
8132(7)
3300(7)
2700(4)
29(2)
1

C13
4094(7)
3112(7)
3879(4)
22(1)
1

C14
3284(7)
2218(8)
4025(4)
29(2)
1

C15
1756(8)
2700(10)
4207(4)
40(2)
1

C16
1026(8)
4093(10)
4239(4)
42(2)
1

C17
1823(8)
4984(9)
4108(4)
37(2)
1

C18
3352(8)
4502(7)
3933(4)
28(2)
1

C19
3995(7)
1393(6)
1627(4)
23(1)
1

C20
3950(8)
1090(8)
879(4)
34(2)
1

C21
2890(8)
572(9)
752(5)
38(2)
1

C22
1873(8)
335(7)
1362(5)
34(2)
1

C23
1903(8)
627(7)
2106(4)
29(2)
1

C24
2963(7)
1141(7)
2240(4)
24(1)
1

C25
4367(7)
3863(6)
2039(3)
20(1)
1

C26
5179(7)
4735(7)
1993(4)
24(1)
1

C27
4495(8)
6112(7)
2116(4)
28(1)
1

C28
2961(8)
6648(7)
2270(4)
30(2)
1

C29
2142(7)
5797(7)
2296(4)
29(2)
1

C30
2826(7)
4396(7)
2190(4)
24(1)
1

C31
6584(7)
2209(6)
933(4)
22(1)
1

C32
5975(7)
3066(7)
371(4)
27(1)
1

C33
6870(8)
3252(7)
(317(4)
30(2)
1

C34
8381(8)
2611(7)
(437(4)
29(2)
1

C35
9003(7)
1792(7)
122(4)
25(1)
1

C36
8103(7)
1586(6)
808(4)
21(1)
1

Pt1
6656(1)
703(1)
2702(1)
16(1)
1

P1
6094(2)
2297(2)
3633(1)
17(1)
1

P2
5371(2)
2058(2)
1847(1)
18(1)
1

I1
8485(1)
(1055(1)
3464(1)
32(1)
1

I2
7212(1)
(1281(1)
1708(1)
32(1)
1

C51
790(20)
4240(30)
356(14)
27(2)
0.305(4)

O51
1605(18)
4200(19)
(337(12)
28(2)
0.305(4)

C52
1110(20)
4210(30)
778(13)
28(2)
0.279(11)

O52
1160(30)
4170(20)
23(13)
27(2)
0.279(11)

C53
937(19)
4557(17)
(342(10)
28(2)
0.415(11)

O53
1454(16)
3898(14)
248(9)
27(2)
0.415(11)

	


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

	


C1(C2
1.383(9)

C1(C6
1.403(9)

C1(P1
1.834(6)

C2(C3
1.377(10)

C2(H2
0.9500

C3(C4
1.392(11)

C3(H3
0.9500

C4(C5
1.381(11)

C4(H4
0.9500

C5(C6
1.368(10)

C5(H5
0.9500

C6(H6
0.9500

C7(C12
1.378(10)

C7(C8
1.396(10)

C7(P1
1.804(6)

C8(C9
1.374(11)

C8(H8
0.9500

C9(C10
1.369(14)

C9(H9
0.9500

C10(C11
1.367(14)

C10(H10
0.9500

C11(C12
1.392(10)

C11(H11
0.9500

C12(H12
0.9500

C13(C18
1.391(9)

C13(C14
1.395(9)

C13(P1
1.820(6)

C14(C15
1.380(10)

C14(H14
0.9500

C15(C16
1.392(13)

C15(H15
0.9500

C16(C17
1.382(13)

C16(H16
0.9500

C17(C18
1.381(10)

C17(H17
0.9500

C18(H18
0.9500

C19(C24
1.396(9)

C19(C20
1.396(9)

C19(P2
1.824(7)

C20(C21
1.382(10)

C20(H20
0.9500

C21(C22
1.376(11)

C21(H21
0.9500

C22(C23
1.382(11)

C22(H22
0.9500

C23(C24
1.383(9)

C23(H23
0.9500

C24(H24
0.9500

C25(C26
1.383(9)

C25(C30
1.393(9)

C25(P2
1.831(6)

C26(C27
1.381(9)

C26(H26
0.9500

C27(C28
1.386(10)

C27(H27
0.9500

C28(C29
1.375(11)

C28(H28
0.9500

C29(C30
1.400(9)

C29(H29
0.9500

C30(H30
0.9500

C31(C36
1.383(9)

C31(C32
1.390(9)

C31(P2
1.827(6)

C32(C33
1.388(10)

C32(H32
0.9500

C33(C34
1.379(10)

C33(H33
0.9500

C34(C35
1.373(10)

C34(H34
0.9500

C35(C36
1.393(9)

C35(H35
0.9500

C36(H36
0.9500

Pt1(P1
2.2735(16)

Pt1(P2
2.2867(15)

Pt1(I1
2.6303(5)

Pt1(I2
2.6499(5)

C51(O51
1.310(13)

C51(H51A
0.9800

C51(H51B
0.9800

C51(H51C
0.9800

O51(H51
0.8400

C52(O52
1.333(14)

C52(H52A
0.9800

C52(H52B
0.9800

C52(H52C
0.9800

O52(H52
0.8400

C53(O53
1.313(13)

C53(H53A
0.9800

C53(H53B
0.9800

C53(H53C
0.9800

O53(H53
0.8400

C2(C1(C6
118.7(6)

C2(C1(P1
122.9(5)

C6(C1(P1
118.3(5)

C3(C2(C1
120.9(7)

C3(C2(H2
119.6

C1(C2(H2
119.6

C2(C3(C4
120.0(7)

C2(C3(H3
120.0

C4(C3(H3
120.0

C5(C4(C3
119.4(7)

C5(C4(H4
120.3

C3(C4(H4
120.3

C6(C5(C4
120.7(7)

C6(C5(H5
119.7

C4(C5(H5
119.7

C5(C6(C1
120.4(7)

C5(C6(H6
119.8

C1(C6(H6
119.8

C12(C7(C8
119.1(6)

C12(C7(P1
119.4(5)

C8(C7(P1
121.5(5)

C9(C8(C7
120.5(8)

C9(C8(H8
119.7

C7(C8(H8
119.7

C10(C9(C8
119.4(8)

C10(C9(H9
120.3

C8(C9(H9
120.3

C11(C10(C9
121.2(7)

C11(C10(H10
119.4

C9(C10(H10
119.4

C10(C11(C12
119.6(8)

C10(C11(H11
120.2

C12(C11(H11
120.2

C7(C12(C11
120.0(7)

C7(C12(H12
120.0

C11(C12(H12
120.0

C18(C13(C14
119.5(6)

C18(C13(P1
125.9(5)

C14(C13(P1
114.5(5)

C15(C14(C13
120.6(7)

C15(C14(H14
119.7

C13(C14(H14
119.7

C14(C15(C16
119.2(8)

C14(C15(H15
120.4

C16(C15(H15
120.4

C17(C16(C15
120.4(7)

C17(C16(H16
119.8

C15(C16(H16
119.8

C18(C17(C16
120.3(7)

C18(C17(H17
119.8

C16(C17(H17
119.8

C17(C18(C13
119.8(7)

C17(C18(H18
120.1

C13(C18(H18
120.1

C24(C19(C20
118.6(6)

C24(C19(P2
118.1(5)

C20(C19(P2
123.3(5)

C21(C20(C19
120.4(7)

C21(C20(H20
119.8

C19(C20(H20
119.8

C22(C21(C20
120.5(7)

C22(C21(H21
119.8

C20(C21(H21
119.8

C21(C22(C23
119.9(7)

C21(C22(H22
120.0

C23(C22(H22
120.0

C22(C23(C24
120.2(7)

C22(C23(H23
119.9

C24(C23(H23
119.9

C23(C24(C19
120.5(6)

C23(C24(H24
119.8

C19(C24(H24
119.8

C26(C25(C30
119.1(6)

C26(C25(P2
118.3(5)

C30(C25(P2
122.5(5)

C27(C26(C25
121.4(6)

C27(C26(H26
119.3

C25(C26(H26
119.3

C26(C27(C28
119.8(6)

C26(C27(H27
120.1

C28(C27(H27
120.1

C29(C28(C27
119.4(6)

C29(C28(H28
120.3

C27(C28(H28
120.3

C28(C29(C30
121.2(6)

C28(C29(H29
119.4

C30(C29(H29
119.4

C25(C30(C29
119.1(6)

C25(C30(H30
120.5

C29(C30(H30
120.5

C36(C31(C32
118.9(6)

C36(C31(P2
122.0(5)

C32(C31(P2
118.9(5)

C33(C32(C31
120.6(6)

C33(C32(H32
119.7

C31(C32(H32
119.7

C34(C33(C32
119.7(6)

C34(C33(H33
120.1

C32(C33(H33
120.1

C35(C34(C33
120.3(6)

C35(C34(H34
119.8

C33(C34(H34
119.8

C34(C35(C36
120.0(6)

C34(C35(H35
120.0

C36(C35(H35
120.0

C31(C36(C35
120.4(6)

C31(C36(H36
119.8

C35(C36(H36
119.8

P1(Pt1(P2
97.52(6)

P1(Pt1(I1
90.67(4)

P2(Pt1(I1
169.73(4)

P1(Pt1(I2
175.07(4)

P2(Pt1(I2
85.20(4)

I1(Pt1(I2
87.085(16)

C7(P1(C13
111.1(3)

C7(P1(C1
100.5(3)

C13(P1(C1
102.3(3)

C7(P1(Pt1
112.3(2)

C13(P1(Pt1
109.5(2)

C1(P1(Pt1
120.4(2)

C19(P2(C31
107.2(3)

C19(P2(C25
104.3(3)

C31(P2(C25
98.5(3)

C19(P2(Pt1
111.3(2)

C31(P2(Pt1
112.2(2)

C25(P2(Pt1
121.9(2)

O52(C52(H52A
109.5

O52(C52(H52B
109.5

H52A(C52(H52B
109.5

O52(C52(H52C
109.5

H52A(C52(H52C
109.5

H52B(C52(H52C
109.5

C52(O52(H52
109.5

	


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
C1
26(3) 
19(3)
17(3) 
0(2)
(8(2) 
(6(2)

C2
32(4) 
30(4)
23(3) 
2(3)
(9(3) 
(10(3)

C3
46(4) 
33(4)
22(3) 
1(3)
(5(3) 
(10(3)

C4
53(5) 
25(3)
22(3) 
0(3)
(21(3) 
(1(3)

C5
37(4) 
34(4)
35(4) 
2(3)
(23(3) 
(8(3)

C6
25(3) 
31(4)
30(4) 
1(3)
(11(3) 
(9(3)

C7
19(3) 
23(3)
28(3) 
4(3)
(12(3) 
(6(2)

C8
30(4) 
26(4)
50(5) 
(5(3)
(14(3) 
(10(3)

C9
33(4) 
28(4)
93(8) 
2(4)
(25(5) 
(12(3)

C10
33(4) 
31(4)
103(8) 
23(5)
(30(5) 
(18(4)

C11
26(4) 
55(5)
55(5) 
22(4)
(15(4) 
(23(4)

C12
22(3) 
35(4)
35(4) 
10(3)
(15(3) 
(11(3)

C13
20(3) 
29(3)
16(3) 
0(2)
(5(2) 
(6(3)

C14
23(3) 
39(4)
27(4) 
(11(3)
(4(3) 
(10(3)

C15
26(4) 
69(6)
30(4) 
(14(4)
0(3) 
(22(4)

C16
20(3) 
72(6)
22(4) 
(18(4)
(1(3) 
0(4)

C17
30(4) 
46(4)
21(3) 
(1(3)
(3(3) 
6(3)

C18
28(3) 
32(4)
18(3) 
1(3)
(4(3) 
0(3)

C19
22(3) 
21(3)
25(3) 
(2(2)
(9(3) 
(2(2)

C20
25(3) 
52(5)
23(3) 
(14(3)
(2(3) 
(11(3)

C21
28(4) 
54(5)
35(4) 
(16(4)
(11(3) 
(12(3)

C22
27(4) 
31(4)
44(4) 
(7(3)
(19(3) 
(4(3)

C23
26(3) 
23(3)
39(4) 
6(3)
(13(3) 
(6(3)

C24
26(3) 
27(3)
22(3) 
4(3)
(11(3) 
(10(3)

C25
19(3) 
20(3)
17(3) 
(1(2)
(6(2) 
(1(2)

C26
21(3) 
26(3)
27(3) 
(1(3)
(9(3) 
(5(3)

C27
38(4) 
23(3)
25(3) 
3(3)
(12(3) 
(10(3)

C28
40(4) 
21(3)
22(3) 
1(3)
(10(3) 
2(3)

C29
23(3) 
27(3)
27(4) 
3(3)
(2(3) 
2(3)

C30
19(3) 
25(3)
24(3) 
2(3)
(2(2) 
(4(2)

C31
20(3) 
22(3)
20(3) 
(1(2)
(5(2) 
(2(2)

C32
23(3) 
30(4)
23(3) 
(1(3)
(5(3) 
0(3)

C33
31(4) 
29(4)
23(3) 
2(3)
(8(3) 
(1(3)

C34
35(4) 
30(4)
21(3) 
0(3)
3(3) 
(14(3)

C35
25(3) 
23(3)
25(3) 
0(3)
(3(3) 
(6(3)

C36
23(3) 
21(3)
18(3) 
2(2)
(7(2) 
(6(2)

Pt1
15(1) 
17(1)
17(1) 
0(1)
(5(1) 
(4(1)

P1
15(1) 
21(1)
15(1) 
0(1)
(4(1) 
(5(1)

P2
18(1) 
20(1)
16(1) 
(1(1)
(6(1) 
(4(1)

I1
35(1) 
25(1)
37(1) 
1(1)
(20(1) 
(5(1)

I2
37(1) 
28(1)
30(1) 
(2(1)
(8(1) 
(7(1)

C51
10(5) 
17(5)
58(6) 
(20(4)
(10(5) 
(3(4)

O51
10(5) 
17(5)
58(6) 
(20(4)
(10(5) 
(2(4)

C52
11(5) 
17(5)
58(6) 
(20(4)
(9(5) 
(2(4)

O52
9(5) 
17(5)
58(6) 
(20(4)
(10(5) 
(3(4)

C53
10(5) 
18(5)
59(6) 
(20(4)
(9(5) 
(2(4)

O53
10(5) 
17(5)
58(6) 
(20(4)
(9(5) 
(3(4)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H2
4570
1745
5169
34
1

H3
5196
1325
6374
42
1

H4
7615
1054
6507
41
1

H5
9344
1316
5435
40
1

H6
8720
1753
4236
34
1

H8
5992
4816
4271
41
1

H9
7168
6413
3871
58
1

H10
8893
6081
2723
63
1

H11
9626
4086
2028
51
1

H12
8400
2496
2404
35
1

H14
3790
1268
3998
35
1

H15
1209
2087
4310
48
1

H16
(26
4434
4352
50
1

H17
1315
5934
4138
45
1

H18
3896
5117
3851
34
1

H20
4653
1242
455
40
1

H21
2862
377
241
46
1

H22
1152
(29
1271
40
1

H23
1194
474
2526
35
1

H24
2989
1324
2754
29
1

H26
6231
4378
1874
29
1

H27
5073
6690
2095
34
1

H28
2482
7593
2357
36
1

H29
1091
6167
2389
35
1

H30
2248
3816
2219
29
1

H32
4938
3527
459
33
1

H33
6443
3818
(705
36
1

H34
8995
2737
(908
35
1

H35
10046
1367
42
30
1

H36
8536
1012
1192
25
1

H51A
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