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Table 1. Crystal data and structure refinement.



Identification code 
00src148    

Empirical formula 
C33H30ClNO3P2Pt

Formula weight 
781.06

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/c 

Unit cell dimensions
a = 10.647(2) Å
( = 90°


b = 17.517(4) Å
( = 105.06(3)°


c = 16.715(3) Å
(  = 90°

Volume
3010.3(10) Å3
Z
4

Density (calculated)
1.723 Mg / m3
Absorption coefficient
4.892 mm(1
F(000)
1536

Crystal
plate; colourless

Crystal size
0.40 ( 0.10 ( 0.03 mm3
( range for data collection
3.01 ( 27.47°

Index ranges
(13 ( h ( 13, (22 ( k ( 22, (19 ( l ( 21

Reflections collected
34591

Independent reflections
6881 [Rint = 0.0603]

Completeness to ( = 27.47°
99.7 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.8875 and 0.2450

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
6881 / 0 / 373

Goodness-of-fit on F2
0.871

Final R indices [F2 > 2((F2)]
R1 = 0.0363, wR2 = 0.1003

R indices (all data)
R1 = 0.0423, wR2 = 0.1076

Extinction coefficient
0.00081(19)

Largest diff. peak and hole
3.063 and (2.924 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.
Pt1
7339(1)
1536(1)
2423(1)
17(1)
1

Cl1
5110(1)
1352(1)
2330(1)
25(1)
1

P1
9367(1)
1703(1)
2389(1)
19(1)
1

P2
7278(1)
2488(1)
3347(1)
19(1)
1

O1
8432(3)
(813(2)
(779(2)
28(1)
1

O2
7235(3)
(1597(1)
(220(2)
28(1)
1

O3
8723(3)
2797(2)
3754(2)
26(1)
1

N1
9495(3)
1194(2)
1573(2)
23(1)
1

C1
7361(4)
717(2)
1541(2)
19(1)
1

C2
6388(3)
195(2)
1211(2)
20(1)
1

C3
6499(3)
(358(2)
627(2)
22(1)
1

C4
7594(3)
(365(2)
327(2)
20(1)
1

C5
7792(3)
(928(2)
(288(2)
21(1)
1

C6
7442(4)
(2200(2)
(767(3)
31(1)
1

C7
8593(3)
156(2)
633(2)
20(1)
1

C8
8485(3)
679(2)
1238(2)
19(1)
1

C9
9844(3)
2665(2)
2184(2)
20(1)
1

C10
9233(4)
2992(2)
1418(2)
27(1)
1

C11
9492(4)
3745(3)
1259(3)
34(1)
1

C12
10380(4)
4167(2)
1854(3)
34(1)
1

C13
10982(4)
3845(3)
2605(3)
30(1)
1

C14
10722(4)
3099(2)
2781(2)
25(1)
1

C15
10653(4)
1395(2)
3272(2)
22(1)
1

C16
10372(4)
1146(2)
3997(2)
29(1)
1

C17
11372(4)
904(3)
4664(2)
36(1)
1

C18
12646(4)
921(3)
4613(3)
37(1)
1

C19
12927(4)
1171(3)
3896(3)
34(1)
1

C20
11937(4)
1405(3)
3228(3)
30(1)
1

C21
8995(5)
3403(2)
4355(3)
34(1)
1

C22
6606(3)
2266(2)
4212(2)
22(1)
1

C23
6147(4)
2833(2)
4645(2)
25(1)
1

C24
5717(4)
2647(3)
5337(2)
29(1)
1

C25
5751(4)
1903(3)
5598(2)
28(1)
1

C26
6204(4)
1322(3)
5169(2)
27(1)
1

C27
6634(4)
1515(2)
4477(2)
22(1)
1

C28
6368(4)
3311(2)
2858(2)
25(1)
1

C29
5021(5)
3327(3)
2691(3)
31(1)
1

C30
4327(5)
3934(3)
2247(3)
41(1)
1

C31
4983(6)
4526(3)
1996(3)
50(1)
1

C32
6298(6)
4517(3)
2161(3)
50(1)
1

C33
7006(5)
3909(3)
2588(3)
37(1)
1



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



Pt1(C1
2.062(3)

Pt1(P1
2.1951(11)

Pt1(P2
2.2855(10)

Pt1(Cl1
2.3590(11)

P1(N1
1.663(3)

P1(C15
1.816(4)

P1(C9
1.818(4)

P2(O3
1.606(3)

P2(C28
1.809(4)

P2(C22
1.814(3)

O1(C5
1.211(5)

O2(C5
1.331(5)

O2(C6
1.452(4)

O3(C21
1.439(5)

N1(C8
1.404(4)

C1(C2
1.385(5)

C1(C8
1.417(5)

C2(C3
1.402(5)

C3(C4
1.384(5)

C4(C7
1.394(5)

C4(C5
1.479(5)

C7(C8
1.390(5)

C9(C10
1.399(5)

C9(C14
1.402(5)

C10(C11
1.388(6)

C11(C12
1.393(6)

C12(C13
1.373(6)

C13(C14
1.384(6)

C15(C20
1.388(6)

C15(C16
1.392(5)

C16(C17
1.392(6)

C17(C18
1.381(6)

C18(C19
1.381(6)

C19(C20
1.382(6)

C22(C27
1.387(5)

C22(C23
1.390(5)

C23(C24
1.389(5)

C24(C25
1.371(6)

C25(C26
1.401(6)

C26(C27
1.391(5)

C28(C33
1.386(6)

C28(C29
1.388(7)

C29(C30
1.393(7)

C30(C31
1.376(7)

C31(C32
1.356(8)

C32(C33
1.391(7)

C1(Pt1(P1
83.08(11)

C1(Pt1(P2
176.98(10)

P1(Pt1(P2
96.97(4)

C1(Pt1(Cl1
93.20(11)

P1(Pt1(Cl1
174.84(3)

P2(Pt1(Cl1
86.57(4)

N1(P1(C15
107.62(18)

N1(P1(C9
104.84(16)

C15(P1(C9
103.87(18)

N1(P1(Pt1
103.94(12)

C15(P1(Pt1
118.55(13)

C9(P1(Pt1
116.96(12)

O3(P2(C28
105.35(18)

O3(P2(C22
105.51(15)

C28(P2(C22
104.74(17)

O3(P2(Pt1
109.90(10)

C28(P2(Pt1
112.48(13)

C22(P2(Pt1
117.91(13)

C5(O2(C6
116.2(3)

C21(O3(P2
122.8(3)

C8(N1(P1
117.0(2)

C2(C1(C8
116.2(3)

C2(C1(Pt1
126.7(3)

C8(C1(Pt1
117.2(3)

C1(C2(C3
122.9(3)

C4(C3(C2
119.4(3)

C3(C4(C7
119.7(3)

C3(C4(C5
122.9(3)

C7(C4(C5
117.3(3)

O1(C5(O2
123.1(4)

O1(C5(C4
124.5(3)

O2(C5(C4
112.3(3)

C8(C7(C4
120.0(3)

C7(C8(N1
121.0(3)

C7(C8(C1
121.8(3)

N1(C8(C1
117.2(3)

C10(C9(C14
119.7(4)

C10(C9(P1
117.7(3)

C14(C9(P1
122.4(3)

C11(C10(C9
119.8(4)

C10(C11(C12
120.0(4)

C13(C12(C11
120.2(4)

C12(C13(C14
120.7(4)

C13(C14(C9
119.6(4)

C20(C15(C16
119.2(4)

C20(C15(P1
119.8(3)

C16(C15(P1
120.9(3)

C15(C16(C17
119.9(4)

C18(C17(C16
120.2(4)

C17(C18(C19
119.8(4)

C18(C19(C20
120.2(4)

C19(C20(C15
120.5(4)

C27(C22(C23
119.5(3)

C27(C22(P2
118.5(3)

C23(C22(P2
121.8(3)

C24(C23(C22
120.1(4)

C25(C24(C23
120.1(4)

C24(C25(C26
120.8(4)

C27(C26(C25
118.7(4)

C22(C27(C26
120.8(3)

C33(C28(C29
119.2(4)

C33(C28(P2
119.9(4)

C29(C28(P2
120.8(3)

C28(C29(C30
120.0(5)

C31(C30(C29
119.8(5)

C32(C31(C30
120.6(4)

C31(C32(C33
120.5(5)

C28(C33(C32
120.0(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
Pt1
16(1) 
20(1)
15(1) 
(1(1)
6(1) 
0(1)

Cl1
18(1) 
32(1)
27(1) 
(3(1)
9(1) 
(1(1)

P1
17(1) 
23(1)
17(1) 
(4(1)
6(1) 
(2(1)

P2
19(1) 
24(1)
17(1) 
(3(1)
7(1) 
(1(1)

O1
25(1) 
35(2)
28(1) 
(8(1)
14(1) 
(5(1)

O2
33(2) 
23(2)
32(2) 
(9(1)
13(1) 
(5(1)

O3
21(1) 
36(2)
24(1) 
(9(1)
9(1) 
(3(1)

N1
20(2) 
25(2)
27(2) 
(10(1)
13(1) 
(7(1)

C1
21(2) 
21(2)
16(2) 
2(1)
7(1) 
3(1)

C2
15(2) 
25(2)
22(2) 
(1(1)
6(1) 
1(1)

C3
19(2) 
26(2)
19(2) 
(2(1)
0(1) 
(4(2)

C4
18(2) 
26(2)
15(2) 
(3(1)
3(1) 
1(1)

C5
16(2) 
23(2)
21(2) 
(3(2)
0(1) 
(2(1)

C6
32(2) 
25(2)
37(2) 
(12(2)
9(2) 
0(2)

C7
20(2) 
25(2)
17(2) 
1(1)
9(1) 
0(1)

C8
18(2) 
21(2)
16(2) 
2(1)
4(1) 
(4(1)

C9
19(2) 
24(2)
21(2) 
(5(1)
10(1) 
(1(1)

C10
21(2) 
30(2)
29(2) 
(1(2)
6(2) 
(5(2)

C11
34(2) 
37(3)
30(2) 
6(2)
6(2) 
(1(2)

C12
40(2) 
25(2)
41(2) 
(2(2)
19(2) 
(7(2)

C13
31(2) 
30(2)
30(2) 
(9(2)
11(2) 
(12(2)

C14
29(2) 
26(2)
21(2) 
(4(2)
7(2) 
(4(2)

C15
21(2) 
22(2)
22(2) 
(2(2)
5(2) 
0(2)

C16
26(2) 
35(2)
28(2) 
(3(2)
7(2) 
2(2)

C17
40(2) 
44(3)
20(2) 
4(2)
4(2) 
5(2)

C18
35(2) 
42(3)
28(2) 
(3(2)
(1(2) 
8(2)

C19
22(2) 
43(3)
36(2) 
(5(2)
5(2) 
3(2)

C20
25(2) 
34(2)
30(2) 
(3(2)
9(2) 
1(2)

C21
33(3) 
45(3)
23(2) 
(14(2)
8(2) 
(11(2)

C22
20(2) 
32(2)
16(2) 
(2(1)
7(1) 
0(2)

C23
27(2) 
27(2)
22(2) 
0(2)
9(2) 
3(2)

C24
24(2) 
46(3)
19(2) 
(2(2)
7(2) 
4(2)

C25
22(2) 
46(3)
17(2) 
3(2)
6(2) 
(2(2)

C26
28(2) 
29(2)
22(2) 
3(2)
5(2) 
(4(2)

C27
20(2) 
27(2)
17(2) 
(1(1)
4(2) 
0(1)

C28
34(2) 
24(2)
20(2) 
(2(2)
11(2) 
4(2)

C29
37(3) 
35(2)
23(2) 
(2(2)
9(2) 
11(2)

C30
48(3) 
44(3)
29(2) 
(7(2)
7(2) 
23(2)

C31
88(4) 
28(2)
26(2) 
(2(2)
4(2) 
22(3)

C32
89(4) 
26(2)
31(2) 
1(2)
8(3) 
(9(3)

C33
53(3) 
33(2)
29(2) 
(2(2)
16(2) 
(7(2)



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

Atom 
x
y
z
Ueq
S.o.f.
H1
10151
1244
1367
27
1

H2
5626
212
1385
24
1

H3
5843
(716
443
27
1

H6A
7129
(2036
(1333
47
1

H6B
6980
(2649
(680
47
1

H6C
8354
(2312
(652
47
1

H7
9330
155
433
24
1

H10
8654
2705
1018
32
1

H11
9074
3967
755
41
1

H12
10565
4669
1742
40
1

H13
11570
4132
2999
36
1

H14
11128
2887
3293
30
1

H16
9516
1141
4036
35
1

H17
11181
730
5145
43
1

H18
13313
765
5062
44
1

H19
13784
1183
3861
41
1

H20
12133
1570
2746
35
1

H21A
8286
3760
4238
50
1

H21B
9780
3660
4329
50
1

H21C
9100
3194
4900
50
1

H23
6127
3339
4471
30
1

H24
5405
3027
5624
35
1

H25
5471
1783
6065
34
1

H26
6218
817
5343
32
1

H27
6943
1135
4189
26
1

H29
4582
2933
2875
37
1

H30
3423
3938
2121
49
1

H31
4520
4936
1710
59
1

H32
6731
4920
1987
60
1

H33
7908
3903
2693
45
1
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