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Table 1. Crystal data and structure refinement.



Identification code 
00SRC302    

Empirical formula 
C29H28Cl2IrN2PS2
Formula weight 
762.72

Temperature 
150(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/n

Unit cell dimensions
a = 7.97970(10) Å



b = 16.1834(2) Å
( = 90.4090(7)°


c = 21.5337(3) Å


Volume
2780.76(6) Å3
Z
4

Density (calculated)
1.822 Mg / m3
Absorption coefficient
5.224 mm(1
F(000)
1496

Crystal
Yellow Needle

Crystal size
0.32 ( 0.04 ( 0.04 mm3
( range for data collection
2.99 ( 25.03°

Index ranges
(9 ( h ( 8, (17 ( k ( 19, (25 ( l ( 25

Reflections collected
25488

Independent reflections
4898 [Rint = 0.0496]

Completeness to ( = 25.03°
99.7 % 

Absorption correction
Empirical

Max. and min. transmission
0.8182 and 0.2857

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
4898 / 0 / 335

Goodness-of-fit on F2
1.028

Final R indices [F2 > 2((F2)]
R1 = 0.0271, wR2 = 0.0635

R indices (all data)
R1 = 0.0337, wR2 = 0.0663

Extinction coefficient
0.00037(9)

Largest diff. peak and hole
1.401 and (1.003 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:  All hydrogen atoms were placed in idealised positions and refined using a 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.
Ir1
824(1)
1851(1)
3213(1)
15(1)
1

Cl1
3029(1)
1584(1)
2478(1)
23(1)
1

P1
2448(1)
2934(1)
4447(1)
17(1)
1

S2
495(1)
4696(1)
3279(1)
22(1)
1

S1
3141(1)
1952(1)
3935(1)
19(1)
1

Cl2
(366(2)
4976(1)
748(1)
35(1)
1

N1
1041(4)
3142(2)
3063(2)
16(1)
1

N2
1162(4)
3579(2)
4136(2)
20(1)
1

C1
(1892(5)
1889(2)
3129(2)
19(1)
1

C13
1299(6)
1699(3)
6035(2)
25(1)
1

C16
452(6)
3182(3)
5479(2)
26(1)
1

C9
170(6)
402(3)
4245(2)
28(1)
1

C29
759(5)
3522(3)
2485(2)
19(1)
1

C26
73(5)
4426(3)
1424(2)
25(1)
1

C15
(218(6)
2972(3)
6046(2)
31(1)
1

C27
516(6)
3599(3)
1378(2)
24(1)
1

C12
1976(5)
1900(2)
5463(2)
20(1)
1

C6
(2895(5)
2641(3)
2964(2)
27(1)
1

C22
5144(6)
3912(3)
4167(2)
32(1)
1

C18
4944(6)
3585(3)
5241(2)
31(1)
1

C17
4331(5)
3507(3)
4641(2)
23(1)
1

C19
6319(6)
4075(3)
5366(3)
43(1)
1

C14
201(5)
2224(3)
6321(2)
26(1)
1

C11
1541(5)
2648(3)
5183(2)
19(1)
1

C20
7098(6)
4484(3)
4898(3)
48(2)
1

C10
(2026(5)
2041(3)
4334(2)
26(1)
1

C23
976(5)
3685(2)
3530(2)
17(1)
1

C24
377(5)
4363(2)
2518(2)
19(1)
1

C25
(1(5)
4823(3)
1987(2)
24(1)
1

C2
(1237(5)
1292(3)
2702(2)
20(1)
1

C28
811(6)
3134(3)
1909(2)
21(1)
1

C7
(1503(6)
1263(3)
2013(2)
31(1)
1

C8
397(6)
(101(3)
2797(2)
31(1)
1

C4
(504(5)
881(3)
3703(2)
22(1)
1

C5
(1428(5)
1641(3)
3752(2)
19(1)
1

C3
(364(5)
662(3)
3066(2)
21(1)
1

C21
6527(6)
4403(3)
4297(3)
43(1)
1



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



Ir1(N1
2.122(3)

Ir1(C3
2.167(4)

Ir1(C2
2.170(4)

Ir1(C4
2.172(4)

Ir1(C5
2.173(4)

Ir1(C1
2.175(4)

Ir1(S1
2.4123(10)

Ir1(Cl1
2.4143(10)

P1(N2
1.607(3)

P1(C11
1.807(4)

P1(C17
1.811(4)

P1(S1
2.0140(15)

S2(C24
1.727(4)

S2(C23
1.765(4)

Cl2(C26
1.739(4)

N1(C23
1.337(5)

N1(C29
1.404(5)

N2(C23
1.322(5)

C1(C2
1.435(6)

C1(C5
1.445(6)

C1(C6
1.497(6)

C13(C14
1.370(6)

C13(C12
1.388(6)

C16(C15
1.379(7)

C16(C11
1.384(6)

C9(C4
1.497(6)

C29(C28
1.392(6)

C29(C24
1.396(6)

C26(C25
1.373(6)

C26(C27
1.389(6)

C15(C14
1.387(6)

C27(C28
1.387(6)

C12(C11
1.395(6)

C22(C17
1.378(6)

C22(C21
1.387(7)

C18(C19
1.379(7)

C18(C17
1.383(6)

C19(C20
1.361(8)

C20(C21
1.375(8)

C10(C5
1.493(6)

C24(C25
1.395(6)

C2(C3
1.460(6)

C2(C7
1.499(6)

C8(C3
1.494(6)

C4(C3
1.423(6)

C4(C5
1.439(6)

N1(Ir1(C3
152.60(14)

N1(Ir1(C2
113.26(14)

C3(Ir1(C2
39.33(15)

N1(Ir1(C4
145.78(15)

C3(Ir1(C4
38.28(15)

C2(Ir1(C4
64.81(15)

N1(Ir1(C5
107.72(15)

C3(Ir1(C5
64.95(16)

C2(Ir1(C5
65.06(15)

C4(Ir1(C5
38.68(16)

N1(Ir1(C1
92.38(14)

C3(Ir1(C1
65.06(15)

C2(Ir1(C1
38.56(15)

C4(Ir1(C1
64.63(15)

C5(Ir1(C1
38.83(15)

N1(Ir1(S1
88.21(9)

C3(Ir1(S1
119.16(11)

C2(Ir1(S1
158.41(11)

C4(Ir1(S1
96.35(11)

C5(Ir1(S1
107.46(11)

C1(Ir1(S1
144.15(11)

N1(Ir1(Cl1
90.88(10)

C3(Ir1(Cl1
93.73(11)

C2(Ir1(Cl1
98.40(11)

C4(Ir1(Cl1
123.33(12)

C5(Ir1(Cl1
158.67(12)

C1(Ir1(Cl1
132.92(11)

S1(Ir1(Cl1
82.88(4)

N2(P1(C11
105.89(19)

N2(P1(C17
106.9(2)

C11(P1(C17
105.41(19)

N2(P1(S1
117.45(13)

C11(P1(S1
113.03(14)

C17(P1(S1
107.43(14)

C24(S2(C23
90.67(19)

P1(S1(Ir1
101.19(5)

C23(N1(C29
111.9(3)

C23(N1(Ir1
121.9(3)

C29(N1(Ir1
123.6(3)

C23(N2(P1
124.2(3)

C2(C1(C5
108.4(4)

C2(C1(C6
126.3(4)

C5(C1(C6
125.4(4)

C2(C1(Ir1
70.5(2)

C5(C1(Ir1
70.5(2)

C6(C1(Ir1
125.0(3)

C14(C13(C12
120.6(4)

C15(C16(C11
120.2(4)

C28(C29(C24
119.5(4)

C28(C29(N1
125.9(4)

C24(C29(N1
114.5(4)

C25(C26(C27
121.8(4)

C25(C26(Cl2
119.3(3)

C27(C26(Cl2
118.9(3)

C16(C15(C14
120.0(4)

C28(C27(C26
120.4(4)

C13(C12(C11
119.3(4)

C17(C22(C21
120.1(5)

C19(C18(C17
120.8(5)

C22(C17(C18
118.8(4)

C22(C17(P1
117.8(3)

C18(C17(P1
123.3(4)

C20(C19(C18
120.1(5)

C13(C14(C15
120.1(4)

C16(C11(C12
119.8(4)

C16(C11(P1
120.1(3)

C12(C11(P1
120.1(3)

C19(C20(C21
120.1(5)

N2(C23(N1
130.7(4)

N2(C23(S2
116.4(3)

N1(C23(S2
112.8(3)

C25(C24(C29
121.6(4)

C25(C24(S2
128.4(3)

C29(C24(S2
110.0(3)

C26(C25(C24
117.6(4)

C1(C2(C3
107.6(3)

C1(C2(C7
127.3(4)

C3(C2(C7
124.9(4)

C1(C2(Ir1
70.9(2)

C3(C2(Ir1
70.2(2)

C7(C2(Ir1
128.1(3)

C27(C28(C29
119.0(4)

C3(C4(C5
109.1(4)

C3(C4(C9
126.4(4)

C5(C4(C9
124.5(4)

C3(C4(Ir1
70.7(2)

C5(C4(Ir1
70.7(2)

C9(C4(Ir1
125.4(3)

C4(C5(C1
107.4(4)

C4(C5(C10
126.9(4)

C1(C5(C10
125.2(4)

C4(C5(Ir1
70.6(2)

C1(C5(Ir1
70.7(2)

C10(C5(Ir1
130.6(3)

C4(C3(C2
107.6(4)

C4(C3(C8
127.9(4)

C2(C3(C8
124.3(4)

C4(C3(Ir1
71.0(2)

C2(C3(Ir1
70.4(2)

C8(C3(Ir1
127.7(3)

C20(C21(C22
120.1(5)



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
Ir1
16(1) 
16(1)
14(1) 
1(1)
2(1) 
0(1)

Cl1
24(1) 
25(1)
20(1) 
1(1)
8(1) 
4(1)

P1
16(1) 
20(1)
15(1) 
0(1)
1(1) 
2(1)

S2
30(1) 
18(1)
18(1) 
3(1)
(3(1) 
(1(1)

S1
17(1) 
21(1)
19(1) 
(2(1)
0(1) 
4(1)

Cl2
49(1) 
30(1)
25(1) 
12(1)
(13(1) 
(7(1)

N1
16(2) 
17(2)
16(2) 
2(1)
1(1) 
1(1)

N2
23(2) 
18(2)
18(2) 
1(2)
0(2) 
3(2)

C1
18(2) 
24(2)
16(2) 
2(2)
5(2) 
(4(2)

C13
26(2) 
24(2)
24(2) 
8(2)
(1(2) 
(2(2)

C16
27(2) 
27(3)
24(2) 
2(2)
2(2) 
6(2)

C9
33(3) 
23(3)
28(2) 
7(2)
3(2) 
(5(2)

C29
14(2) 
21(2)
20(2) 
3(2)
(2(2) 
(4(2)

C26
27(2) 
28(3)
19(2) 
10(2)
(2(2) 
(7(2)

C15
28(2) 
44(3)
21(2) 
(2(2)
3(2) 
8(2)

C27
31(2) 
27(3)
15(2) 
1(2)
1(2) 
(5(2)

C12
22(2) 
19(2)
19(2) 
(1(2)
0(2) 
2(2)

C6
19(2) 
31(3)
31(2) 
1(2)
(1(2) 
4(2)

C22
24(2) 
27(3)
44(3) 
(2(2)
8(2) 
0(2)

C18
23(2) 
30(3)
39(3) 
(7(2)
(4(2) 
2(2)

C17
16(2) 
20(2)
33(2) 
(8(2)
4(2) 
0(2)

C19
30(3) 
41(3)
59(4) 
(16(3)
(20(3) 
5(2)

C14
25(2) 
34(3)
19(2) 
0(2)
3(2) 
(6(2)

C11
16(2) 
23(2)
17(2) 
(1(2)
0(2) 
(5(2)

C20
16(2) 
24(3)
105(5) 
(13(3)
(9(3) 
3(2)

C10
19(2) 
35(3)
24(2) 
(4(2)
6(2) 
(2(2)

C23
16(2) 
15(2)
20(2) 
2(2)
2(2) 
(1(2)

C24
17(2) 
18(2)
21(2) 
(1(2)
0(2) 
(1(2)

C25
28(2) 
16(2)
26(2) 
6(2)
(3(2) 
(2(2)

C2
22(2) 
20(2)
19(2) 
0(2)
1(2) 
(6(2)

C28
25(2) 
17(2)
22(2) 
2(2)
0(2) 
(1(2)

C7
37(3) 
34(3)
20(2) 
(2(2)
(4(2) 
(5(2)

C8
33(3) 
26(3)
35(3) 
(7(2)
8(2) 
(3(2)

C4
21(2) 
23(2)
23(2) 
2(2)
1(2) 
(6(2)

C5
14(2) 
23(2)
20(2) 
2(2)
3(2) 
(6(2)

C3
20(2) 
21(2)
22(2) 
2(2)
3(2) 
(7(2)

C21
27(3) 
24(3)
80(4) 
6(3)
17(3) 
0(2)



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

Atom 
x
y
z
Ueq
S.o.f.
H13
1600
1194
6230
30
1

H16
167
3695
5292
31
1

H9A
(109
690
4631
42
1

H9B
1390
354
4211
42
1

H9C
(331
(151
4248
42
1

H15
(967
3339
6248
37
1

H27
617
3349
980
29
1

H12
2727
1531
5264
24
1

H6A
(3185
2941
3344
41
1

H6B
(3924
2474
2747
41
1

H6C
(2233
3000
2694
41
1

H22
4756
3854
3752
38
1

H18
4411
3297
5569
37
1

H19
6723
4127
5781
52
1

H14
(275
2076
6709
31
1

H20
8038
4826
4986
58
1

H10A
(1529
1761
4694
39
1

H10B
(3250
2002
4354
39
1

H10C
(1693
2624
4336
39
1

H25
(300
5390
2014
28
1

H28
1045
2560
1879
26
1

H7A
(901
789
1841
46
1

H7B
(1079
1774
1826
46
1

H7C
(2703
1208
1921
46
1

H8A
316
(79
2343
47
1

H8B
(203
(587
2949
47
1

H8C
1578
(135
2922
47
1

H21
7080
4684
3970
52
1
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