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Table 1. Crystal data and structure refinement.



Identification code 
02SRC250    

Empirical formula 
C45.50H47ClF6IrN2O1.50P2 . 


C45H45ClIrN2OP . PF6 0.5 CH3OH

Formula weight 
1049.44

Temperature 
120(2) K

Wavelength 
0.71069 Å

Crystal system 
Monoclinic

Space group 
P21/n 

Unit cell dimensions
a = 9.717(5) Å



b = 21.562(5) Å
( = 91.242(5)°


c = 19.784(5) Å


Volume
4144(3) Å3
Z
4

Density (calculated)
1.682 Mg / m3
Absorption coefficient
3.431 mm(1
F(000)
2096

Crystal
Yellow rod

Crystal size
0.15 ( 0.04 ( 0.03 mm3
( range for data collection
3.06 ( 25.02°

Index ranges
(11 ( h ( 10, (25 ( k ( 24, (23 ( l ( 23

Reflections collected
33020

Independent reflections
7180 [Rint = 0.2468]

Completeness to ( = 25.02°
98.0 % 

Max. and min. transmission
0.9041 and 0.6271

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7180 / 12 / 485

Goodness-of-fit on F2
0.917

Final R indices [F2 > 2((F2)]
R1 = 0.0659, wR2 = 0.0976

R indices (all data)
R1 = 0.1767, wR2 = 0.1246

Largest diff. peak and hole
1.308 and (1.183 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 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
9478(1)
9100(1)
2336(1)
22(1)
1

Cl1
9158(4)
5398(2)
3291(2)
41(1)
1

P1
9549(3)
10014(2)
2924(2)
24(1)
1

P2
5601(4)
8086(2)
4708(2)
37(1)
1

N1
7269(8)
9132(6)
2292(4)
22(2)
1

N2
7554(10)
7819(5)
2796(5)
20(2)
1

O1
8742(9)
6762(4)
3122(4)
29(2)
1

F1
6179(9)
8183(5)
5473(4)
71(3)
1

F2
6995(12)
8338(6)
4468(6)
112(5)
1

F3
5138(15)
8771(6)
4713(7)
141(6)
1

F4
5040(13)
8020(5)
3960(6)
98(4)
1

F5
4199(12)
7897(9)
4972(7)
184(9)
1

F6
6125(17)
7427(5)
4722(9)
184(8)
1

C1
10656(14)
9290(6)
1406(8)
36(4)
1

C2
11607(12)
9162(6)
1956(6)
28(3)
1

C3
11367(13)
8540(6)
2175(6)
29(3)
1

C4
10294(12)
8287(6)
1751(7)
27(3)
1

C5
9886(14)
8755(6)
1287(7)
29(3)
1

C6
10660(15)
9858(6)
955(7)
44(4)
1

C7
12767(13)
9566(6)
2190(8)
44(4)
1

C8
12253(14)
8187(6)
2663(7)
32(3)
1

C9
9869(13)
7611(6)
1736(7)
36(4)
1

C10
8829(14)
8665(7)
723(7)
43(4)
1

C11
10139(7)
10694(3)
2472(4)
20(3)
1

C12
9280(6)
10941(3)
1969(4)
28(3)
1

C13
9714(8)
11444(4)
1591(4)
34(3)
1

C14
11007(9)
11701(3)
1714(4)
37(4)
1

C15
11866(7)
11454(4)
2217(4)
38(4)
1

C16
11432(7)
10951(4)
2596(4)
27(3)
1

C17
10634(8)
9993(4)
3692(4)
24(3)
1

C18
10622(8)
10493(3)
4136(4)
37(4)
1

C19
11457(9)
10486(3)
4715(4)
38(4)
1

C20
12303(8)
9980(4)
4851(3)
37(4)
1

C21
12315(8)
9480(3)
4408(4)
33(3)
1

C22
11481(8)
9486(3)
3828(4)
28(3)
1

C23
7867(6)
10232(3)
3224(4)
19(3)
1

C24
7554(7)
10837(3)
3408(4)
27(3)
1

C25
6280(7)
10973(3)
3677(4)
27(3)
1

C26
5318(6)
10504(3)
3763(4)
29(3)
1

C27
5631(7)
9899(3)
3578(4)
23(3)
1

C28
6906(7)
9763(2)
3309(4)
20(3)
1

C29
7138(10)
9103(6)
3056(5)
17(2)
1

C30
8454(12)
8788(5)
3242(6)
19(3)
1

C31
8415(14)
8124(6)
3224(7)
27(3)
1

C32
6635(7)
8025(3)
2243(3)
20(3)
1

C33
5840(8)
7552(2)
1959(4)
24(3)
1

C34
4953(7)
7677(3)
1415(4)
22(3)
1

C35
4861(7)
8275(3)
1155(3)
28(3)
1

C36
5656(8)
8748(3)
1439(4)
26(3)
1

C37
6542(7)
8623(3)
1983(4)
16(3)
1

C38
4039(13)
7164(6)
1143(7)
30(3)
1

C39
3790(13)
8425(6)
621(7)
29(3)
1

C40
9354(7)
7728(3)
3654(4)
25(3)
1

C41
10162(8)
8041(2)
4132(4)
30(3)
1

C42
11131(7)
7718(3)
4520(4)
29(3)
1

C43
11293(7)
7083(3)
4431(4)
32(3)
1

C44
10485(8)
6771(2)
3953(4)
31(3)
1

C45
9515(7)
7093(3)
3564(4)
19(3)
1

O2
12830(30)
9867(10)
(333(12)
76(9)
0.50

C46
14010(30)
10137(14)
91(17)
49(8)
0.50



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



Ir1(N1
2.148(8)

Ir1(C30
2.177(12)

Ir1(C2
2.220(11)

Ir1(C3
2.225(12)

Ir1(C1
2.225(14)

Ir1(C5
2.247(13)

Ir1(C4
2.253(13)

Ir1(P1
2.289(3)

P1(C23
1.813(6)

P1(C11
1.816(6)

P1(C17
1.832(7)

P2(F6
1.509(11)

P2(F5
1.525(11)

P2(F2
1.544(10)

P2(F3
1.544(11)

P2(F4
1.573(12)

P2(F1
1.616(9)

N1(C37
1.436(12)

N1(C29
1.520(13)

N2(C31
1.349(17)

N2(C32
1.467(11)

O1(C45
1.347(10)

C1(C5
1.391(18)

C1(C2
1.439(18)

C1(C6
1.515(18)

C2(C3
1.430(18)

C2(C7
1.490(17)

C3(C4
1.431(18)

C3(C8
1.490(18)

C4(C5
1.416(18)

C4(C9
1.515(16)

C5(C10
1.513(18)

C11(C12
1.3900

C11(C16
1.3900

C12(C13
1.3900

C13(C14
1.3900

C14(C15
1.3900

C15(C16
1.3900

C17(C18
1.3900

C17(C22
1.3900

C18(C19
1.3900

C19(C20
1.3900

C20(C21
1.3900

C21(C22
1.3900

C23(C24
1.3900

C23(C28
1.3900

C24(C25
1.3900

C25(C26
1.3900

C26(C27
1.3900

C27(C28
1.3900

C28(C29
1.526(13)

C29(C30
1.488(15)

C30(C31
1.432(16)

C31(C40
1.500(14)

C32(C33
1.3900

C32(C37
1.3900

C33(C34
1.3900

C34(C35
1.3900

C34(C38
1.510(13)

C35(C36
1.3900

C35(C39
1.503(13)

C36(C37
1.3900

C40(C41
1.3900

C40(C45
1.3900

C41(C42
1.3900

C42(C43
1.3900

C43(C44
1.3900

C44(C45
1.3900

O2(C46
1.52(4)

N1(Ir1(C30
64.4(4)

N1(Ir1(C2
157.3(4)

C30(Ir1(C2
138.0(5)

N1(Ir1(C3
147.0(5)

C30(Ir1(C3
110.1(4)

C2(Ir1(C3
37.5(5)

N1(Ir1(C1
119.5(4)

C30(Ir1(C1
172.1(4)

C2(Ir1(C1
37.8(5)

C3(Ir1(C1
62.7(5)

N1(Ir1(C5
99.8(4)

C30(Ir1(C5
138.7(4)

C2(Ir1(C5
61.5(5)

C3(Ir1(C5
61.7(5)

C1(Ir1(C5
36.2(5)

N1(Ir1(C4
111.5(4)

C30(Ir1(C4
110.8(4)

C2(Ir1(C4
62.1(5)

C3(Ir1(C4
37.3(4)

C1(Ir1(C4
61.7(5)

C5(Ir1(C4
36.7(5)

N1(Ir1(P1
90.7(3)

C30(Ir1(P1
81.7(3)

C2(Ir1(P1
95.9(4)

C3(Ir1(P1
121.6(4)

C1(Ir1(P1
104.6(3)

C5(Ir1(P1
138.6(4)

C4(Ir1(P1
157.5(3)

C23(P1(C11
104.4(4)

C23(P1(C17
104.0(4)

C11(P1(C17
104.3(4)

C23(P1(Ir1
111.9(3)

C11(P1(Ir1
116.8(3)

C17(P1(Ir1
114.3(3)

F6(P2(F5
92.6(11)

F6(P2(F2
92.2(9)

F5(P2(F2
174.6(10)

F6(P2(F3
176.9(8)

F5(P2(F3
89.5(10)

F2(P2(F3
85.6(8)

F6(P2(F4
92.3(8)

F5(P2(F4
90.2(7)

F2(P2(F4
91.8(7)

F3(P2(F4
89.9(7)

F6(P2(F1
89.7(7)

F5(P2(F1
90.5(6)

F2(P2(F1
87.3(6)

F3(P2(F1
88.0(6)

F4(P2(F1
177.8(6)

C37(N1(C29
110.0(9)

C37(N1(Ir1
118.3(7)

C29(N1(Ir1
93.7(6)

C31(N2(C32
132.8(10)

C5(C1(C2
107.7(12)

C5(C1(C6
125.3(14)

C2(C1(C6
126.1(13)

C5(C1(Ir1
72.7(8)

C2(C1(Ir1
70.9(8)

C6(C1(Ir1
130.0(9)

C3(C2(C1
107.6(11)

C3(C2(C7
125.6(12)

C1(C2(C7
126.3(13)

C3(C2(Ir1
71.4(7)

C1(C2(Ir1
71.3(7)

C7(C2(Ir1
129.3(9)

C2(C3(C4
107.6(11)

C2(C3(C8
125.5(12)

C4(C3(C8
126.0(12)

C2(C3(Ir1
71.1(7)

C4(C3(Ir1
72.4(7)

C8(C3(Ir1
130.7(9)

C5(C4(C3
107.4(11)

C5(C4(C9
126.9(12)

C3(C4(C9
124.9(12)

C5(C4(Ir1
71.5(7)

C3(C4(Ir1
70.3(7)

C9(C4(Ir1
131.3(9)

C1(C5(C4
109.8(13)

C1(C5(C10
125.9(13)

C4(C5(C10
124.2(13)

C1(C5(Ir1
71.0(8)

C4(C5(Ir1
71.9(8)

C10(C5(Ir1
126.3(9)

C12(C11(C16
120.0

C12(C11(P1
118.0(4)

C16(C11(P1
121.9(4)

C11(C12(C13
120.0

C12(C13(C14
120.0

C15(C14(C13
120.0

C14(C15(C16
120.0

C15(C16(C11
120.0

C18(C17(C22
120.0

C18(C17(P1
119.4(5)

C22(C17(P1
120.6(5)

C17(C18(C19
120.0

C18(C19(C20
120.0

C21(C20(C19
120.0

C22(C21(C20
120.0

C21(C22(C17
120.0

C24(C23(C28
120.0

C24(C23(P1
122.2(4)

C28(C23(P1
117.6(4)

C25(C24(C23
120.0

C24(C25(C26
120.0

C27(C26(C25
120.0

C26(C27(C28
120.0

C27(C28(C23
120.0

C27(C28(C29
117.5(6)

C23(C28(C29
122.3(6)

C30(C29(N1
100.1(8)

C30(C29(C28
118.5(9)

N1(C29(C28
107.7(9)

C31(C30(C29
115.4(10)

C31(C30(Ir1
107.5(8)

C29(C30(Ir1
93.5(7)

N2(C31(C30
121.3(12)

N2(C31(C40
116.0(10)

C30(C31(C40
122.6(11)

C33(C32(C37
120.0

C33(C32(N2
113.8(6)

C37(C32(N2
126.2(6)

C32(C33(C34
120.0

C33(C34(C35
120.0

C33(C34(C38
119.0(7)

C35(C34(C38
120.9(7)

C36(C35(C34
120.0

C36(C35(C39
119.7(7)

C34(C35(C39
119.9(7)

C37(C36(C35
120.0

C36(C37(C32
120.0

C36(C37(N1
118.2(6)

C32(C37(N1
121.7(6)

C41(C40(C45
120.0

C41(C40(C31
116.0(7)

C45(C40(C31
123.9(7)

C40(C41(C42
120.0

C41(C42(C43
120.0

C44(C43(C42
120.0

C43(C44(C45
120.0

O1(C45(C44
117.1(6)

O1(C45(C40
122.9(6)

C44(C45(C40
120.0



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
20(1) 
21(1)
24(1) 
(2(1)
1(1) 
(1(1)

Cl1
39(2) 
27(2)
56(3) 
(6(2)
(15(2) 
5(2)

P1
24(2) 
26(2)
22(2) 
2(2)
2(1) 
(1(1)

P2
32(2) 
35(2)
44(3) 
11(2)
4(2) 
(3(2)

N1
19(5) 
23(5)
24(6) 
6(6)
(1(4) 
2(5)

N2
17(6) 
26(6)
16(6) 
3(5)
(6(4) 
6(4)

O1
37(6) 
28(5)
23(6) 
6(4)
(5(4) 
13(4)

F1
54(6) 
119(8)
38(6) 
42(6)
(22(4) 
(17(5)

F2
91(10) 
178(12)
70(9) 
(44(8)
34(7) 
(88(9)

F3
175(14) 
112(10)
134(12) 
(31(9)
(53(10) 
88(9)

F4
123(11) 
111(9)
60(8) 
(9(7)
(20(7) 
(61(8)

F5
47(8) 
410(20)
95(11) 
118(13)
(28(7) 
(102(11)

F6
239(18) 
38(7)
270(20) 
(69(9)
(133(15) 
46(9)

C1
23(8) 
37(9)
48(10) 
(8(7)
14(7) 
2(6)

C2
28(7) 
23(8)
33(8) 
(4(7)
6(6) 
1(6)

C3
23(8) 
49(9)
17(8) 
(10(7)
10(6) 
6(6)

C4
14(7) 
25(8)
43(10) 
7(7)
0(6) 
(3(5)

C5
22(8) 
40(9)
24(9) 
(1(7)
10(6) 
9(6)

C6
50(10) 
42(9)
41(10) 
18(8)
27(8) 
13(7)

C7
24(9) 
41(9)
69(12) 
(18(8)
17(8) 
(5(6)

C8
29(7) 
28(6)
41(7) 
(13(6)
(1(6) 
25(5)

C9
31(8) 
43(9)
36(9) 
(26(7)
9(6) 
0(6)

C10
32(9) 
80(11)
15(8) 
(18(8)
(13(6) 
7(7)

C11
16(7) 
16(7)
26(8) 
(1(5)
3(5) 
4(5)

C12
18(6) 
30(7)
36(8) 
8(7)
9(5) 
2(7)

C13
36(9) 
23(7)
41(10) 
3(7)
0(7) 
(1(6)

C14
53(10) 
19(7)
38(10) 
5(7)
10(7) 
(10(6)

C15
22(8) 
58(10)
35(10) 
(7(8)
(1(6) 
(6(7)

C16
36(8) 
21(7)
23(7) 
3(7)
(2(5) 
(7(6)

C17
17(7) 
26(7)
29(8) 
(9(6)
(1(6) 
(10(5)

C18
53(10) 
31(8)
27(9) 
2(7)
(6(7) 
2(7)

C19
41(10) 
46(9)
29(9) 
(7(7)
10(7) 
(9(7)

C20
30(9) 
59(10)
23(9) 
2(7)
(4(6) 
(6(7)

C21
23(8) 
39(8)
36(9) 
2(7)
0(6) 
8(6)

C22
22(8) 
30(8)
33(9) 
3(6)
(4(6) 
(5(6)

C23
34(8) 
7(6)
18(8) 
(4(5)
(2(6) 
11(5)

C24
37(7) 
23(7)
22(7) 
1(7)
7(5) 
(12(6)

C25
35(7) 
14(7)
32(8) 
(4(6)
5(5) 
4(6)

C26
20(8) 
40(9)
28(9) 
(6(7)
3(6) 
17(6)

C27
27(8) 
26(7)
15(7) 
(3(6)
2(5) 
1(5)

C28
29(8) 
12(6)
20(7) 
4(5)
2(5) 
0(5)

C29
30(6) 
16(6)
4(6) 
0(6)
(2(4) 
4(6)

C30
19(7) 
19(7)
17(8) 
1(5)
(4(5) 
(2(5)

C31
22(8) 
26(8)
33(9) 
8(7)
9(6) 
10(6)

C32
26(8) 
14(7)
19(8) 
2(6)
(4(5) 
5(5)

C33
26(8) 
14(7)
32(9) 
4(6)
20(6) 
(3(5)

C34
7(7) 
37(8)
22(8) 
(1(6)
1(5) 
(1(5)

C35
14(7) 
22(7)
49(10) 
(4(7)
2(6) 
(2(5)

C36
18(7) 
35(8)
24(8) 
12(6)
(5(6) 
(2(6)

C37
14(7) 
17(7)
19(8) 
(11(6)
11(5) 
1(5)

C38
22(8) 
40(8)
25(8) 
(7(6)
(20(6) 
6(6)

C39
19(8) 
42(9)
25(9) 
(18(7)
(10(6) 
(1(6)

C40
21(7) 
34(8)
18(8) 
10(6)
2(5) 
4(6)

C41
33(9) 
27(8)
28(9) 
(5(6)
(10(6) 
(7(6)

C42
26(8) 
26(8)
34(9) 
(2(6)
(5(6) 
1(6)

C43
17(8) 
39(9)
41(10) 
15(7)
4(6) 
10(6)

C44
30(8) 
28(8)
35(9) 
(1(7)
(3(6) 
(2(6)

C45
21(7) 
18(7)
18(7) 
(1(5)
(1(5) 
1(5)

O2
100(20) 
72(16)
62(18) 
30(13)
51(15) 
65(14)

C46
58(12) 
44(11)
46(12) 
0(9)
9(9) 
(15(9)



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

Atom 
x
y
z
Ueq
S.o.f.
H1
6955
9510
2122
26
1

H1
8245
7003
2889
44
1

H6A
11279
10172
1152
66
1

H6B
9726
10027
916
66
1

H6C
10979
9743
506
66
1

H7A
12696
9970
1965
67
1

H7B
13644
9370
2078
67
1

H7C
12724
9624
2680
67
1

H8A
11867
7772
2727
49
1

H8B
12293
8405
3097
49
1

H8C
13184
8151
2485
49
1

H9A
10318
7391
2115
55
1

H9B
10147
7424
1309
55
1

H9C
8868
7581
1775
55
1

H10A
8443
8246
750
64
1

H10B
9268
8719
286
64
1

H10C
8090
8970
768
64
1

H12
8396
10765
1885
34
1

H13
9127
11613
1247
40
1

H14
11304
12045
1456
44
1

H15
12750
11630
2301
46
1

H16
12019
10782
2939
32
1

H18
10044
10839
4043
44
1

H19
11448
10828
5018
46
1

H20
12874
9975
5248
45
1

H21
12894
9134
4501
39
1

H22
11489
9144
3525
34
1

H24
8211
11158
3350
33
1

H25
6066
11387
3803
32
1

H26
4447
10597
3947
35
1

H27
4974
9578
3637
27
1

H29
6341
8835
3176
20
1

H30
8889
8954
3667
22
1

H33
5903
7143
2137
28
1

H36
5593
9156
1262
31
1

H38A
3483
7321
761
44
1

H38B
3431
7021
1499
44
1

H38C
4610
6819
992
44
1

H39A
3329
8043
473
43
1

H39B
4231
8621
235
43
1

H39C
3110
8711
808
43
1

H41
10051
8475
4193
36
1

H42
11684
7931
4847
34
1

H43
11956
6862
4697
39
1

H44
10596
6336
3892
37
1

H2
12696
10088
(678
114
0.50

H46A
14217
10558
(66
74
0.50

H46B
14832
9876
45
74
0.50

H46C
13754
10152
567
74
0.50



Table 6. Hydrogen bonds [Å and °].

 D(H···A
d(D(H)
d(H···A)
d(D···A)
((DHA)

 N1(H1...Cl1i
0.93
2.34
3.260(12)
171.6

 O1(H1...N2
0.84
1.89
2.629(12)
145.9 



Symmetry transformations used to generate equivalent atoms: 

(i) (x+3/2,y+1/2,(z+1/2  
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