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Table 1. Crystal data and structure refinement details.

	


Identification code 
2007src0196    

Empirical formula 
C27H41GaI3MoO2P

Formula weight 
974.93

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Monoclinic

Space group 
P21/n 

Unit cell dimensions
a = 9.2979(5) Å
( = 90°


b = 18.4632(8) Å
( = 99.325(3)°


c = 18.9798(9) Å
(  = 90°

Volume
3215.2(3) Å3
Z
4

Density (calculated)
2.014 Mg / m3
Absorption coefficient
4.180 mm(1
F(000)
1864

Crystal
Plate; Red

Crystal size
0.18 ( 0.05 ( 0.02 mm3
( range for data collection
3.05 ( 25.03°

Index ranges
(11 ( h ( 11, (21 ( k ( 21, (22 ( l ( 21

Reflections collected
20355

Independent reflections
5554 [Rint = 0.0731]

Completeness to ( = 25.03°
97.8 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9211 and 0.5199

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
5554 / 145 / 320

Goodness-of-fit on F2
1.077

Final R indices [F2 > 2((F2)]
R1 = 0.0731, wR2 = 0.1836

R indices (all data)
R1 = 0.0947, wR2 = 0.2047

Largest diff. peak and hole
2.559 and (1.340 e Å(3
	


Diffractometer: Nonius KappaCCD area detector (( scans and ( scans to fill asymmetric unit ). 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: Sheldrick, G. M. SADABS - Bruker Nonius area detector scaling and absorption correction - V2.10 Structure solution: Sir2004 (Burla, M.C., Caliandro, R., Carrozzini, B., Cascarano, G., De Caro, L., Giacovazzo, C. & Polidori, G. (2004). J. Appl. Cryst. 37, 258). Structure refinement: SHELXL97 (Sheldrick, G. M. (1997). University of Göttingen, Germany). Graphics: PLATON/PLUTON  (Spek, A. L. (1990). Acta Cryst. A46, C34).

Special details: 

The position of atom H1 was refined, with the P1-H1 bond length fixed at a value determined from a search of the Cambridge Structural Database. The remaining hydrogen atoms in the structure were fixed as riding models.

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
3751(15)
1522(8)
9122(8)
35(3)
1

C2
1789(17)
465(8)
9067(8)
40(3)
1

C3
2178(19)
314(8)
10744(8)
45(3)
1

C4
1355(17)
928(8)
10778(8)
40(3)
1

C5
1836(16)
1657(7)
10787(7)
33(2)
1

C6
3272(17)
1928(8)
10820(8)
41(3)
1

C7
4492(17)
1532(9)
10762(8)
45(3)
1

C8
4694(18)
776(10)
10678(8)
51(3)
1

C9
3652(19)
219(9)
10677(8)
46(3)
1

O1
4278(12)
1749(7)
8667(6)
54(3)
1

O2
1350(16)
123(7)
8614(6)
64(3)
1

Ga1
753(2)
1963(1)
9172(1)
27(1)
1

Mo1
2704(1)
1112(1)
9877(1)
27(1)
1

I1
1325(1)
3361(1)
9486(1)
36(1)
1

I2
(1888(1)
1775(1)
9532(1)
37(1)
1

I3
131(1)
2017(1)
7774(1)
40(1)
1

C10
8050(15)
4524(6)
8379(6)
27(2)
1

C11
7314(16)
5275(7)
8355(8)
36(3)
1

C12
8336(15)
5853(7)
8193(8)
33(3)
1

C13
8932(19)
5683(8)
7497(8)
42(3)
1

C14
9621(16)
4922(8)
7508(8)
41(3)
1

C15
8555(15)
4354(7)
7683(7)
30(3)
1

C16
5424(15)
3445(7)
8144(7)
30(3)
1

C17
5833(15)
2952(8)
7539(7)
34(3)
1

C18
4464(16)
2622(8)
7117(7)
37(3)
1

C19
3324(15)
3195(8)
6840(7)
33(3)
1

C20
2979(14)
3698(8)
7438(8)
36(3)
1

C21
4329(16)
4042(7)
7846(7)
35(3)
1

C22
6552(14)
4093(7)
9576(6)
27(2)
1

C23
5885(17)
3469(7)
9963(7)
36(3)
1

C24
5487(18)
3727(10)
10669(7)
46(4)
1

C25
6766(17)
4058(8)
11159(7)
36(3)
1

C26
7397(17)
4662(9)
10767(7)
39(3)
1

C27
7865(17)
4400(8)
10079(7)
38(3)
1

P1
7027(4)
3802(2)
8730(2)
29(1)
1

	


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

	


C1(O1
1.139(17)

C1(Mo1
2.007(14)

C2(O2
1.090(17)

C2(Mo1
2.024(14)

C3(C4
1.37(2)

C3(C9
1.41(2)

C3(Mo1
2.319(14)

C3(H3
0.9500

C4(C5
1.42(2)

C4(Mo1
2.303(14)

C4(H4
0.9500

C5(C6
1.42(2)

C5(Mo1
2.258(13)

C5(H5
0.9500

C6(C7
1.37(2)

C6(Mo1
2.334(14)

C6(H6
0.9500

C7(C8
1.42(2)

C7(Mo1
2.298(15)

C7(H7
0.9500

C8(C9
1.41(2)

C8(Mo1
2.281(15)

C8(H8
0.9500

C9(Mo1
2.317(14)

C9(H9
0.9500

Ga1(Mo1
2.6015(17)

Ga1(I3
2.6235(16)

Ga1(I2
2.6760(17)

Ga1(I1
2.6817(16)

C10(C15
1.505(17)

C10(C11
1.544(17)

C10(P1
1.824(13)

C10(H10
1.0000

C11(C12
1.495(18)

C11(H11A
0.9900

C11(H11B
0.9900

C12(C13
1.55(2)

C12(H12A
0.9900

C12(H12B
0.9900

C13(C14
1.54(2)

C13(H13A
0.9900

C13(H13B
0.9900

C14(C15
1.517(19)

C14(H14A
0.9900

C14(H14B
0.9900

C15(H15A
0.9900

C15(H15B
0.9900

C16(C21
1.545(17)

C16(C17
1.559(18)

C16(P1
1.832(13)

C16(H16
1.0000

C17(C18
1.518(19)

C17(H17A
0.9900

C17(H17B
0.9900

C18(C19
1.53(2)

C18(H18A
0.9900

C18(H18B
0.9900

C19(C20
1.54(2)

C19(H19A
0.9900

C19(H19B
0.9900

C20(C21
1.505(19)

C20(H20A
0.9900

C20(H20B
0.9900

C21(H21A
0.9900

C21(H21B
0.9900

C22(C27
1.530(19)

C22(C23
1.549(18)

C22(P1
1.816(12)

C22(H22
1.0000

C23(C24
1.523(18)

C23(H23A
0.9900

C23(H23B
0.9900

C24(C25
1.51(2)

C24(H24A
0.9900

C24(H24B
0.9900

C25(C26
1.51(2)

C25(H25A
0.9900

C25(H25B
0.9900

C26(C27
1.521(19)

C26(H26A
0.9900

C26(H26B
0.9900

C27(H27A
0.9900

C27(H27B
0.9900

P1(H1
1.43(10)

O1(C1(Mo1
176.3(13)

O2(C2(Mo1
176.6(16)

C4(C3(C9
131.7(15)

C4(C3(Mo1
72.1(8)

C9(C3(Mo1
72.3(8)

C4(C3(H3
114.1

C9(C3(H3
114.1

Mo1(C3(H3
138.5

C3(C4(C5
127.3(15)

C3(C4(Mo1
73.3(9)

C5(C4(Mo1
70.1(8)

C3(C4(H4
116.3

C5(C4(H4
116.3

Mo1(C4(H4
134.9

C6(C5(C4
128.9(14)

C6(C5(Mo1
75.0(8)

C4(C5(Mo1
73.7(8)

C6(C5(H5
115.5

C4(C5(H5
115.5

Mo1(C5(H5
128.9

C7(C6(C5
126.5(14)

C7(C6(Mo1
71.4(9)

C5(C6(Mo1
69.1(8)

C7(C6(H6
116.7

C5(C6(H6
116.7

Mo1(C6(H6
138.7

C6(C7(C8
131.3(15)

C6(C7(Mo1
74.3(9)

C8(C7(Mo1
71.3(9)

C6(C7(H7
114.4

C8(C7(H7
114.4

Mo1(C7(H7
135.9

C9(C8(C7
127.8(15)

C9(C8(Mo1
73.5(9)

C7(C8(Mo1
72.6(8)

C9(C8(H8
116.1

C7(C8(H8
116.1

Mo1(C8(H8
131.5

C3(C9(C8
125.8(15)

C3(C9(Mo1
72.4(8)

C8(C9(Mo1
70.7(8)

C3(C9(H9
117.1

C8(C9(H9
117.1

Mo1(C9(H9
134.0

Mo1(Ga1(I3
124.36(6)

Mo1(Ga1(I2
112.47(6)

I3(Ga1(I2
101.66(6)

Mo1(Ga1(I1
111.72(6)

I3(Ga1(I1
101.08(5)

I2(Ga1(I1
103.00(5)

C1(Mo1(C2
82.7(6)

C1(Mo1(C5
130.8(6)

C2(Mo1(C5
133.3(6)

C1(Mo1(C8
98.2(6)

C2(Mo1(C8
122.8(6)

C5(Mo1(C8
87.9(6)

C1(Mo1(C7
91.0(6)

C2(Mo1(C7
157.0(6)

C5(Mo1(C7
66.2(6)

C8(Mo1(C7
36.1(6)

C1(Mo1(C4
166.2(6)

C2(Mo1(C4
105.3(6)

C5(Mo1(C4
36.2(5)

C8(Mo1(C4
86.9(6)

C7(Mo1(C4
85.6(6)

C1(Mo1(C9
124.0(6)

C2(Mo1(C9
98.4(6)

C5(Mo1(C9
87.8(5)

C8(Mo1(C9
35.8(6)

C7(Mo1(C9
66.9(6)

C4(Mo1(C9
66.7(5)

C1(Mo1(C3
158.3(6)

C2(Mo1(C3
93.1(6)

C5(Mo1(C3
66.3(5)

C8(Mo1(C3
66.2(6)

C7(Mo1(C3
84.6(6)

C4(Mo1(C3
34.6(5)

C9(Mo1(C3
35.4(6)

C1(Mo1(C6
103.3(6)

C2(Mo1(C6
168.3(6)

C5(Mo1(C6
35.9(5)

C8(Mo1(C6
66.8(6)

C7(Mo1(C6
34.4(6)

C4(Mo1(C6
67.0(6)

C9(Mo1(C6
86.7(6)

C3(Mo1(C6
85.0(5)

C1(Mo1(Ga1
77.5(4)

C2(Mo1(Ga1
78.1(4)

C5(Mo1(Ga1
79.6(4)

C8(Mo1(Ga1
158.4(5)

C7(Mo1(Ga1
122.3(4)

C4(Mo1(Ga1
93.0(4)

C9(Mo1(Ga1
158.0(4)

C3(Mo1(Ga1
122.7(4)

C6(Mo1(Ga1
93.3(4)

C15(C10(C11
111.1(11)

C15(C10(P1
115.0(9)

C11(C10(P1
114.3(9)

C15(C10(H10
105.1

C11(C10(H10
105.1

P1(C10(H10
105.1

C12(C11(C10
110.8(12)

C12(C11(H11A
109.5

C10(C11(H11A
109.5

C12(C11(H11B
109.5

C10(C11(H11B
109.5

H11A(C11(H11B
108.1

C11(C12(C13
111.0(12)

C11(C12(H12A
109.4

C13(C12(H12A
109.4

C11(C12(H12B
109.4

C13(C12(H12B
109.4

H12A(C12(H12B
108.0

C14(C13(C12
112.3(12)

C14(C13(H13A
109.1

C12(C13(H13A
109.1

C14(C13(H13B
109.1

C12(C13(H13B
109.1

H13A(C13(H13B
107.9

C15(C14(C13
110.3(12)

C15(C14(H14A
109.6

C13(C14(H14A
109.6

C15(C14(H14B
109.6

C13(C14(H14B
109.6

H14A(C14(H14B
108.1

C10(C15(C14
110.9(11)

C10(C15(H15A
109.5

C14(C15(H15A
109.5

C10(C15(H15B
109.5

C14(C15(H15B
109.5

H15A(C15(H15B
108.1

C21(C16(C17
111.9(11)

C21(C16(P1
112.8(9)

C17(C16(P1
112.7(9)

C21(C16(H16
106.3

C17(C16(H16
106.3

P1(C16(H16
106.3

C18(C17(C16
109.8(11)

C18(C17(H17A
109.7

C16(C17(H17A
109.7

C18(C17(H17B
109.7

C16(C17(H17B
109.7

H17A(C17(H17B
108.2

C17(C18(C19
112.3(11)

C17(C18(H18A
109.1

C19(C18(H18A
109.1

C17(C18(H18B
109.1

C19(C18(H18B
109.1

H18A(C18(H18B
107.9

C18(C19(C20
112.3(11)

C18(C19(H19A
109.1

C20(C19(H19A
109.1

C18(C19(H19B
109.1

C20(C19(H19B
109.1

H19A(C19(H19B
107.9

C21(C20(C19
112.2(11)

C21(C20(H20A
109.2

C19(C20(H20A
109.2

C21(C20(H20B
109.2

C19(C20(H20B
109.2

H20A(C20(H20B
107.9

C20(C21(C16
109.4(11)

C20(C21(H21A
109.8

C16(C21(H21A
109.8

C20(C21(H21B
109.8

C16(C21(H21B
109.8

H21A(C21(H21B
108.2

C27(C22(C23
108.7(11)

C27(C22(P1
112.1(9)

C23(C22(P1
111.9(9)

C27(C22(H22
108.0

C23(C22(H22
108.0

P1(C22(H22
108.0

C24(C23(C22
111.0(11)

C24(C23(H23A
109.4

C22(C23(H23A
109.4

C24(C23(H23B
109.4

C22(C23(H23B
109.4

H23A(C23(H23B
108.0

C25(C24(C23
112.8(13)

C25(C24(H24A
109.0

C23(C24(H24A
109.0

C25(C24(H24B
109.0

C23(C24(H24B
109.0

H24A(C24(H24B
107.8

C26(C25(C24
108.9(12)

C26(C25(H25A
109.9

C24(C25(H25A
109.9

C26(C25(H25B
109.9

C24(C25(H25B
109.9

H25A(C25(H25B
108.3

C25(C26(C27
112.1(13)

C25(C26(H26A
109.2

C27(C26(H26A
109.2

C25(C26(H26B
109.2

C27(C26(H26B
109.2

H26A(C26(H26B
107.9

C26(C27(C22
110.0(12)

C26(C27(H27A
109.7

C22(C27(H27A
109.7

C26(C27(H27B
109.7

C22(C27(H27B
109.7

H27A(C27(H27B
108.2

C22(P1(C10
108.8(6)

C22(P1(C16
110.7(6)

C10(P1(C16
117.6(6)

C22(P1(H1
116(5)

C10(P1(H1
102(5)

C16(P1(H1
101(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
25(6) 
40(7)
39(5) 
4(5)
5(5) 
(1(5)

C2
51(9) 
28(6)
37(5) 
(6(5)
(1(5) 
(1(5)

C3
62(7) 
32(5)
41(7) 
12(5)
8(6) 
(1(5)

C4
45(6) 
40(6)
36(6) 
12(5)
11(5) 
(3(4)

C5
41(5) 
33(5)
24(5) 
(3(5)
2(5) 
4(5)

C6
49(6) 
40(5)
29(6) 
(2(5)
(7(5) 
(8(4)

C7
36(5) 
62(6)
33(6) 
8(6)
(8(5) 
(9(5)

C8
39(5) 
69(7)
40(7) 
17(7)
(5(5) 
18(5)

C9
68(7) 
42(5)
29(7) 
12(5)
10(6) 
18(5)

O1
40(6) 
79(8)
47(7) 
18(6)
14(5) 
1(6)

O2
97(10) 
48(7)
44(7) 
(16(5)
0(6) 
(3(7)

Ga1
25(1) 
28(1)
27(1) 
0(1)
1(1) 
3(1)

Mo1
28(1) 
28(1)
26(1) 
2(1)
2(1) 
4(1)

I1
34(1) 
25(1)
45(1) 
(2(1)
(1(1) 
1(1)

I2
29(1) 
33(1)
51(1) 
4(1)
12(1) 
2(1)

I3
39(1) 
51(1)
26(1) 
0(1)
(3(1) 
(3(1)

C10
43(7) 
19(5)
19(6) 
(1(4)
5(5) 
9(4)

C11
35(8) 
26(5)
51(9) 
(2(6)
13(6) 
(5(5)

C12
27(7) 
27(6)
47(8) 
1(6)
7(6) 
(12(5)

C13
62(10) 
32(6)
32(7) 
2(6)
7(6) 
(11(6)

C14
33(8) 
46(7)
48(8) 
(4(6)
18(6) 
(5(6)

C15
35(7) 
32(6)
22(6) 
(1(5)
3(5) 
2(5)

C16
35(6) 
19(6)
32(6) 
(8(5)
(6(5) 
2(4)

C17
31(7) 
43(8)
25(6) 
1(5)
(1(5) 
13(5)

C18
42(8) 
34(7)
30(7) 
(8(5)
(7(6) 
(5(5)

C19
33(7) 
43(7)
19(6) 
5(5)
(7(5) 
(16(5)

C20
23(6) 
45(8)
39(8) 
8(6)
1(5) 
(1(5)

C21
41(7) 
32(7)
27(7) 
(3(5)
(8(5) 
12(5)

C22
35(7) 
24(6)
21(5) 
2(4)
1(4) 
8(5)

C23
48(9) 
33(7)
29(6) 
(13(5)
13(6) 
(16(6)

C24
55(9) 
62(10)
25(7) 
(6(6)
17(6) 
(10(7)

C25
51(8) 
40(7)
19(6) 
0(5)
7(5) 
12(6)

C26
40(8) 
59(9)
17(6) 
5(5)
1(5) 
2(6)

C27
55(9) 
38(8)
21(6) 
(7(5)
7(5) 
(16(6)

P1
29(2) 
31(2)
24(2) 
(2(1)
(1(1) 
(1(1)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H3
1659
(125
10772
54
1

H4
351
855
10797
48
1

H5
1094
2013
10768
39
1

H6
3400
2435
10890
49
1

H7
5355
1812
10781
54
1

H8
5642
628
10614
61
1

H9
3976
(264
10627
55
1

H10
8964
4575
8734
33
1

H11A
6433
5275
7984
44
1

H11B
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