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Table 1. Crystal data and structure refinement.

	


Identification code 
2005src0328    

Empirical formula 
C16H24N2Ru

Formula weight 
345.44

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
Pbca 

Unit cell dimensions
a = 7.747(9) Å
( = 90°


b = 15.519(18) Å
( = 90°


c = 25.745(8) Å
(  = 90°

Volume
3095(5) Å3
Z
8

Density (calculated)
1.483 Mg / m3
Absorption coefficient
1.002 mm(1
F(000)
1424

Crystal
needle; colourless

Crystal size
0.18 ( 0.03 ( 0.02 mm3
( range for data collection
3.04 ( 27.48°

Index ranges
(7 ( h ( 9, (19 ( k ( 19, (33 ( l ( 21

Reflections collected
13333

Independent reflections
3397 [Rint = 0.1721]

Completeness to ( = 27.48°
95.9 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9802 and 0.8402

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
3397 / 423 / 352

Goodness-of-fit on F2
1.114

Final R indices [F2 > 2((F2)]
R1 = 0.1089, wR2 = 0.1905

R indices (all data)
R1 = 0.2192, wR2 = 0.2333

Largest diff. peak and hole
1.116 and (1.582 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: SADABS Version 2.10. (G. M. Sheldrick (2003)) Bruker AXS Inc., Madison, Wisconsin, USA. Structure solution: SHELXS97 (G. M. Sheldrick, Acta Cryst. (1990) A46 467(473). Structure refinement: SHELXL97 (G. M. Sheldrick (1997), University of Göttingen, Germany). Graphics: ORTEP3 for Windows (L. J. Farrugia, J. Appl. Crystallogr. 1997, 30, 565).
Special details: 

All hydrogen atoms were fixed.

The molecule was completely disordered over two 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
886(15)
7469(8)
4102(4)
19(2)
0.852(2)

C2
(349(15)
7477(8)
3694(4)
20(2)
0.852(2)

C3
(1138(15)
8323(8)
3679(4)
20(2)
0.852(2)

C4
(367(15)
8816(8)
4065(4)
20(2)
0.852(2)

C5
884(15)
8331(8)
4341(4)
19(2)
0.852(2)

C6
4102(16)
8138(8)
3163(5)
24(2)
0.852(2)

C7
2819(15)
8173(8)
2772(4)
24(2)
0.852(2)

C8
2103(15)
9033(8)
2768(4)
22(2)
0.852(2)

C9
2956(14)
9500(8)
3148(4)
21(2)
0.852(2)

C10
4239(15)
8990(8)
3395(5)
22(2)
0.852(2)

C11
1985(15)
6737(8)
4262(5)
18(2)
0.852(2)

C12
2239(19)
5391(9)
4733(6)
23(3)
0.852(2)

C13
744(18)
6562(10)
5120(5)
24(3)
0.852(2)

C14
(871(17)
6691(10)
3342(6)
25(2)
0.852(2)

C15
(3010(20)
6238(9)
3949(5)
34(3)
0.852(2)

C16
(3170(20)
5820(10)
3078(6)
40(3)
0.852(2)

N1
1135(13)
6129(7)
4632(4)
17(2)
0.852(2)

N2
(2717(16)
6506(9)
3436(5)
30(2)
0.852(2)

Ru1
1631(1)
8424(1)
3521(1)
18(1)
0.852(2)

C21
4130(40)
7437(17)
4091(10)
20(4)
0.148(2)

C22
5380(30)
7451(17)
3688(12)
21(4)
0.148(2)

C23
6180(20)
8290(20)
3686(14)
21(4)
0.148(2)

C24
5400(40)
8780(20)
4073(12)
20(4)
0.148(2)

C25
4150(50)
8290(20)
4341(8)
20(4)
0.148(2)

C26
940(30)
8140(20)
3160(15)
20(2)
0.148(2)

C27
2230(50)
8180(20)
2770(9)
22(2)
0.148(2)

C28
2980(50)
9030(20)
2769(10)
22(2)
0.148(2)

C29
2140(40)
9503(18)
3150(14)
21(2)
0.148(2)

C30
830(30)
9000(20)
3393(14)
20(2)
0.148(2)

C31
3040(50)
6700(20)
4249(17)
19(3)
0.148(2)

C32
4310(90)
6530(40)
5101(18)
21(6)
0.148(2)

C33
2910(90)
5340(30)
4700(30)
22(5)
0.148(2)

C34
5850(50)
6720(30)
3287(19)
21(5)
0.148(2)

C35
8890(70)
7120(40)
3350(30)
22(7)
0.148(2)

C36
8000(70)
5840(40)
2950(30)
22(7)
0.148(2)

N21
3960(60)
6100(20)
4608(16)
20(4)
0.148(2)

N22
7660(50)
6470(30)
3360(20)
21(5)
0.148(2)

Ru21
3415(8)
8411(4)
3522(3)
21(1)
0.148(2)

	


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

	


C1(C2
1.422(14)

C1(C5
1.471(15)

C1(C11
1.479(15)

C1(Ru1
2.183(11)

C2(C3
1.449(15)

C2(C14
1.572(17)

C2(Ru1
2.171(12)

C3(C4
1.390(14)

C3(Ru1
2.189(11)

C3(H3
0.9500

C4(C5
1.418(14)

C4(Ru1
2.175(12)

C4(H4
0.9500

C5(Ru1
2.193(11)

C5(H5
0.9500

C6(C7
1.417(15)

C6(C10
1.455(15)

C6(Ru1
2.170(12)

C6(H6
0.9500

C7(C8
1.445(15)

C7(Ru1
2.171(11)

C7(H7
0.9500

C8(C9
1.386(14)

C8(Ru1
2.188(11)

C8(H8
0.9500

C9(C10
1.421(14)

C9(Ru1
2.183(11)

C9(H9
0.9500

C10(Ru1
2.226(12)

C10(H10
0.9500

C11(N1
1.494(14)

C11(H11A
0.9900

C11(H11B
0.9900

C12(N1
1.453(16)

C12(H12A
0.9800

C12(H12B
0.9800

C12(H12C
0.9800

C13(N1
1.456(15)

C13(H13A
0.9800

C13(H13B
0.9800

C13(H13C
0.9800

C14(N2
1.479(18)

C14(H14A
0.9900

C14(H14B
0.9900

C15(N2
1.404(19)

C15(H15A
0.9800

C15(H15B
0.9800

C15(H15C
0.9800

C16(N2
1.451(16)

C16(H16A
0.9800

C16(H16B
0.9800

C16(H16C
0.9800

C21(C22
1.418(19)

C21(C25
1.47(2)

C21(C31
1.48(2)

C21(Ru21
2.178(17)

C22(C23
1.449(19)

C22(C34
1.57(2)

C22(Ru21
2.173(18)

C23(C24
1.387(19)

C23(Ru21
2.191(18)

C23(H23
0.9500

C24(C25
1.417(19)

C24(Ru21
2.170(18)

C24(H24
0.9500

C25(Ru21
2.192(17)

C25(H25
0.9500

C26(C27
1.42(2)

C26(C30
1.47(2)

C26(Ru21
2.174(18)

C26(H26
0.9500

C27(C28
1.447(19)

C27(Ru21
2.176(17)

C27(H27
0.9500

C28(C29
1.387(19)

C28(Ru21
2.188(17)

C28(H28
0.9500

C29(C30
1.422(19)

C29(Ru21
2.184(17)

C29(H29
0.9500

C30(Ru21
2.224(18)

C30(H30
0.9500

C31(N21
1.50(2)

C31(H31A
0.9900

C31(H31B
0.9900

C32(N21
1.46(2)

C32(H32A
0.9800

C32(H32B
0.9800

C32(H32C
0.9800

C33(N21
1.45(2)

C33(H33A
0.9800

C33(H33B
0.9800

C33(H33C
0.9800

C34(N22
1.47(3)

C34(H34A
0.9900

C34(H34B
0.9900

C35(N22
1.39(3)

C35(H35A
0.9800

C35(H35B
0.9800

C35(H35C
0.9800

C36(N22
1.45(2)

C36(H36A
0.9800

C36(H36B
0.9800

C36(H36C
0.9800

C2(C1(C5
107.5(10)

C2(C1(C11
126.9(11)

C5(C1(C11
125.6(10)

C2(C1(Ru1
70.5(6)

C5(C1(Ru1
70.7(6)

C11(C1(Ru1
124.1(8)

C1(C2(C3
108.1(10)

C1(C2(C14
126.3(11)

C3(C2(C14
125.4(11)

C1(C2(Ru1
71.4(6)

C3(C2(Ru1
71.3(6)

C14(C2(Ru1
126.1(8)

C4(C3(C2
107.4(10)

C4(C3(Ru1
70.9(7)

C2(C3(Ru1
69.9(6)

C4(C3(H3
126.3

C2(C3(H3
126.3

Ru1(C3(H3
124.5

C3(C4(C5
111.0(10)

C3(C4(Ru1
72.0(6)

C5(C4(Ru1
71.8(7)

C3(C4(H4
124.5

C5(C4(H4
124.5

Ru1(C4(H4
123.3

C4(C5(C1
106.0(10)

C4(C5(Ru1
70.4(6)

C1(C5(Ru1
70.0(6)

C4(C5(H5
127.0

C1(C5(H5
127.0

Ru1(C5(H5
124.3

C7(C6(C10
107.9(10)

C7(C6(Ru1
71.0(6)

C10(C6(Ru1
72.8(7)

C7(C6(H6
126.0

C10(C6(H6
126.0

Ru1(C6(H6
121.9

C6(C7(C8
108.1(10)

C6(C7(Ru1
70.9(6)

C8(C7(Ru1
71.3(6)

C6(C7(H7
125.9

C8(C7(H7
125.9

Ru1(C7(H7
123.5

C9(C8(C7
107.1(10)

C9(C8(Ru1
71.3(6)

C7(C8(Ru1
70.0(6)

C9(C8(H8
126.4

C7(C8(H8
126.4

Ru1(C8(H8
123.9

C8(C9(C10
111.0(10)

C8(C9(Ru1
71.7(6)

C10(C9(Ru1
72.9(7)

C8(C9(H9
124.5

C10(C9(H9
124.5

Ru1(C9(H9
122.5

C9(C10(C6
105.8(10)

C9(C10(Ru1
69.5(6)

C6(C10(Ru1
68.6(7)

C9(C10(H10
127.1

C6(C10(H10
127.1

Ru1(C10(H10
126.3

C1(C11(N1
114.1(9)

C1(C11(H11A
108.7

N1(C11(H11A
108.7

C1(C11(H11B
108.7

N1(C11(H11B
108.7

H11A(C11(H11B
107.6

N2(C14(C2
107.8(11)

N2(C14(H14A
110.1

C2(C14(H14A
110.1

N2(C14(H14B
110.1

C2(C14(H14B
110.1

H14A(C14(H14B
108.5

C12(N1(C13
109.3(10)

C12(N1(C11
110.7(9)

C13(N1(C11
110.4(10)

C15(N2(C16
109.9(13)

C15(N2(C14
111.6(13)

C16(N2(C14
106.0(12)

C6(Ru1(C2
124.8(4)

C6(Ru1(C7
38.1(4)

C2(Ru1(C7
111.1(5)

C6(Ru1(C4
163.4(5)

C2(Ru1(C4
63.6(4)

C7(Ru1(C4
157.5(4)

C6(Ru1(C9
63.6(4)

C2(Ru1(C9
160.1(4)

C7(Ru1(C9
63.1(4)

C4(Ru1(C9
113.8(5)

C6(Ru1(C1
112.6(5)

C2(Ru1(C1
38.1(4)

C7(Ru1(C1
126.8(4)

C4(Ru1(C1
63.9(4)

C9(Ru1(C1
160.9(4)

C6(Ru1(C8
64.2(4)

C2(Ru1(C8
126.3(4)

C7(Ru1(C8
38.7(4)

C4(Ru1(C8
124.7(4)

C9(Ru1(C8
37.0(4)

C1(Ru1(C8
160.8(4)

C6(Ru1(C3
158.2(4)

C2(Ru1(C3
38.8(4)

C7(Ru1(C3
124.5(4)

C4(Ru1(C3
37.2(4)

C9(Ru1(C3
126.7(4)

C1(Ru1(C3
64.2(4)

C8(Ru1(C3
111.0(4)

C6(Ru1(C5
128.9(4)

C2(Ru1(C5
64.6(4)

C7(Ru1(C5
162.6(4)

C4(Ru1(C5
37.9(4)

C9(Ru1(C5
126.8(4)

C1(Ru1(C5
39.3(4)

C8(Ru1(C5
157.8(4)

C3(Ru1(C5
63.8(4)

C6(Ru1(C10
38.6(4)

C2(Ru1(C10
159.7(4)

C7(Ru1(C10
63.7(4)

C4(Ru1(C10
129.0(5)

C9(Ru1(C10
37.6(4)

C1(Ru1(C10
127.4(4)

C8(Ru1(C10
63.2(4)

C3(Ru1(C10
160.8(4)

C5(Ru1(C10
113.9(5)

C22(C21(C25
107.6(15)

C22(C21(C31
127(2)

C25(C21(C31
125(2)

C22(C21(Ru21
70.8(9)

C25(C21(Ru21
70.9(9)

C31(C21(Ru21
125.0(19)

C21(C22(C23
107.9(15)

C21(C22(C34
129(2)

C23(C22(C34
123(2)

C21(C22(Ru21
71.2(9)

C23(C22(Ru21
71.3(9)

C34(C22(Ru21
122(2)

C24(C23(C22
107.6(16)

C24(C23(Ru21
70.7(10)

C22(C23(Ru21
69.9(9)

C24(C23(H23
126.2

C22(C23(H23
126.2

Ru21(C23(H23
124.8

C23(C24(C25
110.8(17)

C23(C24(Ru21
72.3(10)

C25(C24(Ru21
71.9(10)

C23(C24(H24
124.6

C25(C24(H24
124.6

Ru21(C24(H24
122.8

C24(C25(C21
106.0(16)

C24(C25(Ru21
70.2(10)

C21(C25(Ru21
69.9(9)

C24(C25(H25
127.0

C21(C25(H25
127.0

Ru21(C25(H25
124.6

C27(C26(C30
107.0(16)

C27(C26(Ru21
71.1(10)

C30(C26(Ru21
72.4(10)

C27(C26(H26
126.5

C30(C26(H26
126.5

Ru21(C26(H26
121.8

C26(C27(C28
108.7(16)

C26(C27(Ru21
70.9(9)

C28(C27(Ru21
71.1(9)

C26(C27(H27
125.7

C28(C27(H27
125.7

Ru21(C27(H27
123.9

C29(C28(C27
107.2(16)

C29(C28(Ru21
71.3(9)

C27(C28(Ru21
70.2(9)

C29(C28(H28
126.4

C27(C28(H28
126.4

Ru21(C28(H28
123.8

C28(C29(C30
110.7(17)

C28(C29(Ru21
71.7(10)

C30(C29(Ru21
72.7(10)

C28(C29(H29
124.6

C30(C29(H29
124.6

Ru21(C29(H29
122.6

C29(C30(C26
106.2(16)

C29(C30(Ru21
69.7(9)

C26(C30(Ru21
68.7(9)

C29(C30(H30
126.9

C26(C30(H30
126.9

Ru21(C30(H30
126.3

C21(C31(N21
112(2)

C21(C31(H31A
109.1

N21(C31(H31A
109.1

C21(C31(H31B
109.1

N21(C31(H31B
109.1

H31A(C31(H31B
107.9

N21(C32(H32A
109.5

N21(C32(H32B
109.5

H32A(C32(H32B
109.5

N21(C32(H32C
109.5

H32A(C32(H32C
109.5

H32B(C32(H32C
109.5

N21(C33(H33A
109.5

N21(C33(H33B
109.5

H33A(C33(H33B
109.5

N21(C33(H33C
109.5

H33A(C33(H33C
109.5

H33B(C33(H33C
109.5

N22(C34(C22
110(2)

N22(C34(H34A
109.8

C22(C34(H34A
109.8

N22(C34(H34B
109.8

C22(C34(H34B
109.8

H34A(C34(H34B
108.2

N22(C35(H35A
109.5

N22(C35(H35B
109.5

H35A(C35(H35B
109.5

N22(C35(H35C
109.5

H35A(C35(H35C
109.5

H35B(C35(H35C
109.5

N22(C36(H36A
109.5

N22(C36(H36B
109.5

H36A(C36(H36B
109.5

N22(C36(H36C
109.5

H36A(C36(H36C
109.5

H36B(C36(H36C
109.5

C33(N21(C32
109(3)

C33(N21(C31
110(3)

C32(N21(C31
110(3)

C35(N22(C36
111(3)

C35(N22(C34
117(3)

C36(N22(C34
105(3)

C24(Ru21(C22
63.6(8)

C24(Ru21(C26
163.2(12)

C22(Ru21(C26
124.7(11)

C24(Ru21(C27
157.9(12)

C22(Ru21(C27
110.8(10)

C26(Ru21(C27
38.0(6)

C24(Ru21(C21
64.0(8)

C22(Ru21(C21
38.0(5)

C26(Ru21(C21
112.3(11)

C27(Ru21(C21
126.2(11)

C24(Ru21(C29
113.8(11)

C22(Ru21(C29
159.3(12)

C26(Ru21(C29
64.1(8)

C27(Ru21(C29
63.1(8)

C21(Ru21(C29
161.8(12)

C24(Ru21(C28
124.9(11)

C22(Ru21(C28
125.6(11)

C26(Ru21(C28
64.5(8)

C27(Ru21(C28
38.7(6)

C21(Ru21(C28
159.9(12)

C29(Ru21(C28
37.0(5)

C24(Ru21(C23
37.1(5)

C22(Ru21(C23
38.8(6)

C26(Ru21(C23
158.3(12)

C27(Ru21(C23
124.8(11)

C21(Ru21(C23
64.1(8)

C29(Ru21(C23
126.2(11)

C28(Ru21(C23
110.9(11)

C24(Ru21(C25
37.9(6)

C22(Ru21(C25
64.5(7)

C26(Ru21(C25
128.6(11)

C27(Ru21(C25
162.0(12)

C21(Ru21(C25
39.2(6)

C29(Ru21(C25
127.4(11)

C28(Ru21(C25
158.5(12)

C23(Ru21(C25
63.5(8)

C24(Ru21(C30
128.8(11)

C22(Ru21(C30
160.3(12)

C26(Ru21(C30
39.0(6)

C27(Ru21(C30
63.6(8)

C21(Ru21(C30
128.1(11)

C29(Ru21(C30
37.6(6)

C28(Ru21(C30
63.2(8)

C23(Ru21(C30
160.4(12)

C25(Ru21(C30
114.4(11)

	


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
21(3) 
23(4)
13(3) 
1(3)
1(3) 
(1(3)

C2
21(4) 
23(4)
17(3) 
(2(3)
2(3) 
(1(3)

C3
19(4) 
24(4)
16(4) 
1(4)
7(3) 
5(4)

C4
22(4) 
25(4)
13(4) 
3(4)
4(4) 
3(4)

C5
23(4) 
24(4)
9(4) 
1(4)
4(3) 
2(4)

C6
20(3) 
26(3)
25(3) 
9(3)
7(3) 
(3(3)

C7
22(4) 
26(3)
23(3) 
5(3)
6(3) 
(3(3)

C8
19(4) 
24(3)
20(3) 
7(3)
7(3) 
(5(3)

C9
19(3) 
23(3)
21(3) 
7(3)
6(3) 
(7(3)

C10
16(3) 
24(3)
27(3) 
8(3)
6(3) 
(6(3)

C11
17(4) 
21(4)
14(3) 
3(3)
3(3) 
(1(3)

C12
28(7) 
24(6)
17(5) 
(2(5)
5(6) 
3(5)

C13
27(6) 
31(6)
16(6) 
(2(6)
7(5) 
8(6)

C14
27(4) 
25(4)
24(4) 
(6(4)
(2(4) 
0(4)

C15
40(8) 
23(6)
40(7) 
(11(6)
5(6) 
(15(6)

C16
40(7) 
37(7)
42(7) 
(4(6)
(2(7) 
(10(7)

N1
16(4) 
23(4)
11(4) 
0(3)
7(3) 
5(4)

N2
31(4) 
26(4)
31(5) 
(9(4)
(1(4) 
(4(4)

Ru1
20(1) 
23(1)
12(1) 
2(1)
1(1) 
0(1)

C21
22(7) 
19(7)
19(7) 
4(6)
1(7) 
(3(7)

C22
23(8) 
18(8)
21(7) 
5(7)
(1(7) 
(5(7)

C23
24(8) 
18(8)
20(8) 
5(8)
(2(8) 
(6(8)

C24
23(8) 
18(8)
20(8) 
5(8)
0(8) 
(5(8)

C25
23(8) 
19(8)
19(8) 
4(7)
0(8) 
(4(8)

C26
20(3) 
24(3)
17(3) 
3(3)
4(3) 
(2(3)

C27
20(4) 
25(4)
20(3) 
5(3)
6(3) 
(4(4)

C28
20(4) 
25(3)
21(3) 
6(3)
6(3) 
(5(3)

C29
19(4) 
24(4)
20(3) 
6(3)
6(4) 
(4(4)

C30
19(3) 
23(3)
17(3) 
4(3)
4(3) 
(2(3)

C31
20(6) 
21(5)
18(5) 
3(5)
2(5) 
0(5)

C32
21(12) 
21(12)
20(11) 
2(11)
1(11) 
3(12)

C33
24(9) 
22(8)
18(8) 
1(8)
3(9) 
3(8)

C34
23(9) 
17(9)
22(9) 
5(8)
(1(8) 
(7(8)

C35
24(14) 
14(13)
29(13) 
2(13)
(4(13) 
(12(13)

C36
23(14) 
18(13)
26(13) 
5(13)
0(13) 
(11(13)

N21
21(7) 
21(7)
18(6) 
2(6)
2(7) 
1(7)

N22
23(10) 
16(10)
24(10) 
5(9)
(1(9) 
(8(9)

Ru21
15(2) 
19(2)
30(2) 
2(3)
3(2) 
(1(2)

	


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

Atom 
x
y
z
Ueq
S.o.f.
H3
(2019
8507
3448
24
0.852(2)

H4
(641
9401
4136
24
0.852(2)

H5
1579
8522
4622
22
0.852(2)

H6
4758
7645
3258
28
0.852(2)

H7
2486
7711
2551
28
0.852(2)

H8
1214
9239
2546
26
0.852(2)

H9
2715
10084
3232
25
0.852(2)

H10
5024
9168
3658
27
0.852(2)

H11A
3046
6966
4426
21
0.852(2)

H11B
2337
6413
3948
21
0.852(2)

H12A
2568
5121
4404
34
0.852(2)

H12B
1616
4972
4948
34
0.852(2)

H12C
3280
5581
4917
34
0.852(2)

H13A
214
6151
5361
37
0.852(2)

H13B
(57
7039
5055
37
0.852(2)

H13C
1813
6787
5272
37
0.852(2)

H14A
(680
6832
2972
30
0.852(2)

H14B
(161
6181
3431
30
0.852(2)

H15A
(2148
5806
4047
51
0.852(2)

H15B
(4168
5986
3976
51
0.852(2)

H15C
(2925
6735
4183
51
0.852(2)

H16A
(2897
5998
2722
59
0.852(2)

H16B
(4412
5700
3105
59
0.852(2)

H16C
(2520
5300
3165
59
0.852(2)

H23
7076
8482
3460
25
0.148(2)

H24
5674
9364
4148
25
0.148(2)

H25
3455
8469
4625
24
0.148(2)

H26
271
7650
3253
24
0.148(2)

H27
2544
7716
2545
26
0.148(2)

H28
3882
9228
2550
26
0.148(2)

H29
2399
10084
3236
25
0.148(2)

H30
51
9186
3654
24
0.148(2)

H31A
2671
6384
3935
23
0.148(2)

H31B
1993
6925
4423
23
0.148(2)

H32A
3212
6676
5268
31
0.148(2)

H32B
4979
7050
5038
31
0.148(2)

H32C
4962
6137
5327
31
0.148(2)

H33A
3536
4935
4922
32
0.148(2)

H33B
2640
5062
4367
32
0.148(2)

H33C
1829
5510
4871
32
0.148(2)

H34A
5091
6217
3341
25
0.148(2)

H34B
5671
6935
2928
25
0.148(2)

H35A
9350
7190
2999
33
0.148(2)

H35B
9830
6979
3590
33
0.148(2)

H35C
8350
7666
3461
33
0.148(2)

H36A
7118
5891
2680
33
0.148(2)

H36B
7974
5260
3098
33
0.148(2)

H36C
9141
5952
2799
33
0.148(2)
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