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Table 1. Crystal data and structure refinement.

	


Identification code 
04src0794    (304-306-1)
Empirical formula 
C11H23Cl2N4O6P3
Formula weight 
471.14

Temperature 
120(2) K

Wavelength 
0.71073 Å

Crystal system 
Orthorhombic

Space group 
P212121 

Unit cell dimensions
a = 13.648(3) Å
( = 90°


b = 17.348(3) Å
( = 90°


c = 33.734(8) Å
(  = 90°

Volume
7987(3) Å3
Z
16

Density (calculated)
1.567 Mg / m3
Absorption coefficient
0.601 mm(1
F(000)
3904

Crystal
blade; colourless

Crystal size
0.42 ( 0.12 ( 0.01 mm3
( range for data collection
2.97 ( 27.50°

Index ranges
(17 ( h ( 17, (19 ( k ( 22, (43 ( l ( 43

Reflections collected
71023

Independent reflections
18198 [Rint = 0.0858]

Completeness to ( = 27.50°
99.6 % 

Absorption correction
Semi(empirical from equivalents

Max. and min. transmission
0.9940 and 0.7864

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
18198 / 0 / 955

Goodness-of-fit on F2
1.015

Final R indices [F2 > 2((F2)]
R1 = 0.0613, wR2 = 0.1190

R indices (all data)
R1 = 0.1038, wR2 = 0.1362

Absolute structure parameter
0.39(6)

Extinction coefficient
0.00005(6)

Largest diff. peak and hole
0.476 and (0.648 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: 

Molecule1: P1-P2 = 2.766, P2-P3 = 2.734, P1-P3 = 2.751, max deviation = 0.078(P2)

Molecule 2: P4-P5 = 2.755, P5-P6 = 2.738, P4-P6 = 2.759, max deviation = 0.1 (N6)

Molecule 3: P7-P8 = 2.787, P8-P9 = 2.752, P7-P9 = 2.771, max deviation = 0.083 (N10)

Molecule 4: P10-P11 = 2.772, P11-P12 = 2.738, P10- P12 = 2.796, max deviation = 0.121 (N14) 
P2=S, P3=R, P5=S, P6=R, P8=S, P9=R, P11=S, P12=R

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
8897(4)
3028(3)
2055(2)
40(2)
1

C2
8349(4)
3231(3)
2426(2)
41(2)
1

C3
7938(4)
4027(3)
2391(2)
31(1)
1

C4
12507(4)
6103(3)
1520(2)
30(1)
1

C5
13336(4)
5748(3)
1303(2)
32(1)
1

C6
13725(4)
5034(3)
733(2)
38(2)
1

C7
13300(4)
4475(3)
442(2)
42(2)
1

C8
12135(5)
4354(3)
(70(2)
42(2)
1

C9
11354(4)
4797(3)
(281(2)
39(2)
1

C10
10400(4)
4852(3)
308(2)
32(1)
1

C11
9634(4)
5333(3)
501(2)
38(1)
1

C12
(988(7)
4420(4)
6941(5)
180(9)
1

C13
(1485(7)
4276(6)
7313(5)
187(9)
1

C14
(1967(5)
3541(5)
7323(2)
86(3)
1

C15
2543(4)
1388(2)
6447(1)
22(1)
1

C16
3310(4)
1819(3)
6233(2)
24(1)
1

C17
3591(4)
2680(3)
5697(2)
27(1)
1

C18
3083(4)
3202(3)
5415(2)
29(1)
1

C19
2013(4)
3216(3)
4868(2)
30(1)
1

C20
1302(4)
2694(3)
4654(2)
30(1)
1

C21
329(5)
2606(3)
5239(2)
38(1)
1

C22
(362(4)
2097(3)
5444(2)
36(1)
1

C23
8032(4)
8583(3)
7209(2)
42(2)
1

C24
8437(4)
9361(3)
7095(2)
50(2)
1

C25
8909(4)
9349(3)
6690(2)
44(2)
1

C26
9584(4)
7647(3)
5548(2)
29(1)
1

C27
10552(4)
7529(3)
5335(2)
30(1)
1

C28
11420(4)
8094(3)
4797(2)
43(2)
1

C29
12395(4)
8331(3)
4947(2)
41(2)
1

C30
13568(4)
7996(3)
5430(2)
32(1)
1

C31
13925(4)
7362(3)
5694(2)
34(1)
1

C32
13506(4)
6691(3)
6278(2)
33(1)
1

C33
12655(4)
6343(3)
6491(2)
30(1)
1

C34
969(4)
3148(3)
3381(2)
47(2)
1

C35
1410(5)
3075(3)
2982(2)
51(2)
1

C36
1896(4)
3819(3)
2850(2)
39(1)
1

C37
(2643(4)
6130(3)
3594(2)
27(1)
1

C38
(3398(3)
5712(3)
3829(1)
24(1)
1

C39
(3646(4)
4892(3)
4369(2)
32(1)
1

C40
(3141(4)
4304(3)
4621(1)
32(1)
1

C41
(2100(4)
4165(3)
5179(2)
33(1)
1

C42
(1150(4)
4482(3)
5312(2)
32(1)
1

C43
(365(4)
5043(3)
4748(2)
31(1)
1

C44
506(4)
4898(3)
4491(2)
31(1)
1

N1
10489(3)
4886(2)
2045(1)
23(1)
1

N2
10310(3)
5669(2)
1356(1)
32(1)
1

N3
8954(3)
4601(3)
1557(1)
37(1)
1

N4
8710(3)
4606(2)
2327(1)
24(1)
1

N5
(1079(4)
2771(3)
6502(1)
52(2)
1

N6
341(3)
1773(2)
6293(1)
37(1)
1

N7
453(3)
2507(2)
6997(1)
34(1)
1

N8
(1258(4)
2908(3)
7259(2)
40(1)
1

N9
8958(3)
7568(2)
6429(1)
31(1)
1

N10
10404(3)
6537(2)
6321(1)
32(1)
1

N11
10511(3)
7567(2)
6925(1)
26(1)
1

O13
9725(3)
8811(2)
6686(1)
34(1)
1

N13
(465(3)
5007(2)
3117(1)
28(1)
1

N14
(379(3)
5982(2)
3742(1)
27(1)
1

N15
1110(3)
5025(2)
3604(1)
29(1)
1

O19
252(3)
3768(2)
3394(1)
38(1)
1

O1
9733(3)
3551(2)
1985(1)
35(1)
1

O2
11955(2)
5506(2)
1728(1)
24(1)
1

O3
12966(3)
5294(2)
988(1)
27(1)
1

O4
12679(3)
4861(2)
174(1)
34(1)
1

O5
10738(3)
5251(2)
(28(1)
31(1)
1

O6
9283(3)
4908(2)
839(1)
33(1)
1

O7
(197(3)
3832(2)
6873(2)
77(2)
1

O8
1965(2)
1933(2)
6683(1)
23(1)
1

O9
2871(3)
2302(2)
5941(1)
24(1)
1

O10
2598(3)
2751(2)
5123(1)
26(1)
1

O11
715(2)
2218(2)
4905(1)
27(1)
1

O12
(733(3)
2506(2)
5783(1)
35(1)
1

N12
8786(3)
7975(3)
7181(1)
30(1)
1

O14
9290(3)
6945(2)
5742(1)
30(1)
1

O15
10652(3)
8172(2)
5080(1)
35(1)
1

O16
12781(3)
7723(2)
5191(1)
30(1)
1

O17
13152(3)
7130(2)
5952(1)
30(1)
1

O18
12040(2)
6955(2)
6651(1)
23(1)
1

N16
1231(4)
4480(3)
2872(1)
29(1)
1

O20
(2007(2)
5566(2)
3404(1)
22(1)
1

O21
(2945(3)
5270(2)
4123(1)
26(1)
1

O22
(2555(2)
4683(2)
4905(1)
28(1)
1

O23
(405(2)
4421(2)
5016(1)
31(1)
1

O24
806(2)
5614(2)
4302(1)
28(1)
1

P1
9475(1)
4441(1)
1965(1)
23(1)
1

P2
10823(1)
5569(1)
1768(1)
22(1)
1

P3
9299(1)
5253(1)
1268(1)
29(1)
1

P4
(520(1)
2978(1)
6901(1)
24(1)
1

P5
(689(1)
2152(1)
6207(1)
39(1)
1

P6
834(1)
1855(1)
6713(1)
26(1)
1

P7
9498(1)
7948(1)
6801(1)
24(1)
1

P8
9349(1)
6841(1)
6205(1)
26(1)
1

P9
10927(1)
6825(1)
6713(1)
24(1)
1

P10
539(1)
4599(1)
3250(1)
25(1)
1

P11
(893(1)
5719(1)
3343(1)
24(1)
1

P12
690(1)
5720(1)
3842(1)
25(1)
1

Cl1
10662(1)
6574(1)
2070(1)
38(1)
1

Cl2
8271(1)
6098(1)
1239(1)
43(1)
1

Cl3
(1662(1)
1262(1)
6162(1)
50(1)
1

Cl4
683(1)
824(1)
6992(1)
38(1)
1

Cl5
8379(1)
5975(1)
6251(1)
49(1)
1

Cl6
10920(1)
5944(1)
7111(1)
37(1)
1

Cl7
(898(1)
6633(1)
2970(1)
39(1)
1

Cl8
1590(1)
6638(1)
3797(1)
35(1)
1

	


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

	


C1(O1
1.478(6)

C1(C2
1.499(8)

C1(H1A
0.9900

C1(H1B
0.9900

C2(C3
1.495(7)

C2(H2A
0.9900

C2(H2B
0.9900

C3(N4
1.471(6)

C3(H3A
0.9900

C3(H3B
0.9900

C4(O2
1.461(5)

C4(C5
1.483(7)

C4(H4A
0.9900

C4(H4B
0.9900

C5(O3
1.414(6)

C5(H5A
0.9900

C5(H5B
0.9900

C6(O3
1.421(6)

C6(C7
1.498(8)

C6(H6A
0.9900

C6(H6B
0.9900

C7(O4
1.408(7)

C7(H7A
0.9900

C7(H7B
0.9900

C8(O4
1.416(6)

C8(C9
1.494(8)

C8(H8A
0.9900

C8(H8B
0.9900

C9(O5
1.434(6)

C9(H9A
0.9900

C9(H9B
0.9900

C10(O5
1.404(6)

C10(C11
1.487(7)

C10(H10A
0.9900

C10(H10B
0.9900

C11(O6
1.442(6)

C11(H11A
0.9900

C11(H11B
0.9900

C12(C13
1.449(19)

C12(O7
1.504(11)

C12(H12A
0.9900

C12(H12B
0.9900

C13(C14
1.434(12)

C13(H13A
0.9900

C13(H13B
0.9900

C14(N8
1.480(8)

C14(H14A
0.9900

C14(H14B
0.9900

C15(O8
1.465(5)

C15(C16
1.476(7)

C15(H15A
0.9900

C15(H15B
0.9900

C16(O9
1.425(5)

C16(H16A
0.9900

C16(H16B
0.9900

C17(O9
1.439(6)

C17(C18
1.485(7)

C17(H17A
0.9900

C17(H17B
0.9900

C18(O10
1.421(6)

C18(H18A
0.9900

C18(H18B
0.9900

C19(O10
1.424(6)

C19(C20
1.512(7)

C19(H19A
0.9900

C19(H19B
0.9900

C20(O11
1.427(6)

C20(H20A
0.9900

C20(H20B
0.9900

C21(O11
1.413(6)

C21(C22
1.466(7)

C21(H21A
0.9900

C21(H21B
0.9900

C22(O12
1.436(6)

C22(H22A
0.9900

C22(H22B
0.9900

C23(N12
1.476(7)

C23(C24
1.508(8)

C23(H23A
0.9900

C23(H23B
0.9900

C24(C25
1.510(8)

C24(H24A
0.9900

C24(H24B
0.9900

C25(O13
1.453(6)

C25(H25A
0.9900

C25(H25B
0.9900

C26(O14
1.439(5)

C26(C27
1.518(7)

C26(H26A
0.9900

C26(H26B
0.9900

C27(O15
1.414(5)

C27(H27A
0.9900

C27(H27B
0.9900

C28(O15
1.424(6)

C28(C29
1.482(8)

C28(H28A
0.9900

C28(H28B
0.9900

C29(O16
1.437(6)

C29(H29A
0.9900

C29(H29B
0.9900

C30(O16
1.426(6)

C30(C31
1.496(7)

C30(H30A
0.9900

C30(H30B
0.9900

C31(O17
1.425(6)

C31(H31A
0.9900

C31(H31B
0.9900

C32(O17
1.425(6)

C32(C33
1.493(8)

C32(H32A
0.9900

C32(H32B
0.9900

C33(O18
1.457(5)

C33(H33A
0.9900

C33(H33B
0.9900

C34(O19
1.454(6)

C34(C35
1.480(8)

C34(H34A
0.9900

C34(H34B
0.9900

C35(C36
1.518(7)

C35(H35A
0.9900

C35(H35B
0.9900

C36(N16
1.464(7)

C36(H36A
0.9900

C36(H36B
0.9900

C37(O20
1.456(5)

C37(C38
1.489(7)

C37(H37A
0.9900

C37(H37B
0.9900

C38(O21
1.397(5)

C38(H38A
0.9900

C38(H38B
0.9900

C39(O21
1.427(6)

C39(C40
1.496(7)

C39(H39A
0.9900

C39(H39B
0.9900

C40(O22
1.411(6)

C40(H40A
0.9900

C40(H40B
0.9900

C41(O22
1.431(6)

C41(C42
1.478(7)

C41(H41A
0.9900

C41(H41B
0.9900

C42(O23
1.428(6)

C42(H42A
0.9900

C42(H42B
0.9900

C43(O23
1.410(5)

C43(C44
1.492(7)

C43(H43A
0.9900

C43(H43B
0.9900

C44(O24
1.455(5)

C44(H44A
0.9900

C44(H44B
0.9900

N1(P2
1.575(4)

N1(P1
1.607(4)

N2(P2
1.567(4)

N2(P3
1.584(4)

N3(P3
1.565(4)

N3(P1
1.574(4)

N4(P1
1.633(4)

N4(H4N
0.88(6)

N5(P5
1.560(5)

N5(P4
1.586(5)

N6(P6
1.574(4)

N6(P5
1.579(4)

N7(P6
1.572(4)

N7(P4
1.593(4)

N8(P4
1.577(5)

N8(H8N
0.76(4)

N9(P8
1.564(4)

N9(P7
1.597(4)

N10(P8
1.583(4)

N10(P9
1.583(4)

N11(P9
1.579(4)

N11(P7
1.588(4)

O13(P7
1.578(3)

N13(P11
1.564(4)

N13(P10
1.605(4)

N14(P12
1.565(4)

N14(P11
1.585(4)

N15(P12
1.558(4)

N15(P10
1.607(4)

O19(P10
1.572(3)

O1(P1
1.585(3)

O2(P2
1.555(4)

O6(P3
1.565(4)

O7(P4
1.549(4)

O8(P6
1.553(4)

O12(P5
1.559(4)

N12(P7
1.610(5)

N12(H12N
0.75(4)

O14(P8
1.573(3)

O18(P9
1.550(4)

N16(P10
1.599(5)

N16(H16N
0.70(5)

O20(P11
1.557(4)

O24(P12
1.570(3)

P2(Cl1
2.0307(17)

P3(Cl2
2.0321(19)

P5(Cl3
2.041(2)

P6(Cl4
2.0328(19)

P8(Cl5
2.0088(18)

P9(Cl6
2.0345(18)

P11(Cl7
2.0261(18)

P12(Cl8
2.0162(17)

O1(C1(C2
112.0(4)

O1(C1(H1A
109.2

C2(C1(H1A
109.2

O1(C1(H1B
109.2

C2(C1(H1B
109.2

H1A(C1(H1B
107.9

C3(C2(C1
109.8(5)

C3(C2(H2A
109.7

C1(C2(H2A
109.7

C3(C2(H2B
109.7

C1(C2(H2B
109.7

H2A(C2(H2B
108.2

N4(C3(C2
112.0(4)

N4(C3(H3A
109.2

C2(C3(H3A
109.2

N4(C3(H3B
109.2

C2(C3(H3B
109.2

H3A(C3(H3B
107.9

O2(C4(C5
109.6(4)

O2(C4(H4A
109.7

C5(C4(H4A
109.7

O2(C4(H4B
109.7

C5(C4(H4B
109.7

H4A(C4(H4B
108.2

O3(C5(C4
109.3(4)

O3(C5(H5A
109.8

C4(C5(H5A
109.8

O3(C5(H5B
109.8

C4(C5(H5B
109.8

H5A(C5(H5B
108.3

O3(C6(C7
108.6(5)

O3(C6(H6A
110.0

C7(C6(H6A
110.0

O3(C6(H6B
110.0

C7(C6(H6B
110.0

H6A(C6(H6B
108.3

O4(C7(C6
110.3(4)

O4(C7(H7A
109.6

C6(C7(H7A
109.6

O4(C7(H7B
109.6

C6(C7(H7B
109.6

H7A(C7(H7B
108.1

O4(C8(C9
109.3(4)

O4(C8(H8A
109.8

C9(C8(H8A
109.8

O4(C8(H8B
109.8

C9(C8(H8B
109.8

H8A(C8(H8B
108.3

O5(C9(C8
114.7(5)

O5(C9(H9A
108.6

C8(C9(H9A
108.6

O5(C9(H9B
108.6

C8(C9(H9B
108.6

H9A(C9(H9B
107.6

O5(C10(C11
107.8(4)

O5(C10(H10A
110.1

C11(C10(H10A
110.1

O5(C10(H10B
110.1

C11(C10(H10B
110.1

H10A(C10(H10B
108.5

O6(C11(C10
107.1(4)

O6(C11(H11A
110.3

C10(C11(H11A
110.3

O6(C11(H11B
110.3

C10(C11(H11B
110.3

H11A(C11(H11B
108.5

C13(C12(O7
110.5(8)

C13(C12(H12A
109.5

O7(C12(H12A
109.5

C13(C12(H12B
109.5

O7(C12(H12B
109.5

H12A(C12(H12B
108.1

C14(C13(C12
112.8(9)

C14(C13(H13A
109.0

C12(C13(H13A
109.0

C14(C13(H13B
109.0

C12(C13(H13B
109.0

H13A(C13(H13B
107.8

C13(C14(N8
110.9(6)

C13(C14(H14A
109.5

N8(C14(H14A
109.5

C13(C14(H14B
109.5

N8(C14(H14B
109.5

H14A(C14(H14B
108.1

O8(C15(C16
108.7(4)

O8(C15(H15A
109.9

C16(C15(H15A
109.9

O8(C15(H15B
109.9

C16(C15(H15B
109.9

H15A(C15(H15B
108.3

O9(C16(C15
109.8(4)

O9(C16(H16A
109.7

C15(C16(H16A
109.7

O9(C16(H16B
109.7

C15(C16(H16B
109.7

H16A(C16(H16B
108.2

O9(C17(C18
108.9(4)

O9(C17(H17A
109.9

C18(C17(H17A
109.9

O9(C17(H17B
109.9

C18(C17(H17B
109.9

H17A(C17(H17B
108.3

O10(C18(C17
109.0(4)

O10(C18(H18A
109.9

C17(C18(H18A
109.9

O10(C18(H18B
109.9

C17(C18(H18B
109.9

H18A(C18(H18B
108.3

O10(C19(C20
108.0(4)

O10(C19(H19A
110.1

C20(C19(H19A
110.1

O10(C19(H19B
110.1

C20(C19(H19B
110.1

H19A(C19(H19B
108.4

O11(C20(C19
115.0(4)

O11(C20(H20A
108.5

C19(C20(H20A
108.5

O11(C20(H20B
108.5

C19(C20(H20B
108.5

H20A(C20(H20B
107.5

O11(C21(C22
109.3(4)

O11(C21(H21A
109.8

C22(C21(H21A
109.8

O11(C21(H21B
109.8

C22(C21(H21B
109.8

H21A(C21(H21B
108.3

O12(C22(C21
107.7(4)

O12(C22(H22A
110.2

C21(C22(H22A
110.2

O12(C22(H22B
110.2

C21(C22(H22B
110.2

H22A(C22(H22B
108.5

N12(C23(C24
111.5(5)

N12(C23(H23A
109.3

C24(C23(H23A
109.3

N12(C23(H23B
109.3

C24(C23(H23B
109.3

H23A(C23(H23B
108.0

C23(C24(C25
112.0(5)

C23(C24(H24A
109.2

C25(C24(H24A
109.2

C23(C24(H24B
109.2

C25(C24(H24B
109.2

H24A(C24(H24B
107.9

O13(C25(C24
110.1(4)

O13(C25(H25A
109.6

C24(C25(H25A
109.6

O13(C25(H25B
109.6

C24(C25(H25B
109.6

H25A(C25(H25B
108.2

O14(C26(C27
110.2(4)

O14(C26(H26A
109.6

C27(C26(H26A
109.6

O14(C26(H26B
109.6

C27(C26(H26B
109.6

H26A(C26(H26B
108.1

O15(C27(C26
105.5(4)

O15(C27(H27A
110.6

C26(C27(H27A
110.6

O15(C27(H27B
110.6

C26(C27(H27B
110.6

H27A(C27(H27B
108.8

O15(C28(C29
113.9(5)

O15(C28(H28A
108.8

C29(C28(H28A
108.8

O15(C28(H28B
108.8

C29(C28(H28B
108.8

H28A(C28(H28B
107.7

O16(C29(C28
108.7(4)

O16(C29(H29A
110.0

C28(C29(H29A
110.0

O16(C29(H29B
110.0

C28(C29(H29B
110.0

H29A(C29(H29B
108.3

O16(C30(C31
109.7(4)

O16(C30(H30A
109.7

C31(C30(H30A
109.7

O16(C30(H30B
109.7

C31(C30(H30B
109.7

H30A(C30(H30B
108.2

O17(C31(C30
109.2(4)

O17(C31(H31A
109.8

C30(C31(H31A
109.8

O17(C31(H31B
109.8

C30(C31(H31B
109.8

H31A(C31(H31B
108.3

O17(C32(C33
108.9(4)

O17(C32(H32A
109.9

C33(C32(H32A
109.9

O17(C32(H32B
109.9

C33(C32(H32B
109.9

H32A(C32(H32B
108.3

O18(C33(C32
109.4(4)

O18(C33(H33A
109.8

C32(C33(H33A
109.8

O18(C33(H33B
109.8

C32(C33(H33B
109.8

H33A(C33(H33B
108.2

O19(C34(C35
111.3(5)

O19(C34(H34A
109.4

C35(C34(H34A
109.4

O19(C34(H34B
109.4

C35(C34(H34B
109.4

H34A(C34(H34B
108.0

C34(C35(C36
111.8(5)

C34(C35(H35A
109.2

C36(C35(H35A
109.2

C34(C35(H35B
109.2

C36(C35(H35B
109.2

H35A(C35(H35B
107.9

N16(C36(C35
112.3(5)

N16(C36(H36A
109.1

C35(C36(H36A
109.1

N16(C36(H36B
109.1

C35(C36(H36B
109.1

H36A(C36(H36B
107.9

O20(C37(C38
108.7(4)

O20(C37(H37A
110.0

C38(C37(H37A
110.0

O20(C37(H37B
110.0

C38(C37(H37B
110.0

H37A(C37(H37B
108.3

O21(C38(C37
109.8(4)

O21(C38(H38A
109.7

C37(C38(H38A
109.7

O21(C38(H38B
109.7

C37(C38(H38B
109.7

H38A(C38(H38B
108.2

O21(C39(C40
109.6(4)

O21(C39(H39A
109.8

C40(C39(H39A
109.8

O21(C39(H39B
109.8

C40(C39(H39B
109.8

H39A(C39(H39B
108.2

O22(C40(C39
109.3(4)

O22(C40(H40A
109.8

C39(C40(H40A
109.8

O22(C40(H40B
109.8

C39(C40(H40B
109.8

H40A(C40(H40B
108.3

O22(C41(C42
110.0(4)

O22(C41(H41A
109.7

C42(C41(H41A
109.7

O22(C41(H41B
109.7

C42(C41(H41B
109.7

H41A(C41(H41B
108.2

O23(C42(C41
112.7(4)

O23(C42(H42A
109.0

C41(C42(H42A
109.0

O23(C42(H42B
109.0

C41(C42(H42B
109.0

H42A(C42(H42B
107.8

O23(C43(C44
105.9(4)

O23(C43(H43A
110.5

C44(C43(H43A
110.5

O23(C43(H43B
110.5

C44(C43(H43B
110.5

H43A(C43(H43B
108.7

O24(C44(C43
109.6(4)

O24(C44(H44A
109.8

C43(C44(H44A
109.8

O24(C44(H44B
109.8

C43(C44(H44B
109.8

H44A(C44(H44B
108.2

P2(N1(P1
120.7(2)

P2(N2(P3
120.3(3)

P3(N3(P1
122.4(3)

C3(N4(P1
116.6(3)

C3(N4(H4N
111(4)

P1(N4(H4N
119(4)

P5(N5(P4
122.2(3)

P6(N6(P5
120.5(3)

P6(N7(P4
121.4(3)

C14(N8(P4
118.1(5)

C14(N8(H8N
103(3)

P4(N8(H8N
123(4)

P8(N9(P7
123.6(3)

P8(N10(P9
120.8(3)

P9(N11(P7
122.1(3)

C25(O13(P7
117.2(3)

P11(N13(P10
122.0(3)

P12(N14(P11
120.8(2)

P12(N15(P10
124.1(3)

C34(O19(P10
120.1(3)

C1(O1(P1
115.7(3)

C4(O2(P2
120.3(3)

C5(O3(C6
111.7(4)

C7(O4(C8
113.1(4)

C10(O5(C9
113.6(4)

C11(O6(P3
122.2(3)

C12(O7(P4
115.8(4)

C15(O8(P6
120.9(3)

C16(O9(C17
112.0(4)

C18(O10(C19
111.6(4)

C21(O11(C20
114.0(4)

C22(O12(P5
121.4(3)

C23(N12(P7
119.6(4)

C23(N12(H12N
113(3)

P7(N12(H12N
120(3)

C26(O14(P8
122.2(3)

C27(O15(C28
113.8(4)

C30(O16(C29
110.9(4)

C31(O17(C32
111.9(4)

C33(O18(P9
120.6(3)

C36(N16(P10
120.5(4)

C36(N16(H16N
109(5)

P10(N16(H16N
126(5)

C37(O20(P11
121.7(3)

C38(O21(C39
111.6(4)

C40(O22(C41
113.1(4)

C43(O23(C42
114.8(4)

C44(O24(P12
120.4(3)

N3(P1(O1
108.0(2)

N3(P1(N1
116.8(2)

O1(P1(N1
105.6(2)

N3(P1(N4
109.5(2)

O1(P1(N4
106.3(2)

N1(P1(N4
109.9(2)

O2(P2(N2
112.0(2)

O2(P2(N1
106.6(2)

N2(P2(N1
118.6(2)

O2(P2(Cl1
102.23(13)

N2(P2(Cl1
107.60(17)

N1(P2(Cl1
108.55(16)

O6(P3(N3
107.2(2)

O6(P3(N2
111.1(2)

N3(P3(N2
118.3(2)

O6(P3(Cl2
102.79(15)

N3(P3(Cl2
110.1(2)

N2(P3(Cl2
106.37(17)

O7(P4(N8
107.6(3)

O7(P4(N5
107.5(3)

N8(P4(N5
109.0(3)

O7(P4(N7
105.4(2)

N8(P4(N7
109.7(3)

N5(P4(N7
117.2(2)

O12(P5(N5
107.6(2)

O12(P5(N6
111.5(2)

N5(P5(N6
118.3(3)

O12(P5(Cl3
101.83(16)

N5(P5(Cl3
110.3(2)

N6(P5(Cl3
106.12(19)

O8(P6(N7
107.8(2)

O8(P6(N6
112.0(2)

N7(P6(N6
118.2(2)

O8(P6(Cl4
101.96(14)

N7(P6(Cl4
108.47(18)

N6(P6(Cl4
107.10(19)

O13(P7(N11
106.8(2)

O13(P7(N9
106.8(2)

N11(P7(N9
116.0(2)

O13(P7(N12
106.6(2)

N11(P7(N12
109.1(2)

N9(P7(N12
111.0(3)

N9(P8(O14
111.7(2)

N9(P8(N10
117.3(2)

O14(P8(N10
109.4(2)

N9(P8(Cl5
109.96(18)

O14(P8(Cl5
97.36(14)

N10(P8(Cl5
109.31(17)

O18(P9(N11
107.1(2)

O18(P9(N10
112.0(2)

N11(P9(N10
118.3(2)

O18(P9(Cl6
101.72(14)

N11(P9(Cl6
108.18(16)

N10(P9(Cl6
108.14(16)

O19(P10(N16
105.9(2)

O19(P10(N13
106.2(2)

N16(P10(N13
109.8(2)

O19(P10(N15
108.2(2)

N16(P10(N15
111.5(2)

N13(P10(N15
114.8(2)

O20(P11(N13
107.1(2)

O20(P11(N14
111.7(2)

N13(P11(N14
118.5(2)

O20(P11(Cl7
102.18(14)

N13(P11(Cl7
108.42(17)

N14(P11(Cl7
107.68(16)

N15(P12(N14
117.2(2)

N15(P12(O24
112.3(2)

N14(P12(O24
109.9(2)

N15(P12(Cl8
110.38(18)

N14(P12(Cl8
108.86(16)

O24(P12(Cl8
96.12(13)

	


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
30(3) 
19(2)
71(5) 
(6(3)
7(3) 
(5(2)

C2
35(3) 
33(3)
56(4) 
8(3)
11(3) 
(1(2)

C3
23(3) 
37(3)
33(3) 
8(2)
4(2) 
(2(2)

C4
38(4) 
25(2)
27(3) 
4(2)
0(2) 
(12(2)

C5
21(3) 
41(3)
35(3) 
16(2)
(4(2) 
(12(2)

C6
35(3) 
47(3)
33(3) 
18(3)
15(3) 
15(3)

C7
51(4) 
38(3)
37(4) 
10(3)
21(3) 
21(3)

C8
52(4) 
26(3)
49(4) 
(18(3)
26(3) 
(9(3)

C9
46(4) 
43(3)
28(3) 
(11(2)
21(3) 
(11(3)

C10
36(3) 
29(3)
31(3) 
5(2)
12(3) 
(6(2)

C11
40(4) 
56(3)
19(3) 
9(2)
4(3) 
7(3)

C12
73(8) 
21(4)
450(30) 
76(8)
(99(11) 
(22(4)

C13
68(8) 
96(8)
400(20) 
(179(12)
(102(10) 
46(6)

C14
30(4) 
164(8)
65(6) 
(61(5)
(8(4) 
38(5)

C15
24(3) 
23(2)
19(3) 
0(2)
2(2) 
11(2)

C16
23(3) 
30(2)
20(3) 
1(2)
(1(2) 
4(2)

C17
23(3) 
35(3)
24(3) 
(3(2)
5(2) 
(7(2)

C18
43(4) 
27(3)
18(3) 
(5(2)
2(2) 
(4(2)

C19
37(3) 
31(3)
22(3) 
6(2)
8(2) 
8(2)

C20
33(3) 
33(3)
23(3) 
6(2)
3(2) 
9(2)

C21
50(4) 
36(3)
27(3) 
(2(2)
14(3) 
5(3)

C22
29(3) 
57(3)
22(3) 
(8(2)
0(2) 
(7(3)

C23
27(3) 
60(4)
41(4) 
(5(3)
8(3) 
9(3)

C24
30(3) 
39(3)
81(5) 
(16(3)
(12(3) 
14(3)

C25
35(3) 
27(3)
72(5) 
8(3)
(17(3) 
(1(2)

C26
33(3) 
31(3)
21(3) 
8(2)
0(2) 
0(2)

C27
26(3) 
33(3)
32(3) 
10(2)
3(2) 
6(2)

C28
46(4) 
53(3)
30(3) 
16(3)
7(3) 
17(3)

C29
42(4) 
39(3)
40(4) 
11(3)
16(3) 
11(3)

C30
31(3) 
37(3)
28(3) 
(15(2)
10(3) 
(12(2)

C31
19(3) 
40(3)
42(4) 
(15(3)
8(2) 
(10(2)

C32
30(3) 
36(3)
34(3) 
(6(2)
(8(3) 
9(2)

C33
39(4) 
24(2)
28(3) 
(2(2)
0(3) 
11(2)

C34
33(3) 
37(3)
70(5) 
18(3)
(3(3) 
(5(3)

C35
43(4) 
29(3)
80(5) 
1(3)
26(4) 
11(3)

C36
32(3) 
44(3)
41(4) 
7(3)
6(3) 
12(3)

C37
32(3) 
27(2)
22(3) 
(3(2)
(2(2) 
7(2)

C38
19(3) 
35(3)
18(3) 
(2(2)
4(2) 
5(2)

C39
32(3) 
40(3)
23(3) 
(5(2)
6(2) 
(9(2)

C40
44(4) 
36(3)
18(3) 
(1(2)
4(2) 
(10(3)

C41
25(3) 
40(3)
34(3) 
11(2)
11(3) 
1(2)

C42
35(3) 
41(3)
22(3) 
7(2)
7(2) 
7(2)

C43
28(3) 
33(3)
33(3) 
16(2)
(4(3) 
(1(2)

C44
35(3) 
27(2)
30(3) 
8(2)
1(3) 
(2(2)

N1
23(2) 
31(2)
15(2) 
3(2)
(3(2) 
(3(2)

N2
27(2) 
46(2)
25(2) 
11(2)
(1(2) 
(8(2)

N3
34(3) 
57(3)
21(3) 
4(2)
(6(2) 
(19(2)

N4
21(2) 
30(2)
20(2) 
(3(2)
4(2) 
(1(2)

N5
42(3) 
93(4)
21(3) 
(7(3)
1(2) 
43(3)

N6
37(3) 
55(3)
17(2) 
(13(2)
(7(2) 
21(2)

N7
33(3) 
47(2)
21(2) 
(11(2)
(5(2) 
14(2)

N8
22(3) 
82(4)
14(3) 
(4(3)
(2(2) 
5(2)

N9
24(2) 
40(2)
28(3) 
(3(2)
(7(2) 
4(2)

N10
40(3) 
35(2)
20(2) 
(8(2)
(13(2) 
3(2)

N11
30(3) 
30(2)
18(2) 
(4(2)
(5(2) 
1(2)

O13
26(2) 
23(2)
51(3) 
9(2)
(2(2) 
(2(1)

N13
24(3) 
41(2)
19(2) 
(9(2)
0(2) 
2(2)

N14
25(2) 
36(2)
20(2) 
(5(2)
0(2) 
3(2)

N15
25(2) 
36(2)
27(3) 
1(2)
(8(2) 
2(2)

O19
38(2) 
33(2)
45(3) 
6(2)
13(2) 
(7(2)

O1
27(2) 
25(2)
53(3) 
(5(2)
12(2) 
0(1)

O2
26(2) 
20(2)
26(2) 
4(1)
3(2) 
(6(1)

O3
20(2) 
34(2)
28(2) 
4(2)
9(2) 
1(2)

O4
41(2) 
27(2)
34(2) 
4(2)
14(2) 
3(2)

O5
38(2) 
30(2)
25(2) 
(6(1)
9(2) 
(7(2)

O6
29(2) 
50(2)
21(2) 
1(2)
(3(2) 
(4(2)

O7
30(2) 
40(2)
162(5) 
51(3)
(22(3) 
(12(2)

O8
25(2) 
25(2)
19(2) 
(6(1)
(3(2) 
6(1)

O9
21(2) 
30(2)
22(2) 
3(1)
1(2) 
3(1)

O10
32(2) 
25(2)
22(2) 
(1(1)
(1(2) 
2(2)

O11
31(2) 
33(2)
17(2) 
1(1)
7(2) 
4(2)

O12
30(2) 
57(2)
17(2) 
(3(2)
2(2) 
14(2)

N12
24(3) 
52(3)
15(3) 
5(2)
4(2) 
11(2)

O14
38(2) 
32(2)
20(2) 
2(1)
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